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Introduction

Periodic nanophotonic and microphotonic structures were first observed in
nature and are responsible for vivid color patterns that change with viewing
angle. Butterfly wings [I], the tail of common magpie [2] 3], opals [4, [5], and es-
pecially chameleons [6] all possess periodically arranged micro-structures that
manipulate the back scattering of light. Such periodically arranged materials
are defined as photonic crystals. The simplest form of a periodic structure
consists of periodically arranged layers of different materials. Such a device is
called a Bragg grating. Similar to the way a thin oil film on a puddle produces
rainbow colors due to interference, multilayer structures can significantly en-
hance this effect. These one-dimensional photonic crystals are widely used in
many areas of photonics [7]. The enhancement of a back-scattered wave due
to constructive interference of multiple reflected waves is known as Bragg re-
flection, or a photonic bandgap - a frequency range in which electromagnetic
waves cannot propagate. More advanced photonic crystals, featuring additional
periodic modulation in two or three dimensions, can posses a wider photonic
bandgap. This phenomenon is analogous to the electronic bandgap in crys-
talline solids, where electron states are forbidden within certain energy ranges.
Under these conditions, electromagnetic wave propagation can be controlled
through deliberate engineering of the material’s spatial periodicity and disper-
sion properties. Such materials are named as band-gap materials, capable of
spatial and spectral light propagation control. Besides, 2D and 3D periodically
modulated scattering devices can be used for other purposes than reflection,
such as wave-guiding [8, @], angular dispersion control[I0HI2], optical invisibil-
ity cloaking[I3], spatial light filtering [I4HI7], self-collimation, focusing of light
[18-20], beam formation [2I] and photonic crystal circuits [22] 23]. In other
words, the applications are universal and broad in terms of light propagation
control in linear photonic cavities.

In the realm of linear optics, the periodically arranged refractive index dis-
tribution is in possession of the same effects that are observed in solid-state
physics. The beauty of the theory is that the incident light, when scattered
(or perturbed), repeats periodic features of the periodically modulated pho-
tonic structure, thus mimicking its patterns. Such phenomenon is observed in
classical periodic gratings, where diffraction, or angular dispersion, are present.

The diffraction gratings can pertain two-dimensional or one-dimensional
surface modulation, which effectively distribute energy of incident wave into
forward - diffraction and backward-diffraction orders, whose diffraction and re-
flection angles and their diffraction order values can be analytically estimated.
Meanwhile, slab waveguides are one-dimensional waveguides where light propa-
gation of waveguide modes can be analytically found via application of physical
models for symmetrical structures.

When a periodic grating is combined with a slab waveguide, the guided
modes enhance mentioned physical effects that belong to classical gratings.



This also results possible waveguide regimes, which controls incident light cou-
pling with diffraction efficiencies. In other words, a resonant cavity is formed in
the waveguide region, which is in possession of strong polarization sensitivity
[24H27] and its broadband as well as sharp narrow-band resonant features [28-
4T]. The applications, just like photonic crystals, are vast and each physical
effect of interest can be either enhanced or weakened by varying the geometrical
and material parameters of the fabricated structures. Such devices are known
as Guided Mode Resonance (GMR) filters [42H48)].

In addition, precise, strict and practical applications demand high quality
photonic crystal or GMR wave-guide designs. It can be achieved by precise
control of material properties and geometrical shape. Analytical physical mod-
els only allow qualitative and crude estimations of mostly simplified structures.
However, even waveguide slabs with one periodically modulated surface acquire
numerical treatment of the system’s physical properties. For this reason, the
necessary algorithms with capabilities of solving Maxwell’s equations numer-
ically have been proposed due to the limitations of solving them analytically
[49]. Algorithms, suitable for computing the light interaction with linear di-
electric media directly, include the Finite Difference Time Domain (FDTD)
[50], Finite Difference Frequency Domain (FDFD) [51] as well as Finite Ele-
ment Method (FEM). They solve Maxwell’s equations directly and iteratively
in the grid of interest, be it rectangular or oblique. Other known algorithms,
such as Plane Wave Expansion Method (PWEM,) [52] Rigorous Coupled Wave
Analysis (RCWA) [53] and Chandezon method (C method)[54] are all based
on mathematical simplifications, mainly because only periodically arranged de-
vices are analyzed. By these methods, the Maxwell’s equations are solved in
frequency and Fourier domain, where resolution is controlled in Fourier space,
rather than a direct spatial grid. In this case significant speed improvements
are achieved, especially for high quality resonant structures, which acquire long
simulation times with Finite Difference methods.

By combining the fastest numerical methods, such as RCWA, with global
or local optimization algorithms, one can design necessary devices for light
propagation control, such as spatial filters, polarization filters, broadband mir-
rors or highly dispersive devices [55]. The complex design problems of device
topology are solved via optimization algorithms, without the need of a manual
alterations. Even though the simulation procedures seem simple, implementa-
tion of the algorithms becomes problematic, even for mundane tasks, due to
the high demands of specialization and knowledge of shifted, oblique grids and
eigenvalue decomposition used in theoretical formalism.

In retrospect, the physical interest of GMR filters comes from the shapes
and asymmetry of resonances which characterize such structures. Numerical
Fourier based methods are capable of simulating them, yet analytical treatment
of such resonant systems is lacking. Analytics are ought to provide a system of
differential equations, which offer solutions that explain the resonant properties
[56]. However, they employ vast simplifications, which are then parsed into the
formalism, hence the qualitative agreeableness between analytical and numer-
ical results [57H60]. The most successful cases are presented in the literature



and mainly for high or moderate quality resonance factors [61H64], where the
electromagnetic fields in the cavities are located for a long amount of time and
possess low decay time coefficients [65H73].

This work is devoted to applying two main frequency-domain numerical
algorithms (RCWA and FDFD) to the analysis of 2D resonant interactions be-
tween incident light and periodic waveguides. The thesis also encourages open
source utilization of such algorithms for public use in scientific community.
Furthermore, the thorough analysis of Guided Mode Resonance phenomena is
carried via comparisons between numerically simulated spectral characteristics
and analytically simulated ones. Such research is performed for optically pas-
sive media with and without optical absorption. The theoretical work is also
performed likewise for active GMR cavities that involve optical gain, whose
designs are calculated by implementing genetic algorithm with the 2D RCWA.

The objective of the Thesis

The aim of this thesis is to develop a framework for 2D photonic device
designing with utilization of GMR in periodic dielectric waveguides and improve
knowledge of the physical phenomena in such resonant cavities.

The main tasks of the Thesis

To complete the goals, the tasks are acquired to be completed:

1. Evaluate the influence of single-layer topology on the GMR properties
of periodic optical structures with the use of the developed RCWA solver.
Identify spectral and angular resonance characteristics; validate the re-
sults through comparison with analytical models, derive explicit ana-
lytical solutions for resonant cases including leaky modes and bounded
guided modes. Develop fabrication-ready filter designs and verify the
approach by comparing measured zeroth-order diffraction efficiencies of
manufactured GMR filters with numerically computed results.

2. Analyze the GMR properties with an implemented absorber on thin film
waveguides. Provide the comparison of the influence of absorber’s sym-
metry and asymmetry on the waveguide’s absorption spectra. Calculate
a device design for fabrication and verify numerical predictions through
comparison with experimental measurements.

3. Investigate the diffraction efficiency characteristics of GMR filters based
on thin-film structures with optical gain; optimize the device topology to
maximize gain-enhanced resonance effects using optimization methods,
and compare the numerical and analytical chain model results.

4. Develop a numerical solver for periodic optical devices based on 2D
RCWA and FDFD methods; validate the solver through comparison with
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peer-reviewed results, benchmark it against an industrial implementation,
and extend the framework with optimization algorithms and a graphical
user interface for efficient data input, processing, and output.

Scientific novelty

This work made a scientific contribution to the field of solid state electro-
dynamics, computational physics, resonant cavity physics as well as to GMR,
filter fabrication/autocloning technology:

1.

The physics of GMRs near Rayleigh anomaly allows such a design pa-
rameter choice that for corrugated thin film structures, a flat-top angular
reflection over a broadband wavelength interval can be facilitated.

. Analytical framework is proposed for GMRFs operating near EOC that

maps the optical response of a periodically modulated thin film onto a
driven one-dimensional Schrédinger-type equation. This model clarifies
the origin of the resonance behavior near the guided-mode threshold and
identifies scaling laws and line-shape evolution of the GMRs at the con-
tinuum edge, while qualitatively agreeing with numerical simulations.

. New GMRF design is introduced, enabling unidirectional coupling be-

tween external radiation and internal guided modes, allowing incident
light to enter the system while suppressing back-coupling to free-space
propagating modes. This mechanism demonstrates a new form of light
trapping based on asymmetric coupling induced by simultaneous mod-
ulation of refractive index and losses, consequently leading to enhanced
asymmetrical absorption.

. Periodically modulated amplifying thin films on passive substrates can

operate as active meta-mirrors, where GMRs occur in active media and
produce resonant amplification of reflected and transmitted radiation.
Also, a simplified analytical description based on coupled-mode/oscillator-
chain concepts is developed and validated by rigorous numerical simula-
tions.

. 2D RCWA User Interface "ZenScat" is proposed, which demonstrates

that a carefully engineered and validated 2D RCWA implementation can
achieve stable convergence in passive, lossy, and gain-assisted periodic
photonic systems while maintaining numerical consistency between T-
matrix and S-matrix formulations. Furthermore, through cross-validation
with published Lumerical and Fourier Modal studies, "ZenScat" provides
an equivalent framework for resonant multilayer structures, yet compu-
tationally superior.

11



Practical value

This work has developed the Open Source User Interface which numerically
simulates GMR filter designs for enhanced light to matter interactions, as well
as for optical beam filtering in both spectral and spatial domains. Moreover,
the analytical framework is developed for clarification and better interpretation
of GMR characteristics. Hence the practical value can be divided to:

1.

The proposed conformal dielectric GMR based trapezoidal structures en-
able compact dielectric devices capable of simultaneous broadband spec-
tral selectivity and angular filtering of incident light, making them suit-
able for integration as broadband spectral filters, polarizers and spatial
filters. Its realization using standard thin-film deposition techniques con-
firms that high-efficiency (>99%) filtering over a 46 nm bandwidth can
be achieved.

. Analytical Schrédinger-type equation model for GMRFs offers physical

insight into how structural and coupling parameters influence the reso-
nance behavior. This understanding supports more efficient interpreta-
tion of numerical results and guides the parameter selection in the design
of resonant photonic structures.

. The demonstrated unidirectional trapping enhances absorption in thin-

film structures compared with symmetric coupling configurations, offer-
ing an efficient strategy for increasing light-matter interaction in lossy
optical layers. Such non-Hermitian couplers provide a simple system —
requiring only a surface grating and an asymmetrically distributed ab-
sorber— which improves the performance of devices such as solar cells,
photodetectors, and non-reflective optical components.

. GMR in active media enables controllable amplification of reflected and

transmitted light in thin-film nanophotonic structures, offering a route
to compact resonant optical amplifiers based on sinusoidal-type of inter-
faces. Such structures may serve as functional elements in integrated
photonic systems, including micro-lasing systems and resonant optical
devices, which require narrow spectral/angular amplification and high-Q
resonant enhancement.

. The developed "ZenScat" Ul solver delivers approximately twofold com-

putational speed improvement within a MATLAB environment and in-
tegrates genetic optimization for rapid device parameter tuning across
wavelength and angular domains. By lowering implementation barriers
and providing reproducible workflows, it enables efficient design and op-
timization of guided-mode resonance filters, spatial filtering gratings, and
distributed feedback devices in academic and applied research.

12



Statements of defense

1. A single layer conformal GMR filter tuned to operate near the Rayleigh
anomaly can produce broadband zeroth order spectral reflection in a nar-
row angular range, resulting in spatial filtering.

2. The Edge of Continuum is identified at the point near the Rayleigh region
where additional diffraction orders occur. Once GMR is present at EOC,
it partakes of a strongly asymmetrical and non-continuous shape in its
reflectance spectrum along with narrow resonance width.

3. The non-hermitian system is achieved once a metallic or absorptive ma-
terial is placed on the periodic thin film waveguide, so that the unit cell’s
C5 symmetry is negated, while the asymmetric coupling can lead to ab-
sorption enhancement.

4. Amplification in thin-film structure perturbs the resonant frequency of
GMR, and both effects simultaneously determine strong resonant en-
hancement at both normal and oblique incidence for both s and p po-
larized light.

5. Numerical simulation and analysis of periodic structures in the frequency
domain, based on the novel incorporation of S and T matrix methods
and compilation in C++ language, can be computationally less expen-
sive than commercially available options, while numerical stability in pre-
dicting gain, absorption, and angular selectivity is maintained through a
well-conditioned matrix implementation.

Layout of the dissertation

The first chapter consists of the first half of literature overview of the guided
mode properties of the 1D slab waveguides, nuances of diffraction gratings
and Rayleigh-Woods anomaly. Then the overview shifts towards the mecha-
nism of GMR operating regime, application of Temporal Coupled Mode Theory
(TCMT) which is used for fitting. Finally, their characteristics are summarized
via diffraction efficiency computations for s and p polarizations.

The second part of the literature overview analyzes Maxwell’s numerical
equations in frequency domain - their treatments as well as their technical
nuances. The first algorithm is FDFD, which computes field distributions first,
then calculates DEs later. Then comes the plane wave expansion based RCWA
algorithm, which calculates DEs only, but in Fourier Domain. Incorporation
of S and T matrix methods into the modal algorihm are hence explained in
further sections, along with genetic algorithm, which is used in optimization
problems and is combined with RCWA method.

Further sections are devoted to research results. The first section incorpo-
rates 2D FDFD and 2D RCWA algorithms and their benchmarks with commer-
cial Lumerical variants and published ones with RCWA. Optimization prop-
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erties of cons‘tructed ZenScat" Ul for DFB systems are explored. Further
subsections are devoted to comparison of computation time with commercial
Fourier Modal variant (McGrating) and matrix methods. Lastly, performance
of RCWA is evaluated via convergence analysis for high DFBs with high re-
fractive index contrast.

The second section focuses on the application of trapezium GMR gratings
that pertain double modulation. The Rayleigh anomaly’s effects on the broad-
band reflectance of the structure are analyzed. Subsection is devoted to the
manufacturing of such GMR device via IBS method.

Third section focuses on the GMR properties at EOC. The first part is
devoted for analytical treatment of Schrodinger’s equations for GMR filters at
sub-wavelength regime. The second part is devoted to the numerical compari-
son with the analytical one for low index contrast GMR filter. The third part
focuses on the fabrication of GMR filter with double modulation after etching
procedure of the trapezium modulated substrate.

Similar GMR devices are further analyzed in the fourth section, but for
the asymmetrical shaped ones, which enforces Parity-Time (PT) symmetry
breaking. In such a case GMR device pertains asymmetrically placed absorber
on top. The whole section is devoted to the comparison between analytics and
numerics, then the fabrication and zeroth order DE measurements.

The fifth section is fully devoted to theoretical analysis of GMR applications
for enhanced light-to-matter interactions, particularly for dispersive materials
with optical gain. This section covers genetic optimization and its use to tune
the GMR device parameters for enhancement of zeroth order diffraction effi-
ciencies. Finally, analytical model is compared with the numerical results for
sub-wavelength regime.

Statement of contributions

I. Lukosiunas: full contribution is present for the analysis of literature,
numerical simulations, implementation of Rigorous Coupled Wave Analysis and
Finite Difference Frequency Domain algorithms in Matlab environment.

Dr. D. Gailevic¢ius: for resources and additional help.

Prof. Dr. K. Staliunas: The analytical formulas for physical phe-
nomenon interpretation. Academic supervisor.

Doct. Student J. Nikitina and Dr. L. Grineviciuté: Experimental
fabrication of thin film GMR filters and the measurements of their diffraction
efficiencies.
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Chapter 1

Literature Overview

1.1 Guided Mode Resonance filters and their
properties

The Bragg reflection was the very first phenomenon which was observed
as a consequence of light with periodic matter interaction [74], but there are
more unique effects encountered at quasi-periodic materials (periodic in one,
usually transverse, dimension, non-periodic in longitudinal direction). Such
effects possess special properties which alter the characteristics of light in the
angular spectrum, thus enforcing the control of light propagation direction.
The main focus here is oriented towards guided modes, GMR filters and their
characteristics.

1.1.1 Introduction to 1D guided modes

A slab wave-guide is a dielectric separated by two different media with its
refractive indices lower than the slab itself. This 3D device can be represented
in 1D by the intersection of materials (superstrate, slab and substrate) and its
guided modes in the intersection. Its refractive index distribution provides nec-
essary wave-guiding conditions via total internal reflection. All wave-guiding
modes that are excited in the slab possess spatial oscillations, which depend
on the thickness and refractive index of the slab. Each guided mode has its
effective refractive index, hence its own distinction from another in spatial fre-
quency range. The propagating electric field within the waveguide satisfies
Maxwell’s equations:

_of
H g
V.-E=0, (1.1b)

VxE= (1.1a)

Here, using V x V x E = V(V - E) — V2E = —V2E, and divergence
theorem, the wave propagation equation of a plane wave propagation is derived
in frequency domain:

V2E + w?ueE = 0. (1.2)

Here 1/¢c = pe is the propagation velocity of electric field (i.e. speed of
light) and p = p,po is permeability, expressed through relative permeability
W and po is magnetic permeability of free space. The same concept applies to
€ = €,£9, where g, is relative permittivity and ¢¢ is permittivity of free space.
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If ¢, # 1 and p, # 1, the product w/c = w/cy - n = kon, where ky = ?\—g
is a wavenumber or wavevector magnitude and n is refractive index, whose
value is /g,fi-. It defines the ratio of the phase velocity between speed of light
and the propagating wave in the bulk medium. The model for guide mode
propagation in the slab waveguide can be written via Helmholtz equation for

the propagating monochromatic wave in the xz plane:
O?E(z,x) N 0?E(z,x)

022 Ox?
Using the electric field expression E(z,x) = A(z) exp(jfz — jwt),

+ kin®(2)E(z,z) = 0, (1.3)

d*A(x)

dx?
Here g is a propagation constant of the wave inside the slab waveguide and
n(z) is the refractive index distribution of the waveguide’s intersection. The
(% parameter is the eigenvalue of Eq. and defines propagation of the
waveguide mode in z direction. Usually, dispersion equation holds k2 + 32 = k2

+ [kgn®(z) — B%] A(z) = 0. (1.4)

and k, = +,/kgn? — #2, where k, is transverse wavevector and n; is refractive
index of the homogeneous media outside of the waveguide’s core, where there

is no variation of geometry. Equation (1.4 has solutions for the propagating
modes confined within the waveguide’s core:

Asupe_vsup(a:_a)e_jﬂz’ T Z a,
A= [Acle_jkcyw”” + Acge“‘jka“’] e 982 )<z <a, (1.5)
Asube%ubwe—jﬂz7 z <0.

Where parameters in front of the exponents denote amplitudes given super-
strate region ’sup’, waveguide core 'c’ and substrate as ’sub’. The ~; parameter
is used as vy; = £j4/B? — kin?, where index i stands for substrate or super-
strate and j = /=1 [75].

The fundamental waveguide mode has effective refractive index n. s closest
to the refractive index value of the slab’s core. The parameter n.sy is the ratio
of the speed of light in vacuum with the phase velocity of the certain mode.
Waveguide modes with higher orders contain lower n.yy until they become
leaky. This effect is observed for all types (low, high contrast) of 2D and 3D
periodic waveguide filters.

For better explanation of the concept of slab waveguides, Fig. a) illus-
trates the cross-section of 1D confinement of slab waveguided modes, where
1D FDFD was used to compute field distributions and effective refractive in-
dexes. The 1D FDFD based method for computing slab modes is presented
in appendix.. The lowest order mode will always contain the highest effec-
tive refractive index, i.e., the ratio of phase velocity of the guided mode with
the phase velocity of light in vacuum. The higher the order of the mode, the
lower the effective refractive index, which increases phase velocity of the guided
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Figure 1.1: Representation of guided slab waveguide modes in 1D confinement.
The modes are presented in (a) and their guided parts in (b-d) for TE polar-
ization (H mode). The wavelength is A\g = 0.97um and slab width a = 1 pm.

mode. The effective refractive index is a qualitative factor which also specifies
the localization of the mode in the waveguide structure. For instance, fourth
order mode is a delocalized mode, which is a solution of Maxwell’s eigen-value
equation, however, it remains to have the most of its power almost fully local-
ized in the substrate, thus prompting its property neg — ngup. This is true for
waveguides that pertain no imaginary refractive index, otherwise the guided
modes will correspond to neg = Re(ner) — jIm(nes), where real part is the
phase velocity ratio between the guided mode and speed of light ¢, and imag-
inary part corresponds to the exponential absorption loss or exponential gain
factor, which depends on what material is used and intersection between it and
the amplitude of the guided mode.

1.1.2 Rayleigh anomaly

This phenomenon is observed by Rayleigh and Woods separately, thus the
abbreviation. It pinpoints to the strong intensity variations [76] at the oblique
angles of incidence upon the diffraction grating. The concept of Rayleigh
anomaly is visualized at Fig. [I.2] where the electromagnetic wave is incident
upon the grating at the oblique angle. In turn, Rayleigh anomaly refers to
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the wave fully propagating along the surface of the grating - in this case, the
propagating wave is first diffraction order and is perpendicular to propagation
direction y, fully longitudinal to the transverse direction x.

INC Ry Grating

/‘,;;E_\\
4 \‘ i
UL

» A1)
Substrate -

Figure 1.2: The schematic of the Rayleigh anomaly (RA) concept - incident
wave (INC) is at an oblique angle, which is then reflected and transmitted via
the grating and Rayleigh anomaly corresponds to the longitudinally propagat-
ing wave along the surface of the grating. In this case, it is 77 diffraction
order.

The essence is that once light is at the oblique angle at the grating, there
are sharp features of intensity and diffraction efficiency variations due to the
sudden occurrence of new diffraction/reflection orders. This effect also occurs
at normal incidence as well. It always starts from the same reference point
in spectrum, which entirely depends on the transverse periodicity A,, angle
of incidence 0, refractive index of a substrate ng,, and superstrate’s refractive
index nj,.. The wavelength dependence on 6 can be evaluated through the
dispersion relation, given (kon;)? = k%m + k2. Here j is an index which refers
to substrate or superstrate refractive indexes. The wavevector k, then becomes:

kz = (k‘onj)Q — k%m (16)
where kg = koNsup sin 0 — 2mm/A, and m is diffraction order. It follows that
during surface propagating waves k, = 0 and in this case wavelengths at these
regions Ag,, can be found:

Ay )
Ar,m = —(n; £ ngyp sin ). (1.7)
m

Here n; is ngyp if analysis is performed for forward diffraction and n; is ngyp if
analysis is performed for backward diffraction (reflection). The order m denotes
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Figure 1.3: Visualization of Rayleigh anomaly given the harmonic grating (a),
transmission spectrum for p polarization at (b), angular dependence (c¢) and
transmission dependency at normal incidence (d). The grating parameters
are: Neup = 1,Ngup = 1.48, b = 0.2 ym, A, = 0.7 pm. Simulations are
performed with 2D RCWA. Light-purple arrows indicate Ar for which Riq
orders appear/disappear, orange arrows indicate sudden diffraction order Ty,
appearance/disappearance in (c) and (d).

which regime is taken into account. Order m = 1 counts as sub-wavelength
regime, whereas |m| > 1 is dubbed as sup-wavelength regime. Once Ar wave-
length is reached, a new diffraction order is instantly added into the output
ports (substrate or superstrate) of the grating. Thus it is observed in diffrac-
tion efficiency spectral characteristics as sharp/discontinuous feature for any
function of modulation of the gratings. Simulations of a diffraction grating are
presented in Fig. in order to illustrate the phenomenon. The grating of

21



interest is harmonic grating. Its interface function z(xz) = h/2 - sin(2mx/A,)
with available diffraction orders and field polarization orientations (see Fig.
a)). The s polarization here is considered as electric field oscillating longitudi-
nally along the grooves of the grating, whereas p polarization is the one whose
electric field oscillates in transverse x direction. The zeroth order transmis-
sion spectrum of that grating pertains regions of varying transmittance values
with respect to A\g and 0. The lines (regions) where the discontinuities are
encountered are plotted with Eq. (1.7). White dotted lines separate regions
between possible diffraction efficiencies, which are 0 and 1. The blue regions
separate reflection orders between 0 and £1, whereas black ones indicate re-
gions where £2 diffraction orders occur. The sharp features at the angular
(see Fig. ¢) and spectral (see Fig. d) responses indicate Rayleigh wave-
lengths at normal incidence given the dashed lines in the graph. The first
line at A\g = Azngwp, = 1029 nm indicates the separation between the sup-
wavelength and sub-wavelength regimes, where sup-wavelength regime is given
by Ao < Azngup for normal incidence. Similar characteristics are also observed
in gratings via use of Fourier Optics’ analytical tools [77].

1.1.3 Guided Mode Resonance

All of the discussed effects are attributes to the Guided Mode Resonance
effect. The properties stem from the ability to couple incident light with re-
flected /diffracted orders via a guided mode.

A guided mode resonance (GMR), is an effect which is encountered when
an incident light is coupled with a radiative mode via coupling, which is in-
troduced by a guided mode in a periodically modulated layer [78]. The whole
system is thus realized by a corrugated surface. The term ’guided mode’ refers
to a mode guided along the periodically modulated surface and in this con-
text resonance occurs for specific wavelengths. The outcome is reflection (i.e.
backward scattering), which is in possession of both angular and spectral sen-
sitivity, prompting such devices as filters [79]. With this concept in mind, a
device can be simulated to control backward scattering by introducing an extra
geometrical variability in a slab wave-guide, or an extra degree of freedom.

In order to evaluate angular dispersion (i.e., sensitivity) of a GMR, one
would use grating Eq.7 which provides the condition for possibly achieving
the resonance once the condition for diffraction is satisfied

m/\o
Ay

Ngup SN O, = Ngyp sin f — (1.8)
Where ng,p, is the refractive index of a top layer (superstrate, reflection region),
0, is the deterministically predictable angle of diffraction order, which is of the
order m, 6 is the angle of incidence, A, is a transverse period of a periodically
modulated layer. The Eq. specifies phase matching conditions of an
incident plane wave and a diffracted one, i.e., the "Snell’s law" of a diffraction
grating. From that the derivation is achieved for the angular sensitivity of a
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GMR in Eq. (1.9) (considering 6,,, = 0 deg and sin 6§ ~ 6):

A)\O . Aa: TNsup

= (1.9)

Deviation from normal incidence shifts the resonance in spectral domain,
thus altering its background response, which is quite useful for failed designs
because it compensates the desired reflection in oblique incidence. For instance,
given A, = 625 nm of periodicity, for ng,p = 1, the wavelength shift can be
expected for ANy = 625/m nm/rad or A)g = 10.9/m nm/deg. The main
properties of GMR can be illustrated via the use of the inequality , which
suggests that resonances as well as their orders are bound by the effective
refractive index of a modulated waveguide part. The inequality is presented in
the following:

max|Nsup, Nsub] < [Ngup sin 6 — WZ— | < ng. (1.10)
T

Neff

Where ng ~ (y/(e1 +¢€2)/2). Such an inequality in Eq.(1.10) contains
ness as the effective refractive index of a guided mode inside the modulated
layer, whose spectral behavior better visualized in Fig b) for orders m =
[—3,-2,-1,1,2,3].

a) Ref. wave b)
N\ / 90
4

Inc. wave

£':sup 70

0 05 1 15 2 25 3
Ao/Az,(norm. u.)

Figure 1.4: The Schematic of GMR and its location in wavelength/angular
domain, adapted from [79] in a) and GMR distribution in a harmonic interfaced
thin-film waveguide b).

The refractive index ns,, = 1 and substrate’s part is ng,, = 1.5 and ngy = 2.
That means that only those guided modes that couple incident light with zeroth
order reflection can exist for those effective refractive indexes in the color-bar
which satisfy the inequality . Higher order modes correspond to lower
wavelengths, and, compared with lower order modes, pertain lesser angular
sensitivity and GMR enables enhanced coupling between incident and reflected
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electromagnetic waves. At normal incidence, resonances face a superposition,
thus providing a degeneracy to such states. Resonances with order m = +1
have a broader intersection at normal incidence and greater angular sensitivity.
All in all inequality analytical part is satisfactory enough for explaining
physical effects qualitatively, but not quantitatively. For instance, diffraction
efficiency values cannot be fully predicted for GMR instances from the inequal-
ity . That is why numerical algorithms are needed for such predictions
as well as to analyze the field distributions inside such devices in order to
quantitatively analyze and categorize these guided modes.

It is noteworthy that numerical solutions to Maxwell’s equations scale as
long as the geometrical parameters are scaled to the wavelength of incident
monochromatic source. This effect is purely universal which means GMRs can
be excited for arbitrary wavelengths at a certain angle of incidence as long as the
device’s geometrical parameters are scaled proportionately to the wavelength
of incident light source at material’s refractive indexes are not changed, i.e.,
the material in that spectral range is without optical dispersion.

1.1.4 Temporal Coupled Mode Theory

One crucial method to assess resonance shapes and predictions of their
characteristics is via the use of Temporal Coupled Mode Theory (TCMT),
whose schematic of port coupling with resonator is present (see Fig. . The
resonator coupled with ports represents a closed cavity system with modes of
the amplitude that satisfy the following equation:

d
aasza, (1.11a)
ai
a2
a=|.1. (1.11b)
Qnp

In Eq. , the complex mode amplitudes a = [a1, as, ..., a,] are charac-
terized with frequency matrix ) that belong to the resonant system and Eq.
represents the time evolution of the modes inside the cavity.

Considering a 2 port system, where the resonator couples the incident sig-
nal with output signals, via characteristic decay times 7;. The port-resonator
system’s coupled equations in time domain are written as [80HS2).

%a:uﬂ—rm+m%”% (1.12)

507 = Cs™M 4 ka. (1.13)

The quantity a represents resonance amplitudes, €2 is the frequency matrix for
each resonance, I' is the decay rate matrix, x is the coupling matrix, vector
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Resonator

Y1 )

Figure 1.5: TCMT’s concept of a resonator with 2 ports with decay coefficients
71 and 2.

st represents incident waves via input ports, whereas the outgoing waves via
the output ports are represented via s(=). Matrix C' can be thought of a direct
transmission matrix. Such equations are solved for mode vector a in a steady
state (exp (jwt) dependence):

a=(jwl —Q)+1)"txTsH), (1.14)

Where [ is unity matrix. The connection between outgoing and incoming waves
can be written in terms of the system’s Scattering matrix (S-matrix):

507 = S(w)s P, (1.15)
Where the scattering matrix is S(w). It can be easily found
S(w) =C +k(j(wl —Q)+T) kT, (1.16)

Exploring two resonant modes, the matrix forms are

o w1 0
Q= (0 w2> , (1.17a)

= (71 70) , (1.17b)

% 2
C = (;j ffi) (1.17c)

_ ([ v7m \/72172> 117d
a <p1\/71772 p2y/Y2n2) (1.17d)

Where 77 5 = —(ra £ tq) and p1 o = £1 denote parity-time operation and
v = T% is normalized relaxation time, given two mode resonance index i = (1,2).
The matrix x is achieved via energy conservation ks = 2I" and time reversed
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excitation Ck* = —k. The end result is 7’3 + tfl = 1 for such a conservative
system.

When analyzing two orthogonal resonant modes (QI' = T'Q2), the trans-
mission coefficient is simplified (from off-diagonal elements of Si221(w) and
reflectance coefficient from 511 22:

Y (ra £tq) " Y2(ra F tq)
JAwi +m T jAws + 2]
_ m(ratta)  72(ra Fla)

r(w)=r - - . 1.18b
(w) =74 At jAws ( )

tw) =tq T (1.18a)

Here Aw; = w—uw;, where i = (1, 2) marks the resonance frequencies, and t4
with r4 are direct transmission and reflection coefficients, respectively. The top
sign is used when the first mode is even, and the bottom signs are used when the
first mode is odd. Such an equation corresponds to the orthogonal modes (QI' =
I'Q?) and possess the unique property, which means that if resonant frequencies
are further apart from one another, the resonant shape is not altered. In
addition, the non-orthogonal modes (QI' # T'Q?) posses the transmission and
reflectance forms of:

(ra £ta)[in1Aws + jy2Awi]
(JAwr +71)(jAw2 +72) = 1172
(’I“d + td)[j’}/lALUQ + j’YQAwl]
r(w) =1y — — - . 1.19b
@) I (JAwr + 71)(FAwz +72) — 7172 ( )

t(w)=tqF (1.19a)

Where the top signs are used when both modes are even, and the bottom
signs are used when both modes are odd. In this case, the denominator is in
possession of 17, term, which, no matter the displacement of resonances, affect
the overall transmittance shape. The coupling parameters are fitted with opti-
mization algorithm with respect of the data to get the full and correct match.
In such a way, the model results can be understood via the applied analytics
of the port formalism. A thin layer GMR filter is possession of asymmetri-
cal resonances whose spectral responses (DEs) can be fitted with the TCMT
formalism for extraction of the resonator’s parameters, mainly ~; 2, w2 and
tq. The example of fitted resonances is presented in Fig. [1.6] for a doubly
modulated thin film without a substrate and with a FS substrate.

It seems that only one curve exists in all cases, however, a single resonance
only represents a Lorentzian peak if one of the coupling coefficients ~ is zero.
Therefore, one curve acquires at least two resonant modes for a qualitative
analysis. The fitting parameters for the two modes are presented in Table
from fitted DEs that are illustrated in Fig. [1.6]

The geometrical parameters of the GMR gratings are presented in the fol-
lowing: modulation depth A = 0.1 pm, ny = 1.99 (HfOs), neu, = 1.47 (SiO2),
A, = 0.6 pm and thickness L = 0.3 pm.

An important matter to consider, that the bolded frequency is at sup-
wavelength regime, which is the place where other output ports that correspond
to diffraction exist. In that case the predictions are not trustworthy and the
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Figure 1.6: Curve fitting representation of the GMRs for a single symmetrical
harmonic layer in the air (a,b) and a filter with FS substrate (c,d).

Table 1.1: The fitting parameters of applied TCMT of Fig

Case mode symmetry tq Y1 Y2 w1 wa
a) non-ortho odd 1.0 0.705 | 0.0568 0 1.1707
b) ortho even 1.0 | 0.6564 | 0.0038 | 0.0100 | 1.4217
c) ortho odd 1.0 0.0152 | 0.0532 0.971 1.2
d) non-ortho even 0.975 | 0.0016 | 0.01 | 1.02304 2

theory of 2 modes becomes non-usable. Therefore, the extension of output
ports must be implemented in order to fully predict the system, however, the
equation system becomes too clunky and full of additional fitting parameters,
which hinders the simplicity of the formalism.

It is noteworthy that in the non-orthogonal case the denominator has a
factor of 71y2. Therefore, the asymmetry of the resonance’s shape is heavily
influenced by this factor even if the spectral distance between the peaks is wide
enough for them not to overlap.
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1.1.5 Resonance quality and Purcell effect

The resonance quality factor ) is considered as a dimensionless quantity
and depicts energy storage in the resonant mode. The resonant mode in the
cavity radiates energy whose loss is proportional to 1/Q and Q = X,/AM\,
where A\, and AX are peak wavelength and spectral FWHM, respectively. High
quality factor resonances tend to reside in the cavity for a long time compared
to emission losses until the power in the cavity is lost and is exchanged to the
output port [7].

Furthermore, the mode has an effective volume, or a confinement factor
Veys in the resonant cavity, which plays a pivotal role in coupling mechanisms
between the cavity and output ports.

Furthermore, resonance quality and mode volume of the resonant cavity,
depending on their values, tend to enhance or suppress emission properties
once the resonant cavity. This type of interaction is known as Purcell effect
and its interaction strength quantity is represented by the Purcell parameter,
which is defined as F}, = Tcayv/7fs, which is a ratio between the spontaneous
emission rates of the resonant cavity 7c., and free space emission 7. Purcell
parameter is presented in the following [83] for 3D resonators:

A \P 03
Fp = % < P ) @ (1.20)
4m? \nepr ) Verr

Where Vs is the effective mode volume, A, is the peak wavelength of the
resonance and n.gs is effective mode index of the waveguide for the "ideal"
emitter. The ideal emitter is defined as spectrally matched fluorescence peak
wavelength with cavity mode and the cavity mode has its maximum electric
(or magnetic) field located in the resonant cavity [83]. The Purcell parameter
can also be shown in the following equation for 1D resonant FP cavities [84]:

1
Bl Q
WneffL

(1.21)

Here L is the resonator’s cavity’s length or thickness value. Another ob-
served quantity is the resonance cavity mode’s frequency shift which is influ-
enced by the external driving, which is incident electromagnetic field applied
onto the resonant cavity, which might alter the resonance quality factor [84].

1.1.6 Polarization in spherical coordinates

The incident source on the device of interest is generalized in 3D case as
a "conical mount". Its analytical formalism is observed in many finite differ-
ence and Fourier based algorithms. The physical basis of polarization vector
remains the same: it is the direction of electric field vector’s oscillation. More
importantly, it is the mathematical definition of polarization vectors which is
applicable to all 3D numerical models that solve Maxwell’s equations for linear
media [49] [50, [85]. Here the universal one is presented in spherical coordinate
system. It is illustrated in Fig. [I.7]
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Figure 1.7: Polarization components in spherical coordinate system.

The polarization vector is defined by the plane of incidence. Its orientation
along the normal axis 7 is defined by the azimuthal angle ¢. The plane
of incidence is where the 1n01dent wavevector kmc is located, along51de with
the transmitted wavevector ktm and reflected wave’s wavevector k,«e ¢ The
main focus here is fixed towards the kmc, whose components are defined in the
following:

kg inc = ko sin 0 cos ¢, (1.22a)
ky ine = ko sin @ sin ¢, (1.22b)
k. inc = ko cos. (1.22¢)
Where 6 = 00¢) is the angle of incidence. The wavevector magnitude ko = %

defines a constant phase accumulation of a plane-wave in vacuum, and g is the
wavelength, i.e., single spatial oscillation distance of a plane wave. The second
most important aspect is the polarization of a wave and its 3D representation.
Its most consistent formalism is presented in the following: by using the normal
vector 7, = (0,0,1), Transverse Electric (TE) polarization is the unit vector
arg, which is a product between Emc and 7,. Transverse Magnetic (TM)
polarization vector is a unit vector dry, which is a product between Emc and
arg vectors. This process is illustrated in the following:

G = 2 X Kine (1.23a)

|ﬁz X kznc|

];inc X @
g = —me Z9TE (1.23b)

|Einc X 6TE| .
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The denominator in Eq. (1.23]) is the normalization factor. Hence the full
polarization vector is defined via a basis of unit polarization vectors drg and
ary in the following:

—

P =prg - dre + prv - dru- (1.24)

Here prg and pry are power coefficient terms of TE and TM polarization
vectors, respectively. They are chosen in such manner so that the magnitude of
polarization vector Pis 1,ie. \}3\ = 1. At an angle ¢ = 0 deg and at the normal
incidence (f = 0 deg) polarization vector is P= (0,1,0) for prg = 1 and pry =
0. This hints that main electric field is oscillating along the y direction and only
pertains E, component. For the same angles and for the values of prg = 0 and

prm = 1, polarization vector is P = (%, 0, %), thus specifying that F, and
E, components oscillate along the xz plane. Such formalism is directly applied
for 2D RCWA algorithm for the polarizations: TE polarization (s polarization)
has components E,,H,,H, whereas TM polarization (p polarization) has the

components E; and E, of the electric fields and H, for magnetic field [49].

1.1.7 Diffraction efficiencies

Diffraction efficiencies are defined as fractions of power that diffracted or
reflected orders pertain. In literature, it is mainly abbreviated as DE or n and
is either measured in normalized units (between 0 and 1), as percentage (i.e.,
between 0% and 100%) or in decibels (as 101g DE, dB) [49][85] [86]. Diffraction
efficiencies are calculated by mainly incorporating material values of transmis-
sion and reflection regions, mainly through impedance, and through reflection
and transmission wavevectors l;,,e ¢ and l;tm. In order to find the efficiencies
for reflection and transmission orders, one has to analyze the power flow via
Pointing vector’s IT z components. Thus diffraction efficiencies can be defined:

(ref) (ref) (2 (ref) > (inc) 2 ;.(inc)
Iy 1 Eo ' |7 k2w 1 E, kz
Rpg,m = (i;m) == M it / Re 1B I z . (1.25a)
Hz 2 Tlref | kref| 2 Tinc | kinc |
ng;r;) 1 E’(t;fbl) 2 kit:;l) 1 E‘(inc) 2 kginc)
Hzlnc 2 Tltrn | ktrn | 2 Tlinc | kinc |

Here H = E /n; for homogeneous and infinite regions, and 7); is the impedance
of the given region, where i — ref for reflection region, or superstrate, and
¢ — trn for transmission region, or substrate, or ¢ — inc for incidence region.
The transmission and reflection regions are considered as infinitely extruded.
In the case of simulating DEs for GMR filters, incidence region is reflectance re-
gion. The dispersion relation of wavevectors in the reflection and transmission
regions are:
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kD) = — S konger — k2., (1.26a)

B = 4 [konen — k2., (1.26b)

Since |kinc‘ = ‘kref| = k()nrefy ‘ktrn| = k()ntrn y Mref = %, Thref =

,/%, Nyef = +/Irofrofs Ntrn = +/MtrnEtrm, the equations reduce following

for the DEs without absorption:

ref |E(ref) |2
Ropm = Re |~ Zom L (1.27a)
kglnc) |E(()mc) |2
r,re k(t:rrtl) E(t::) 2
IpE,m = Re P ref ({nc) | —»(Z;nc)| : (1.27b)
Hr trn kz |EO |2

The set of Eqs. here contain electric fields, which are solved for electric

field, hence the abbreviation as 'E mode’ in computational electromagnetics.
And the simplified DE calculation from magnetic field strengths is presented
in the following:

ref |H (ref) |2
RDE(m) = Re I — (1.28&)
z ,inc |H0 1nc|
(trn trn
e ot K] [HS 2
Tor(m) = Re | 55— | ot (1.28b)
Er,trn kz |H0 ‘2

Here, the diffraction efficiencies in Eq.(1.28)) are calculated for the "H mode’.
In 2D RCWA, both Eq. and Eq.(1.28) are used for TE and TM polar-
izations, respectively where wave propagation occurs in xz plane. If xy plane
is considered, then y coordinate is the coordinate of propagation, which is
generally applied for Finite Difference methods.

The fields for E mode E?gf;?, E_:(()rﬁ? and Eéinc) are captured within the
grid and are transmitted (total), reflected (scattered) and incident electric field

strengths, respectively. Magnetic field strengths H(gtf: ), H, (ref) and H, 7(ine) o
captured within the grid in the same manner as electric ﬁeldb but for the H
mode. The real part in DE computation neglects evanescent diffraction orders

that do not propagate to infinity.

1.1.8 Manufacturing of thin film GMRFs via IBS method

One of the methods known for manufacturing GMR Filters is the auto-
cloning technology [79]. It is the repetition of the surface modulation of a 1D
or 2D gratings via an oxide deposition on top of grating the substrate. The top
layer is then expected to replicate the surface function of the bottom grating
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with great accuracy, however, research shows that smoothing and increased top
material’s filling ratio of the single unit cell remains problematic and acquires
precise knowledge of the deposition technology [79]. The challenge stems from
the surface topology of the grating’s substrate, the material that is deposited
on top of it (can be characterized via its refractive index), and the thickness of
the deposited layer.

220n0m 205 nm

2201m

d) Nb,O;

Figure 1.8: The surface replication study by deposition of various oxides via
IBS method, adapted from [87]. The top oxide layers with their respective
refractive indexes at 970 nm are ordered in the following: SiOy, n = 1.48 a),
HfO9, n = 1.99 b), TagO5, n = 2.09 ¢), NbyO5, n = 2.25 d). Scanning Electron
Microscope (SEM) is used to visualize fabricated sample slices.

To author’s knowledge, the most accurate surface cloning technology used is
the Ton Beam Sputtering (IBS) method [87], which is utilized for fabrication of
the modulated thin film GMRFs researched in this thesis. It also incorporates
grating’s surface tuning by active ion etching that either smooth or decrease
surface modulation of the grating or the top layer, in order to tune the GMR
to its working regime, such as wavelength range, its central wavelength, width,
angle of incidence, polarization of incident wave, etc.

As an example, the deposited oxide film layout’s SEM pictures are shown
in Fig. [L.8] for each material of interest, for L = 1 pm of thin film thickness.
The loss of modulation depth (first grating’s amplitude) is present for SiOs,
given its small refractive index, n = 1.48 (A9 = 970 nm). The refractive index
increases gradually with each deposited material of interest, such as HfO5 (see
Fig. [1.8 b)), TagO5, n = 2.09 (see Fig. ¢)) and with the greatest refractive
index, NbyOs, n = 2.25 (see Fig. [1.§]d)). The bottom grating is ORMOCOMP
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(n = 1.51), which is used as the main substrate in the previous thesis work [87].
The Table refers to the decrease of the modulation, which is dependent on
the material.

Table 1.2: Change of surface modulation given the deposited oxide materials
according to [87].

Material SiOy | HfOy | TagOs | NboOs
Diff of h, % 35 4.5 3.2 10
n value 1.47 1.99 2.09 2.25

The modulation difference values are gathered from characterization by
Atomic Force Microscopy (AFM), which provides surface modulation data.
Partial asymmetry is visible at the deposited structures and smoothening of
the surface modulation of SiOs. It is expected that the greater the thickness
of the modulated thin film waveguide, the lesser the modulation depth of the
device and the greater the filling ratio of the thin film’s dielectric permittivity
in the unit cell, once deposition of the material is performed.

1.2 Numerical methods for GMRF simulation

Although there are multiple of ways to approximately solve Maxwell’s equa-
tions for periodic gratings, here two main methods are proposed that are the
most efficient and quite simple to understand compared to what other, more
cumbersome, methods, such as Chandezon or Finite Element methods. They
might be more efficient speed-wise, however, their implementation is too com-
plex, compared to Rigorous Coupled Wave Analysis (RCWA) or Finite Dif-
ference Frequency Domain (FDFD) methods. The latter algorithm is capable
of calculating stationary light interaction with both periodic and non-periodic
materials whose properties are denoted with linear permittivity and perme-
ability. It has the simplest implementation and it is the most useful when
calculating field diffraction profiles in scattering media, only for the monochro-
matic beams. Yet the former (RCWA) algorithm is more speed-wise efficient
for computing transmitted and reflected powers from the periodic structures
for monochromatic sources. However, this algorithm is analytically processed
first in order to work in such manner, thus rendering it more complex than
FDFD. This section provides a short introduction and implementation of both
methods and their technical nuances.

1.2.1 Maxwell’s equations in Frequency Domain

Maxwell’s curl equations for wave propagation in uniaxial anisotropical me-
dia in frequency domain are presented in the following:
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rotE = kolp,]H, (1.29a)
rotH = kole,] E. (1.29b)

Here the magnetic field strength is normalized to vacuum impedance H =

— jnoﬁ so that wavevector magnitude kg = 27 /\g is multiplied with H and E.
Such procedure helps to prepare Maxwell’s equations for numerical treatment
in programming environment. The relative permittivity [e,] and permeability
[14r] tensors of the material are presented in the following:

Erz O 0

er]=10 &, 0 (1.30a)
| 0 0 €.,
(fze 00

[l =10 pyy 0O (1.30b)
L 0 0 e

Uniaxial material tensors are used so that the Maxwell equations can be
treated in 2D simulations. In this case the permittivity and permeability ten-
sors are chosen to have homogeneous device distribution at z coordinate so
that the fields also have equivalent homogeneous distribution, hence % = 0.
In this case, Maxwell’s equations, once grouped, can be decoupled into two

polarization modes, given normalized coordinates ' = kor and 3y’ = koy:
%fjf = g Hy, (1.31a) %Zf =40 By, (1.31d)

~ —%;J/Z = ftyy Hy, (1.31D) 788% — ey B, (13le)
%Zf’ - %Zf =& B, (1.310) %% - a(,zf" = s B (1316)

The polarization mode is an abbreviation for the Maxwell equations sets.
l:he first mode is called F, mode, which has electric field strength F,, H, and
H, magnetic field strengths. the second mode is termed as H. mode, which

pertains H,, E, and E, fields.

1.2.2 2D Finite Difference Frequency Domain

The decoupled polarization modes are then approximated via Finite Dif-
ference method, assuming the fields do not exist at the same grid points. The
staggered grid, or Yee grid, is a grid where all field components are chosen in
the numerical grid so that they do not overlap [88]. At the staggered grid [88],
equations for F, mode are written in the following:
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Eoligyr — iy .

Ay = oz i He i g (1.32a)
Beivrg = Eapiy _
o Az = lyy i Hylij (1.32b)
Hyii—Hyjio1s  Hyppii—Hypsio
yli,j Am/ylz Li Az Aylxlm 1 =¢.2liy Ezyij (1.32¢)

All electric and magnetic fields are defined at their respective 2D Yee grid
points i, j, together with their permittivity and permeability tensors. The par-
tial derivatives are approximated in the Yee grid for electric fields so that their
next grid values are subtracted from the grid current values and such method
is applied for all electric fields. The H, mode’s Finite Difference approximation
is also defined in the same manner:

HZIi,j _Hzli,j—l

Ay’ = Eax|i,j Lo )i (1.33a)
]:IZ li,9 — E[z li—1,5
- Ax! = Eyy|i,j Ey‘i7j7 (133b)
Eylivij = Bylij _ Eojigr1 = Eajiy ~
- i.’l}l Ll & Ay/ . :luzz|i,j Hz\z,] (133C)

However, the magnetic field’s partial derivative operations are chosen so
that current magnetic field strength grid values are subtracted from the pre-
vious ones. Hence, a staggered Yee grid approach is applied here as well [88].
The Finite Difference approach, applied for partial derivatives for fields, can be
expanded into sparse matrix approach [89]. In such a way, partial derivatives
are written as derivative operators, and fields are flattened into 1D field arrays
from 2D grid. Thus, derivative operations with periodic boundary conditions
at the grid edges are defined as[49, [51], [85] [89]:
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-1 1 0 0 0 0 0 0 O07]/[E;] [ E.on — B
0 -1 1 0 0 0 0 0 0]]E.p E.31— FE.21
®, 0 -1 0 0 0 0 0 0] |E. o R O
L]0 0 0 -1 1 0 0 0 0] |Epu, 1| Beze— Eone
Az c o o0 o0 -1 1 0 0 O 22| = Ao E. 32— E22
0 0 0 ® 0 -1 0 0 0] |Es:2 QB 12— Euz2
0 0 0 0 0 0 -1 1 0f|]|Engs E. 23— FE.n3
00 0 0 0 0 0 -1 1|]|E.ps E.33— E.j23
(0 0 0 0 0 0 @ 0 -1 |E,s3] | PoE13 — a3 3]
D
(1.34a)
-1 0 0 1 0 0 0 0 0]/[Eu] [ E.i2—E.nq |
0 -1 0 0 1 0 0 0 0]]|E.p E.22—E.j21
0 0 -1 0 0 1 0 0 0]]|Ez; E. 32— E.31
L]0 0 0 -1 0 0 1 0 0]]|Epu, 1| Bens = Eape
Ao |0 0 0 0 =1 0 0 1 0| |Epyl= | Epg— B
Yo 0 0 0 0 -1 0 0 1] |E.s Y| E.s3— E.s2
&, 0 0 0 0 0 -1 0 O] |[Eypgs QyE. 11— Ens
o & 0 0 0 0 0 -1 0] (Eps QyE. 21— Eu23
0 0 ® 0 0 0 0 0 -1 |E,ga] |y E. 31— B3 3]
DY
(1.34b)

These Egs. are the examples of N,xN, 3x3 grid resolution, where
periodic boundary conditions (PBCs) are enforced for derivative arrays in x
and y directions. Here ®, = exp (jkzAy) and @, = exp (jkyA,), which en-
force a phase continuity for fields at numerical grid’s edges. The quantities
Dy and Dg are for partial derivative matrices for electric fields in y and in z
directions, respectively. The derivative operations are chosen in such a manner
that the field arrays are flattened as 1D arrays. In this case, every ascending
element is an ascending i-th component for the j-th index value. The matrix
multiplication ensures that the right hand side obeys Finite Difference method.
The 0-th diagonal derivative matrix corresponds to subtraction operation, the
first diagonal in DS corresponds to addition. Every final grid point N, in that
diagonal is 0, which enforces Dirichlet boundary boundary conditions (DBCs),
which means function values are zero outside of the grid. If PBCs are not
used, @, = 0. Furthermore, D has an off diagonal at N,. Periodic Boundary
Conditions for ®, are enforced at N, — N, - N, diagonal. If DBCs are desired
in y direction, ®, = 0.

Furthermore, magnetic field derivative matrices are related through electric
field derivative matrices:
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D! = (DA, (1.35a)

x
DI = —(D{)H. (1.35b)

The superscript H is Hermitian transpose operation, applied for deriva-
tive arrays in rectangular grid. This relation only applies for the grid whose
all points are equally separated by Ax and Ay. In other words, hermitian
transpose operation works for homogeneous grids.

The trade-off of the derivative matrices is that other matrix formalism must
be applied, since there are too many zeroes in the off diagonals. In this case,
such matrices are treated as sparse matrices, which save numerical derivative
matrix values and their grid location indices. In order to further employ FDFD
method, permittivity and permeability tensors are diagonalized into sparse
arrays in the same manner. Then, Maxwell’s equations are expanded in their
matrix form for the £, mode:

D' e, = prys ha (1.36a)
-DWe, =y, by, (1.36b)
Dgf) h, — D?(j}) h, =¢..e.. (1.36¢)

The equations for H, mode can be expressed as well:

(Wi
D,/ h, = ey eq, (1.37a)
—Dgf) h, =gy ¢y, (1.37b)
D! e, — DIV e, = pz. b (1.37¢)

Both Eq. (1.36) and Eq. (1.37)) can be further simplified by eliminating x
and y field components, hence the operators are derived for each mode:

A=DWpu, D) + DIz IDl) + .., E. mode, (1.38a)
A=DYe ' 4+ DWe DY + p.., H. mode. (1.38b)

Overall, the field operators Eq. are derivative arrays normalized and
shifted with respect to the diagonalized permittivity and permeability tensor
arrays. The numerical and most computationally intense problem to be solved
is f = Aflb, where b is the wave source in the linear medium.
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This is an algorithm which is by far has the simplest implementation and
can be used for scattering analysis both for arbitrary periodic and non-periodic
material profiles. It is most efficient for calculating field profiles of periodic
wave-guides, and an pseudo-algorithm for such computations is presented below
in Alg. [[] Its main advantage, compared to FDTD method, is speed and
simplicity of implementation and analysis of high quality resonant cavities for
Continuous Wave (CW) sources.

Algorithm 1 2D FDFD algorithm for periodic structures, simplified

(min)

do = Mi&w > Critical grid pixel width
(min)

dy = n(i?aﬁ > Critical grid pixel length

dzy = 2dz, Nay = 2N,
dys = 2dy, Noy, = 2N, > 2x grid
Create a device e(z,y) and p(z,y) from 2x grid
Incorporate PML inside the device
Extract €44, €yy, €22 aNd gy, fyy, Mz and diagonalize them > Yee grid
tenzors
Create derivative matrices Dgf), D;P;), D;,},L) and D;}}),.
if (mode is 'E’) then

: A= Dg})u;leie,) + D;’})M;;Dg(ﬁ) +¢e.. > ’E.” mode operator (TM pol.)
else

A= D;?)E;;Dgf) + Dg)&:;xlD%’) + p., >’H,” mode operator (TE pol.)

end if , _
Calculate Source field fo.e = exp (—j(kS" 2 + k{"y))
Incorporate scattered field masking matrix Q
Q= diaig(spAarse(Q)), reshape f,.. to a single column vector

b= (QA — AQ) fsrec > Source field masking operation
f=A"1% > Solving Af = b
Reshape 1D f into a 2D array > sized N, and N,
if (Mode is 'E’) then
he = pz.De. > B, is f
hy = —u;;Da(:;)ez
else
ey = EQ;D,(;)}LZ > H,is f
ey = —e;, DM,
end if

Visualize the fields at the (N, N,) grid
Compute DEs according to Eq. (1.27) and Eq. (1.28)

The main objective of FDFD is to compute a CW solution of Maxwell’s
equation of the scattering device. The Alg. [I] illustrates the computation of
the field profile of a periodic wave-guide directly. Firstly, the grid quantities
dr and dy are critical pixel width and length, respectively, N, denotes the
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resolution parameter, or a number of grid points per smallest wavelength in
the Yee grid. The bigger the resolution size, the greater the convergence of
FDFD results, however the longer it takes to complete the computation.

The next step in the FDFD numerical treatment is to incorporate the Uni-
axial Perfectly Matched Layer (UPML, pseudo-algorithm is shown in Alg. ,
which is a gradient-like absorption profile with impedance matching. It acts
as an absorber on the edges of the grid (in the case of a periodic wave-guide,
it is the substrate and superstrate materials) and ensures minimal reflections
from the grid boundaries. Periodic Boundary Conditions (PBCs) in 2 direction
acquire the PML to be at the longitudinal direction, which is y coordinate in
FDFD'’s case by default. The absence of UPML will render the simulations of
an overall field, which is interfered with itself due to the full reflections from
the grid boundaries if Dirichlet Boundary Condition (DBC) is used [85]. The
PBCs will equalize the field at the right side of the grid with the previous one
with phase matching, thus allowing scattered field propagation right to left in
transerse x direction. In such a way, Bloch’s theorem is satisfied for the field
condition, which incorporates phase distribution exp (jk,A,) over an entire
device period.

Algorithm 2 Incorporation of the 2D UPML into the 2D FDFD algorithm .

Require: ¢,,, cyy, €22 > Permittivity tensors
Require: fizq, flyy, fzz > Permeability tensors

if not periodic in x dir then

oy (Y) = Omax sinQ(%) > Artificial conductivity in y direction
ay(y) = 1+ (@max — 1)(££)P > Scaling factor for s, (y)
Yy

sy(y) = ay(y) - (1 - jm%g(y)) > Complex conductivity in y direction
else

sy =1
end if
02() = Omax sin?( =) > Artificial conductivity in x direction
az(z) =1+ (amax — 1)(£)? > Scaling factor for s, ()
sz(x) = ag(z) - (1 — ]%ﬁ)(w)) > Complex conductivity in x direction
o = %Z/f/m;p, My = %uyy, Wy = SuSyllzz. > Incorporate UPML into p
tenzors
Epp = Z—:em, 6;”/ = %Zeyy, e, = S4SyEaz. > Incorporate UPML into e
tensors
return ¢, p/ > Return tensors with PMLs

The PML is conductivity distribution in frequency domain, which has its
dependency illustrated in Fig. Here, twenty NPML points are used, which
are 40 in the 2x grid. Such distribution ensures the wave propagation to be
'smoothly absorbed’. The parameters used are opax = 1, amax = 4, and p = 3,
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vacuum impedance 7y =~ 376 Q2 and kg = 27 a.u.. The PML also has its
drawbacks. Firstly, it is not a boundary condition, but an absorber along
the boundaries of the grid. Secondly, due it having a gradient-like imaginary
refractive index distribution in the grid with, the absorber still reflects the
incident/scattered light. Reflections can be minimized by —40 dB up to —70
dB by increasing resolution parameter Nz from 20 units [85]. The reflection
coefficient is also sensitive to the angle of incidence. In such a case, it is better
to maintain the source’s angle of incidence from -60 deg up to 60 deg in reference

to the object of interest [49] [51], [85] [89] [90].

Y Unit cell 4 0
I PML upper layer ,

-50

« period A, 3
~ 100 ~

B Ao V¥ 2

2

Im(s

-150

15 -200

; PML lower layer 250
d 10 20 30 40
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Figure 1.9: PML of a device with PBCs (a) and the unit cell (b) with transverse
periodicity.

The second step is to snap a new device into a Yee grid, i.e., creating tenzor
elements with an already incorporated PML and flatten them, thus putting
them in diagonals in the form of a sparse matrix. The Yee grid in the case of
numerical problem solving of Maxwell’s equations is a tool proposed by Kane
S. Yee himself in 1966 [88]. The idea is heavily focused on the grid in which
electric and magnetic field components are computed in time domain method.
The same principle is applied in frequency domain method. Interpretation of
Yee grid: electric and magnetic fields are considered as functions, however, in
order to provide stable numerical solution with precise boundary conditions,
the grid in which Maxwell’s equations are solved is staggered by a half step at
all directions in Cartesian coordinate system (x,y,z). Consequently, the fields
are solved in separate locations in the grid without an overlap. The concept of
3D Yee grid is shown in Fig[I.10]

In this way all magnetic and electric field components can be seperated and
their curl equations be calculated for each field component. A 2D representa-
tion slices the upper and lower parts of a 3D Yee grid’s cell, if the propagation
in the xy plane is of interest. If a device contains no variability of geometry in
z direction, then the 2D representation can be successfully reduced to two po-
larization modes. The first one is F mode, which is simply F, field component
oscillating in the z direction and has two H, and H, magnetic field compo-
nents oscillating transversely with respect to z and this is why it is called as
TM polarization.

The TE polarization corresponds to magnetic field H,, oscillating in the z
direction, alongside with transversely oscillating F, and F, field components.
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Figure 1.10: A representation of a rectangular 3D cell of the Yee grid.

E. IT E.I mode
5 H:[ I'M) mode

H:. it V.\* ‘H' ) PI Z,ij

= Y

Figure 1.11: A representation of a 2D cells of the Yee grid for TE and TM
polarized modes.

Therefore, only two polarizations can be analyzed for 2D numerical analysis of
photonic devices for scattering simulations. The main field components which
are computed as f are in Alg. [T]are E, for E mode and H, for H mode.
Furthermore, numerical boundary conditions can be easily implemented
for each boundary cell in the grid, such as Dirichlet (DBC), Periodic (PBC)
boundary conditions. The outcome is a stable numerical solution for Maxwell’s
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Figure 1.12: 2D FDFD schematic for calculating light scattering by enforcing
PBC in transverse () and PML in propagation (y) directions.

equations. However, each theoretical concept unfortunately comes with a trade-
off. The consideration which is brought here by staggered Yee grid is numerical
dispersion, i.e., the grid itself slows the speed of light by a particular factor in
reference with angle of incidence and wavelength of the source. That type
of dispersion is anisotropic and has directional sensitivity. This problem is
mitigated either by increasing grid resolution Nrgg or by multiplying grid’s
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permittivity /permeability distributions by a 1 factor, which is a quantity of
analytical numerical dispersion. The numerical dispersion is visualized in Fig.

I3
Normal dispersion
1.0 1
0.5 1
El
E 0.0
&:b

Anisotropic dispersion

—1.0

—-1.0 —-05 0.0 0.5 1.0
ks, (a.u.)

Figure 1.13: Dispersion comparison between the Normal dispersion and the
Anisotropic one, given Az =1 and Ay =1 a.u. for e, = p, = 1.

Henceforth the derivative matrices. The most important step to keep those
matrices as sparse matrices, in order to prevent unnecessary memory loading.
The next step is then to flatten the tensor arrays and put them in a matrix
diagonal and finally incorporate them in the A matrix shown in the algorithm
The size of such sparse array is (N, - Ny, Ny - Ny ). The last steps is to incor-
porate a source field (in this case, a plane wave) and incorporate the Q array
into the masking operation. The total, affected field is solved via f = A-1p
operation. It is a vector, which must be reshaped into the 2D array with (NN,
N,) dimensions this time. An example of a GMR in one period of a harmonic
periodic waveguide is presented in m (d), alongside with the visualization of
the Fig. (a-d). The modified field b = (QA — AQ) fs, which is represented
in vector form. At the interface between Total Field/Scattered Field (TF/SF)
region it will act like a source. Total field in this case is the scattered field
interference with the source, scattered field’s meaning is self-explanatory.

There is another way to incorporate loss into the system through a method
named as Stretched Coordinate Perfectly Matched Layer (SCPML). Such method
involves modification of derivative matrices through loss terms. In other words,
the coordinates now are "stretched" along the axes of Cartesian coordinate sys-
tem, but only in complex domain. The tensors of permittivity and permeability
remain purely real this time. It is worth mentioning that SCPML is a method
which conditions matrix equations to be iteratively solved by Graphics Pro-
cessing Unit (GPU) for large (bigger than 500x500) arrays. This is particularly
useful for large 2D and 3D problems [51, 85] [91].

If the Q matrix has arbitrary form, then the numerical dispersion becomes
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evident because of the Yee grid’s field displacement by a half step. That dis-
persion is similar to the anisotropic dispersion. In this case the effect is com-
pensated by dividing permittivity and permeability tensors by v factor before
applying PML:

1 2 kA 2 kA
P PR \/( - sin — ) + ( ; sin —5 > (1.39)

Once a field profile f(x,y) is computed, the back-scattered and front-
scattered fields are decomposed into Fourier series via Fast Fourier Transform
and their quantities are presented in the angular spectrum. The main idea is to
apply this procedure near the PML, never inside the area of PML, due it being
a lossy medium. Lastly, diffraction efficiencies in those regions are computed
via Eq. for TM polarization, whereas Eq. is for TE polarization.

1.2.3 Plane wave expansion of Maxwell’s equations

The 2D expanded Maxwell’s equations can be expressed so in xz propaga-
tion plane with normalized magnetic field strength, assuming uniform distribu-
tion of a device in y direction. Considering the same curl equations in frequency
domain like in Eq. , the following expanded Maxwell’s equations become:

OB, ~ 8[:@
it - = E 1.4
5. = kopt,,  (140a) 5, = kocEy,  (1.40d)
OE, OF. = OH, OH
— = kouH 1.40b r_ Z =
5 O opdy,  ( ) 5.~ 5 = hoeEy,  (140e)
OE, ~ 7
_ H,
5y — FouH:, (1.40c) OHy _ koeE..  (1.40f)
ox
Where derivative with respect to the uniform direction 8@ = 0. The mag-

netic field strength pertains the same normalization factor as in the FDFD
method. In order to efficiently simulate diffraction from 1D gratings, GMR
filter’s diffraction efficiencies, the periodic boundary conditions are enforced in
z direction via expanding permittivity and permeability distributions in the
plane wave basis:
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Zém eXp< %mf) (1.41a)
Zum exp( 21"”) (1.41D)

Ag

1 k2 2mmx
Em = ™ / e(x) exp (] A )dx, (1.41c)

Em = /7 ()exp<_j21”:x)dx. (1.41d)

The permittivity and permeability are now expanded into the infinite set of
plane waves of the order of m, which are dubbed as spatial harmonics. Here &,,
and =, are the Fourier coefficients of the relative permittivity and permeabil-
ity for the m-th spatial harmonic, respectively. Likewise, the field components
are also expanded in the Fourier basis, since their amplitudes repeat the same
symmetry features of the periodically modulated device. Assuming homoge-
neous distribution of the device function in z direction, the field expansions are
written as:

Ei(7) = Zsm 2) exp(—jka m), (1.42a)

Z Ui,m (2) exp(—jkzmT). (1.42b)

So the fields obey Bloch’s theorem, which specifies that the propagating
plane wave’s amplitude in periodic medium replicates the symmetry of the
medium. Quantities s; and w; (i = (z,y, 2)) are Fourier coefficients of the fields
that depend on the propagation direction z. Then, substituting the Fourier
expanded fields, permittivity and permeability, Maxwell’s matrix equations in
Fourier space are presented in the straightforward manner:

d d
Taa v T [r]ue,  (1.43a) W= [er]sz, (1.43d)
d d
dz - Uz +JKxuz = [ET]S% (143b) P —— Sz +]K S, = [,u,r}uy, (1.436)

7]Kx5y = [HT]U‘Z7 (143C) 7]Kxuy = [57’]52- (143f)

Here only a full derivative matrix is present since the field pertains its
propagation in z direction. The relative permittivity and permeability Fourier
coefficients are arranged in such a manner that matrix multiplication between
[e,] and [u,] with respective field components resemble convolution operation.
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The coordinate of wave propagation is normalized to wavevector magnitude
2" = kgz and K is a diagonal matrix which contains all transverse wavevector
Ky m /Ko values for each spatial harmonic m. Solutions of Eq. (1.43) are for E,,
mode:

d2

T3S 0%s, =0, (1.44a)
Sy = e~ 5D (0) + % 5()(0) (1.44Db)
As well as for H, mode:
d2
uy = e~ () (0) + 2 u(5)(0) (1.45b)

The field amplitudes s(+)(0) and u*)(0) are initial conditions for forward
and backward propagating waves. The most important quantity is € ,, which
withholds information of the spatial harmonics, permittivity and permeability
distributions, where indices s and p correspond to s and p polarizations, or TE
and TM polarizations, respectively:

02 = (1) (K] Kie = [e]) (1.46a)
02 = [ (Ryfer] 'R — 1) (1.46b)

The solutions for E, and H, modes can then be expanded in the eigen-
value/eigen-vector basis [52] 53]:

s pol., £, mode p pol., H, mode
Sy = We 2 () 4 We)‘zlc(*), Uy = We % () 4 V\/e’\zlc(*)7
(1.47a) (1.474d)
Uy = —Ve ) 4 ver o) sy = —Ve M ) 4 verd o),
(1.47D) (1.47e)
V =[] TPW, (1.47c) V= [e,] WA (1.47f)

Here W is a Bloch mode matrix that pertains Bloch mode amplitude collec-
tion for a wave propagating in a layer with homogeneous distribution of its per-
mittivity and permeability in —z direction. Then, c4 are forward and backward
propagating power coefficients which are chosen to be equivalent for electric and
magnetic field components, i.e., ¢*) = Vu®)(0) or ¢*) = Ws(+)(0). Another
important quantity is the Bloch mode propagation component A\, which is an
eigen-value of €2, , matrix. Whatever is left is to find the residual component
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of the secondary Fourier fields, preferably u, and s,. Then, V matrix for-

mulas are found for them (see Eq. (1.47c) and Eq. (1.47f)). The generalized
wave-function of the propagating Bloch modes in the model can be summarized

as:
wor=[]-[% [ L[] o

Here a and b are s,, and u,, for s polarization and s, and u, for p polarization,
respectively. Such generalized parameter is used for boundary conditions of
sub-layer connection via transmittance or scattering matrix methods[49] 53|
99).

1.2.4 Implementation of 2D RCWA

Finite Difference Frequency Domain method acquires sparse matrix usage,
Yee grid as well as absorption near the boundaries. The numerical parameters
then have to be extracted after successfully calculating the field distributions,
which is time consuming even when PBCs are applied. The algorithm plane
wave expansion of Maxwell’s equations solves eigen value problem for periodi-
cally modulated sublayers. This formalism exploits resolution in Fourier space,
which is spatial harmonic number, and defines the array size.

Algorithm 3 2D RCWA algorithm pseudocode

Require: Grid, device, source params > RCWA parameters

if Material is only magnetic then

02 = K, [u) 'Ky — 1 > E mode (s polarization)

Q2 = K2 — [ul; > H mode (p polarization)
else if Material is only dielectric then

02 =K2 - [¢]; > E mode (s polarization)

Q2 = Kyle]7 'Ky — 1 > H mode (p polarization)
else

02 = K, [u) 'Ky — [e]; > E mode (s polarization)

Q2 = Kyle] 'Ky — [1i > H mode (p polarization)
end if
(Wi, A7] = eig(92,) > Eigen modes and values for a sub layer
Ai = /A2 > Dimensionless propagation coefficient
if Mode is 'E’ then

V; = [u];lwi)\i > Magnetic field Bloch modes
else

Vi = [e]; W > Magnetic field Bloch modes
end if
X;=exp (=X ko Li) > Propagation exponent

The 2D RCWA algorithm is presented in Alg. [ involves all linear material
cases. All of the quantities are matrices, with K, being a matrix with each di-
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agonal element being the spatial harmonic phase, which is &k ,,, = sin — i”;’; ,

where the first element is m being the —N; harmonic, to the last diagonal
element being Nj harmonic. Furthermore, [u]; and [¢]; are Toeplitz matrices
for 2D RCWA case, where the matrix is formed from the Fourier transform
of each sub layer i of the sliced device if 1D periodicity is present. Further-
more, quantity I are unitary matrices for unit-valued magnetic permeability or
permeability. The exponential of diagonals of Bloch wave propagation phases
are taken into account. The meaning of X; is a propagation phase of a Bloch
mode inside a sublayer slice. Consequently, each sublayer has its own unique
propagating Bloch vectors back and forth in z direction analytically and are
continuous, as well as equivalent, of each sublayer’s interface. Such modes ac-
quire matrix treatments, which are presented in the next chapter of "Matrix
Methods". They are used to extract diffraction efficiency values as well as for
field profile calculations of a dielectric medium with periodic boundaries.
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Figure 1.14: 2D RCWA eigen-vector (i,ii) and eigenvalue (iii) visualization of
a rectangular grating, whose filling factor f = 0.5, ny 2 = [1.47, 1], transverse
periodicity A, = 0.6 pm, A\g = 0.6 pm, 8 = 0 deg.

The non-sorted eigenvector and eigenvalue arrays’ absolute values of rect-
angular grating are illustrated in Fig. which are represented for s and p
polarizations. In this manner the real valued eigen-values are evanescent Bloch
modes’s phases which correspond to each amplitude. The imaginary values
correspond to the propagation phases and the greater the A\g/A,, the lesser the
amount of propagating Bloch modes, the greater the amount of the evanescent
modes.
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1.3 Matrix methods for sub-layer connection

Although the idea of Rigorous Coupled Wave Analysis (RCWA) method was
founded in the 80s, the transmission matrix method either is unpopular (mainly
one reference of it exists) or its implementation is in the commercial software
and no simple info of its implementation is presented, so this chapter is devoted
for 2D structures [53]. Although there is a huge variety of formalisms and
implementations of various kind of matrix methods, enhanced transmittance
T (ETM) and scattering S matrix approaches are the most efficient speed-
wise and memory-wise, respectively. Their implementation nuances, hence the
pseudocode implementations are presented in the following sections.

1.3.1 Implementation of T matrix method

The implementation of T matrix method is presented in Alg. [4l Here, mul-

Algorithm 4 T matrix algorithm for 2D RCWA, simplified.

Require: X, W,V, K™ Kgie) > RCWA parameters
[ 1
Init: ! = | . (trn)| and c(®) > Starting from substrate
19 JK&
for (i = layer number - 1;1 < 1; i——) do > for idx in sub layer count
. -1
[Z = {_X‘;Vi ch] [\Q]l;((]] > a and b coefficients
] [Wi I+ Xia):| {f]
= > update
[g_ Vi(I - Xia) g] P
end for
_ di0 .
Vi = 610 Tiup €O 9] > Vector stacking for source
1 f
Mg] = | . re
M) [JKE ! g]
[ (:)] = [Mgr]"'Vr > reflection coefficient 7
€1
A7) = [ar)ef”
for (i = 1; i < layer number-1; i++) do > for idx in sub layer count
(+) (+)
¢ = [bli-1,03
o) = [alic)
end for
t= bi_lcgfi > transmission coefficients

tiplication operation corresponds to matrix product operation. Details of the
pseudo-code are hence: the conventional RCWA algorithm is run and matri-
ces Xi, Wi, V; are respectively eigenvalue exponents and field Bloch matrices
(i-e., eigenvector matrices) of the RCWA eigen-matrices, which are calculated
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for all sub-layers of the scattering device that are saved in computer’s mem-
ory. Transmission and reflection region wavevector matrices KS"‘),K?“) are
acquired as well. Then the algorithm for T matrix method is executed via
a backpropagation method, which connects the sub-layers together into one
matrix.

The most important part of this algorithm is that [g } and [a

b
and contain entire information about the scattering properties of each sub-layer
within the structure. They are used to obtain ¢*) propagation (power) vectors
for scattered plane waves in each sub layer. They are used for calculating field
distributions in the scattering structure as well as for calculating transmission
coefficients. It is not a popular method in literature [53] due to memory require-
ments for a scattering device. The more grid points (i.e., pixels) the scattering

f

device has, the more memory is acquired for storing al Z and ¢ matri-

} are matrices

ces for each sub-layer in the calculating regime. It is preferable to calculate
reflection coefficients by such algorithm for maximum computational speed ef-
ficiency. In such a way additional calculations for transmission coefficients can
be skipped.
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1.3.2 Field computation

Field computation algorithm in RCWA by far is accomplished via incorpo-
rating T matrix method.

Algorithm 5 RCWA T matrix algorithm for field computation

Require: ¢, ) W,V \ K,
Init: i =1, X( ) J‘“,Z7 z,y,21 Kz
for (i = 1; i < layer number; i++) do
Xz('+) — e—MkoL;

> Forward propagating phase

X(7) = AkoLi > Backward propagating phase

f(i) X(+) (+) +W; X(_)CE_) > y Fourier harmonics
f(z -V; X(+) (+) +V; X( )c( ) > = Fourier harmonics
if Mode is ’E7 then _ > s polarization case
fz(l) =—j [M};lf(mfyl) > z Fourier harmonics
else . > p polarization case
{8 = —jle]7 K f(L) > z Fourier harmonics

end if

end for

Adjust variables if necessary
for (i = 1; i < layer number; i++) do

£ = ﬁ_NN F{) g=ikz iz > Total = field of i-th layer

qu) l N f(Z e~ Ike @ > Total y field of i-th layer

Y = f(L)e*JkT 1z > Total z field of i-th layer
end for

Firstly, an entire T matrix method must be iterated for a device and their
eigen matrices alongside with power amplitudes ¢(*) must be extracted. Then,
by incorporating an RCWA formalism, its implementation of Fourier field com-
ponents is executed. Then any dimensionality/periodicity value can be taken
for such field computation.

Once algorithm is finished, F} , . are field components corresponding to
H,,E, and H. if computation is executed for E mode (s polarization), or
E,, H, and E, if the code execution is performed for H mode (p polarization).
No numerical singularities ("NaNs") are encountered in the Alg. [5| due to [e]
and [u] being hermitian Toeplitz matrices for 1D PBC. The small letters f
denote field Fourier amplitude components, whereas capital letters F' denote
their full values, which incorporate spatial harmonics via complex exponents.
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1.3.3 Scattering matrix method

Scattering matrix method is used for preserving memory of scattering struc-
tures, wave-guides and photonic crystals. Its main strength, compared to ETM
method, is reduction of memory requirements via creating a global scattering
matrix. However, such methodology acquires extra linear algebra treatment
before it can be fully implemented.

a) b)
Medium 1 a . ¢§+) ( koL; (}il;edium 2 Gap material Gap material
Vi (0) @ B >
‘\. FE AN ~ c) lim L; lim
(-) e T L—0 L—0
¢1 d’, (0)(7) , fl)Z Reflection region Device
—= .(w,_(z,). e > > o
lim
) (17T,
c;(+) Cz('+) ;' (koL;) c;(+) ! d) L0
c; (] cl(—) c;(—) — Device Transmission region
< Li ~ - —
lim

L—0

Figure 1.15: Schematics for S matrix method, involving asymmetrical layout
of media between intermediate layer i (a), symmetrical layout of vacuum layers
between intermediate sub-layer (b), and schematics for computation S matrix
of reflection (c) and transmission (d) regions.

Ay =W, 'W; + Vv, (
Bij = W, 'W; — V1V, (1.49b
X; = e Aikoli) (1.49¢
s11 — (A — XiBinAR'XiBit) ' (XiBinA XA — By, (
S = (i — XiBAR'XiBa) ' Xi (Aiz — BaAy'Bi) (
sl = = (Ap — X;Bi1A;'X;B; 2) X; (A — BiA;'Bir) . (1.49f
(A ) (X (

i2 — XiBi1A;' X; By ' BiAj;'XiAp — Bio)

The generalized S matrix method presented in Eq. incorporates
boundary conditions of the field ¢ for the ¢-th medium between the adjacent
ones. The expressions in Eq. can be simplified by applying mathematical
trickery such as "vacuum layers', visualized in Fig. [[.15

52



Algorithm 6 RCWA S matrix algorithm for device S matrix computation,
simplified.

Require: K(Ztm), KE}"”, K, [er], L, ko > RCWA parameters
Init: WO,VO, S(global)
for (i = 1; i < layer number; i++) do
Execute RCWA algorithm for i-th sub layer and obtain X, W,V
A=W1W, 4+ V-1V,
B = W71W0 — V71V0
F=A—-XBA"'XB
S;; = F-}(XBA~!XA — B)
S92 = F_l(A — BA_lB)

Sa1 = S12
S22 = S
S11 Siz
S =
'S S
Slglobal) — glglobal) & G(1) > Connect layers in z direction
end for

Connect S matrix with reflection and transmission regions

S(global) _ S(ref) ® S(global) ® S(trn)

7 = S11do,n, > reflection coefficients
t= S2100,N,, > transmission coefficients

k?”“) = \/IlR€R cos O
_ Re[K{D /ur] 712
- Re[k(inc)/ ]|t‘

Re 5 (R)/MjR] 2
_ Re[=K] =
B = b I

> Tranmission orders

> Reflection orders

The first vacuum layer application case is for adjacent layers of the i-th
medium. In this scenario, the off-diagonal and on-diagonal elements of S ma-
trix are equal, hence reducing computations only for S1; and S;2 components.
The computations are visualized in Alg. [(] Two other cases correspond to the
i-the layer being the intermediate one. Their S matrix components are derived
separately, including transmission (substrate) and reflection (superstrate) re-
gions. Their respective values are visualized in Alg. [fland Alg. [I0]in Appendix.

The RCWA algorithm is executed inside the S matrix method. Eigen matri-
ces need not to be saved in memory due to their straightforward incorporation
into the S matrix formalism inside Alg. [6] Once S matrix components in S; are
saved, they are ’connected’ together to form a new S matrix through Redheffer
product, which is presented in Alg. [} The product itself exploits boundary
conditions used to connect all of the device sub-layers. Its main property is the
update of new matrix elements from S7; to Sio, then So; and Sos in a "zig-zag"
fashion. Such procedure is continued until transmission region (substrate) is
reached. Then, the new matrix elements are saved, ready to be utilized for fur-
ther connection with next sublayer’s computed S matrix. Unit power source
of zeroth harmonic ¢ine = o, is incorporated and reflection and transmission
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coefficients are extracted through S1; and Sa1, respectively.

Incident plane wave (source) e) S matrix method

¢) Convolution matrices
d) Eigen-matrices
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Figure 1.16: A conceptual schematic of RCWA algorithm with memory efficient
Scattering matrix method. The step-wise parts are presented in the following:
a) incident source field as a plane wave, b) transversely periodic discrete GMR
filter /coupler, ¢) Toeplitz matrices of Fourier transformed sub-layers, d) Eigen-
matrices of  matrix e) S matrix method schematic (block connection, adapted
from [92]) and f) and g) are zeroth order transmission and reflection values of
the device b).

The final step is to implement scattering matrix formalism for transmission
and reflection regions. Once they are implemented, they are then connected
with the Scattering matrix of a device, thus building the global scattering
matrix, involving the regions through which DEs are then calculated. An entire
DE calculation process can be summarized in the schematic which is illustrated
in Fig.

The device (shown in Fig. a)) pertains the GMR structure with its
thickness L greater than grating depth h. In such a case a homogeneous layer
persists, a sub-layer with thickness of L —h. A full device needs to be simulated
by Finite Difference method, however, one slice of homogeneous layer is enough
for fast computations in RCWA algorithm, which is the main strength of S and
T matrix methods. Each convolution matrix is computed for the sub-layer that
are saved in memory. Then, eigen-matrices are computed via Alg. [3|and are
incorporated in S matrix method via Alg. [6] Once Redheffer’s product is
applied S matrices are computed for reflection (superstrate) and transmission
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(substrate) regions. The zeroes in e) denote vacuum sub-layers with L = 0
thicknesses, which is essential for the simplified S matrix

Algorithm 7 RCWA Redheffer product for sub-layer connection.
Require: S, S(B)
D =535’ (1-81785,)) !
F =Sy (1-83,'87))
S =S\ +Ds{PsiY
S1, = DS
Sy1 = FS{Y
S22 = S5y + FS5y STy
Sap = {Sn 512]
So1 S22

> Save to updated S matrix

Once all of the transmission and reflection components of Fourier modes are
calculated, it is time to re-normalize them to transmission 1" and reflection R
orders. The essence of diffraction efficiency calculation is the same as presented

in Eq. (1.27) and Eq. (1.28).

1.4 Optimization methods

Optimization algorithms are used to find the parameters x = [x1, Z3, ..., ZN]
of the minima of a merit function f(x). The most popular ones are a gradient
descent and genetic algorithms. The former utilizes initial conditions x(? as a
guess for N-th number of variables to tune, the latter is used without manually
setting initial conditions in phase space and this algorithm utilizes randomness
to achieve best-available local minima. The phase space is parameter space,
where the algorithm performs a search for a minimum of a function. The
requirement for all optimization methods is the use of boundary conditions,
which satisfy the boundaries of the physical system and in which the search for
best local minimum is numerically applied. In this case, the "best" minimum is
lowest possible value being achieved that satisfy given boundaries. This section
briefly analyzes the details that are acquired to comprehend genetic algorithm’s
performance.
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1.4.1 Genetic algorithm

Genetic algorithm to this day remains one of the most successful stochastic
global optimization algorithms [93] [94]. Global optimization methods do not
acquire initial conditions for parameter search of function extrema, whereas
local optimization algorithms do. The former characteristic is what brings
comfort for device designers and data fitting if there is no prior knowledge
of the physical system, hence the comfort of the algorithm. In this work,
the genetic optimization problem can be summarized in the pseudo algorithm
presented in Alg. [§

Algorithm 8 Genetic algorithm (pseudo-form)

Require: f(x), UB, LB, var num, hyper params > Initial parameters
Init: x(© and ¢ = f(x() > Random Position and its Cost
for (int i = 0; i < max iterations; i++) do

P =eFe > Selection probability through Cost ¢
Init: y > offspring population
for (int j = 0; j < ng; j++) do > Main loop
x§0§ < — RWS (P, population) > Select best parent candidates
ygc% = uniform crossover(acg(g,’y) > uniform crossover
end for
for (int 1 = 0;1 < n¢; 14++) do > Perform crossover
y; = mutate(x;, u, o) > Population Mutation
Check for boundaries (UB and LB)
Evaluate f(x) through f(y;) > Extract Cost
if (Current Cost > Previous Cost) then > Compare Costs
Best Cost = Current Cost
end if
end for

Sort population according to Cost
Display iteration and best Cost value
end for

Genetic algorithm acquires boundary conditions for parameter search, vari-
able number (which in the case of the linear optical systems is a parameter
vector length len(x), where x incorporates parameter values) as well as its
hyper-parameters, which adjust the extrema search procedure alongside with
the model.

The very first step is random initiation of the parameter Position and cal-
culation of its Cost. The former term is is an array of initial conditions all
over the parameter space, whereas the latter term is the collection of the merit
function values for each random initial condition. The first hyperparameter is
the length of Position and Cost arrays, which is the population number. The
initial conditions are considered as parents for the upcoming populations,
whose cost functions are expected to have lower values. In the case of FDFD
or RCWA simulations in frequency domain, the population is considered as
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design parameters (mainly geometrical) that satisfy the minimum of a merit
function, which is a single number.

The iteration number is another hyperparameter which is chosen for it-
erative process count of the genetic algorithm. Furthermore, the probability
factor P is calculated via the best cost value and its hyperparameter 3, which
is a weighing factor in the exponent.

Y1 = Xy + (1 - OL)XQ, (150&)
Yo = (1 — a)x1 + axa. (1.50b)

The next step is the population initialization. In the offspring initial-
ization process, with z(®) in mind, the uniform distribution is applied in the
range of given boundaries. The cost is evaluated, and the best cost values are
ordered in descending manner. Furthermore, the Rhoulette Wheel Selection
(RWS) method is applied. It sums up the fitness of all individuals and asserts
the selection probability for each individual, satisfying condition (r < ¢), where
r is uniformly drawn random value from the population and c is the total cost
per all populations.

The cross-over function is done so between two parents x; and xo with
weights «, which is a random number taken from the uniform distribution
between 0 — v and 1 + . Here the v is another hyperparameter which
barely "adjusts" the « values in hopes to find a better local minimum.

The cross-over iteration is performed over the times ne, which is a hyper-
parameter, specifying the cross-over iteration number. The next step is the
population mutation, which is done so with the Normal (Gaussian) distribution
for the continuous valued offspring values. The hyperparameter that defines
which percentage of offspring are to be mutated is . The hyperparameter
o is the dispersion (spread) factor of the normal distribution. The cost with
populations are sorted out in descending order.

The genetic algorithm’s hyper-parameters with their used values can be
summarized in the following:

1. Population number nyqp, the population array length. Default values are
in range [100, 200].

2. Cross-over number n¢, which is mostly 2, but can be increased via parallel
programming. Must include high RAM if array size is large.

Iteration number n;;. Specifies main iteration count in the algorithm.
The offset parameter . Its values are usually within [0, 1072].

Offspring mutation parameter p, in range of [0.1,0.3].

A

Mutation dispersion o, with default value of 0.1.
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Chapter 2

Broadband reflection and angular filtering
based on anomaly

Rayleigh anomaly combined with leaky mode regime are known to provide
broad-band reflectance in high contrast GMR filters [86] after precisely tun-
ing the geometry of the device. Studies show that wavelength at Rayleigh
anomaly Ag confines broadband reflection in angular spectrum, and such a
wavelength also acts as a start of a stop-band, allowing incident light to reflect
from the the resonant cavity [95H97]. Such response can be particularly useful
for compact lasing systems as a filtering mirror components, where multilayer
Bragg gratings are replaced by single layer GMR based thin film gratings, such
as vertical-cavity surface-emitting lasers (VCSELs) in order to stabilize their
spectral and emission direction [98]. In this work, the same physical mechanism
of broadband spectral reflectance is used for trapezium shaped gratings, due to
their common abundance in the photonics industry [99, [I00]. The main goal
of this work is to tune the geometry of the trapezium shaped GMR device, so
light filtering properties are realized in both angular and spectral regimes.

The material related to this thesis is published in paper and conference

[C6]

2.1 Trapezium interfaced waveguide concept

The GMR filters of interest possess a trapezium shaped geometry in the
transverse period direction. The substrate as well as the thin film in RCWA
model pertain the same geometric profiles and the geometry representation of
the trapezium filter is shown in Fig. 2.1}

Leaky modes in are guided modes within the thin film that pertain broad
evanescent tails to the substrate near the wavelength which corresponds to
Rayleigh anomaly. Once it is crossed into the sup-wavelength regime, the leaky
mode becomes a propagating diffracted wave with a near-90-degree angle with
respect to the normal vector of the grating (in z axis in the RCWA case). The
leaky modes can also be added to provide a broadband response - instead of a
single guided mode, the reflection response of the device is made of a number
of modes that are in superposition and are visible in zeroth-order transmission
spectra as sharp dips [95H97]. It is heavily implied that such an addition of
guided modes provides continuous reflection in the spectral domain at normal
or near-normal incidence. The goal of this work is to achieve a narrow-band
reflection in the angular domain by retaining continuous reflection in spectral
domain. A trapezium grating is chosen to substantially narrow-pass filtering.
The geometrical features so far are chosen to be: wyo = 375 nm, wiop = 175
nm, A, = 638 nm, h = 238 nm, ngp, = 1.5, ngm = 2.25, whereas L, the
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Thin film

Figure 2.1: The angular filtering device with double periodic thin film modu-

lation via trapezium interface.
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Figure 2.2: Zeroth order reflection profiles for s polarization (a) and p polariza-
tion (b) and the transmittance spectra for respective polarizations in (c¢) and

(d). Angle of incidence is 8 = 0 deg.
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thickness parameter, was found via a parameter sweep of the reflection and
transmittance spectra [96]. Such a procedure is illustrated in Fig.

The dotted lines in Fig. [2.2] (a-d) correspond to the Rayleigh anomaly,
where a smaller wavelength experiences a sudden rise in Ty diffraction orders
in the substrate region at normal incidence, which is visible for a sudden loss of
To values in Fig. (c-d). Near the anomaly, a stop band occurs given AXg =
46 nm at L = 580 nm. Also, for increased L values, redshift of GMR-based
reflectance curves is visible for both s and p polarizations. The s polarization
case (see Fig. (a)) experiences narrowing of the resonance. Also, the
power distribution from the zeroth-order diffraction to first order diffraction is
visible in Fig. [2.2| (¢) and (d). The s polarized input in this case experiences
greater energy redistribution to first order diffraction compared with p polarized
incident electromagnetic wave.

@) 0 =0 deg

- 10

T, (norm. u.)

10+ \

Ao =957.0 nm Xo = 978.4 nm

955 960 965 970 975 980
Ao (nm)

Figure 2.3: Zeroth order transmission with its spectral dips (a) and field dis-
tributions given those dips (b,c). The fields (b) and (c) correspond to the
transmission dips at A\g = 957.0 nm and \g = 978.4 nm.

The transmittance Ty at L = 580 nm is shown for s polarized input at a
normal angle of incidence in Fig. [2.3[ (a), alongside with electric fields e, at
dip wavelengths at A\g = 957.0 nm and A\g = 978.4 nm. The first dip is located
directly near the anomaly, and it is the reason why there is much greater leakage
of the evanescent field into the substrate. Then, at the second resonance, the
field profile resembles very similar perturbation from the grating, but with
smaller leakage. Overall, such a stop band is formed out of the superposition
of resonances that are identified as dips in transmission on a logarithmic scale.
The mode is guided along the interface of the substrate along x the direction
with strong field leakage.

2.2 Numerical results
The corresponding zeroth-order reflection profile for s polarized input is

presented in Fig. [2.4](a). It pertains broadband reflectance at normal incidence
with its bandwidth at A)\g = 46 nm for near 100% reflection. The triangular
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characteristic shape in Ry spectrum is due to the Rayleigh anomaly, which acts
as a cut-off region between sub-diffraction and sup-diffraction regimes.
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Figure 2.4: Zeroth order reflection of s polarization (a,c) and p polarization
(b), alongside with diffraction efficiencies (d) for s polarized input. Dashed
lines (and red ones) refer to additional diffraction orders.

If the polarization of input source is p (see Fig[2.4] (b)), GMR will be formed
for normal incidence at Ay = 1064 nm as well as at \g = 1.27 ym. They
correspond guided modes that fully couple incident wave with a mirror like
reflection. However, broadband reflection profile cannot be achieved for this
case, but only for s polarized input. The zoomed-in zeroth order reflection
spectrum is shown at Fig. (c). Here the broadband reflection [95] [97]
pertains its broadband features for normal incidence, and it does so for oblique
incidence until cut-off region is reached [I0I] at Rayleigh anomaly. In this case
the exchange of power between the incident wave and additional diffraction
orders (Ty1) for oblique incidence is present. The quantitative numerical result
of such an effect is illustrated in Fig. [2.4](d). The values of T increase further
away for normal incidence.

In the application sense, this result would be useful to provide losses to
high spatial frequency components via first order diffraction (that corresponds
to divergence) of noisy incident beam, thus reducing M? parameter of highly
divergent optical beams. Also, further topology optimization is acquired for
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decreasing FWHM of the reflectance, so that only Rayleigh anomaly is able
to enforce a more rapid decrease of Ry value at oblique angle of incidence in
angular domain.

2.3 Experimental results

This section covers the fabrication of GMR filter on trapezium shaped FS
(Fused Silica) substrate. The deposition of TagOp thin film layer is performed
with IBS technology. The results are shown in Fig.
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Figure 2.5: Cross-section of the fabricated structure (a), Simulated zeroth or-
der reflection spectrum (b) with triangular reflection, zeroth order transmission
comparison between measured and simulated maps of s (¢) and p (d) polariza-
tions, as well as their angular profiles in (e) and (f), respectively. The computed
reflectance spectrum at normal incidence (g) and its zoom at (h).

The cross-section of fabricated structure (Fig. (a)) reveals that thin

film repeats only the periodicity, but not the modulation of the structure. The
top layer’s geometry reveals an expanded dielectric filling along the transverse
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direction. Also, grooves pertain additional spurious growths between them.
Auto-cloning procedure is performed on the gratings, whose periodicity A, =
625 nm and grating amplitude h = 250 nm. Thin film thickness L = 460 nm
in this case, and its material’s refractive index of 2.09 for 970 nm.

The numerical simulations are accustomed for the same fabricated struc-
ture. The measured angular/spectral responses at zeroth order transmission
for s and p polarized inputs alongside with numerical results are provided via
a comparison in Fig. (c,d,e,f). The mirror-like reflection that corresponds
perfectly to transmission (Fig. [2.5| (b)) indeed does provide leaky mode regime
near the Rayleigh anomaly, even if the modulation function of the top layer is
non-repeated, although the flat-top reflection is poorly maintained for A\ = 4
nm of spectral width, which is shown in Fig. (g,h). The agreement between
the numerical predictions and the spectral measurements is best for the p po-
larization case in sub-wavelength regime.

The non-satisfactory results are achieved due to the unexpected behavior
of thin film growth on the structure. The trapezium grating pertains sharp
edge geometry which led to the increase of dielectric fill factor in a single
period during the thin film growth. Therefore, it is mandatory to include addi-
tional algorithms that simulate growth topology during autocloning procedure
[49]. One candidate is String Method [I02], while the other simpler one, Fast
Marching Method [I03] for prediction of surface topology growth on gratings
with sharp geometrical features.

2.4 Summary

This section investigates Rayleigh anomaly’s application for broadband res-
onant reflection which is also confined according to the formula Ag = A, (ngy,+
sinf). The broadband reflectance is due to the interfering GMRs that are at
close spectral vicinity to each other and their respective fields pertain evanes-
cent tails straight to the substrate. The device that is suggested for the spectral
and angular confinement is trapezium conformal grating with NbyO5 thin film.
Due to the spectral and geometry sweep study so far, only s polarization is
capable of such broadband spectral response, whereas p polarization pertains
partial transmittance in the given wavelength range. The broadband response
is observed for A\ = 46 nm of spectral width. At an oblique angle of incidence,
the power of the incident wave is transmitted to the £1 diffraction orders once
the Rayleigh anomaly is crossed. Normalized geometrical parameters of the
trapezium shaped filter are: L/(Azngy,) = 0.606 and h/(Aznsu,) = 0.248
where A, = 638 nm and ng,, = 1.5 and thickness L = 580 nm.

Furthermore, the auto-cloning procedure of the thin film filter is performed
via IBS method on the trapezium shaped gratings. The topology of the TasOs
thin film does not repeat the ideal structure and pertains greater filling factor
of the material. However, leaky mode based GMR remains near the Rayleigh
anomaly and its reflectance is pertained, yet at worse, A\g = 4 nm of spectral
width.
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Chapter 3

Investigation of GMR near the ‘Edge of Con-
tinuum’ in conformal thin film gratings

The short theoretical introduction described leaky modes (and its corre-
sponding reflection) as a consequence of the Rayleigh phenomenon which is
studied by R. Magnusson [95H97, [T0T], T04]. In this chapter, the thorough ana-
lytical, numerical and experimental analyses are performed on linear waveguide
system that possess bounded photonic states at continuum edge.

The material related to this thesis was published in papen|All| and confer-

ences from | C1]|| to[C6|

3.1 Analytical model

The analytical model is borrowed from the fundamentals of quantum me-
chanics: an asymmetrical finite quantum potential well. Its resonant behavior
corresponds to the localization of the incident waves inside the well. By careful
tuning the geometrical properties, such as width, depth and potential values of
the well, and energy of incident wave, unusual phenomenon occurs at the top
edge, which corresponds the separation between the well ant the continuous
space in which the wave is capable of traveling. Such a separation is named as
the Edge of the Continuum (EOC), and is the driving factor of asymmetrical
resonances encountered in zeroth order reflection spectra from excited mono-
layered thin film wave-guiding devices. Considering the master equation for
monochromatic field propagation in the linear media:

w?e

2(’7) E(F). (3.1)

V x (V X E(F)) =

c

Here (3.1]) can be further reduced to Laplacian propagator, given A = V2,
the propagation equation is then written as:

w2e(

AE(F) = F)E(f). (3.2)

2
c
Then, the propagation of the wave can be further simplified given the homo-
geneous dependence of () on = and z directions, hence the 2D equation for
wave propagation:

PE, PE, we(2)
0x? 022 c?

The following ansatz is then substituted into Eq. (3.3]).

E(z) =0. (3.3)

Ey(z,2,t) = A (z)el Freztha—wt) (3.4)
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Here k1, = ko £ ¢z and ¢, = 2w/A,, where only one spatial harmonic of
diffraction is included. Here, k%,x + k%z = k2 satisfies dispersion relation, given
kg = w?/c%

From this point, the model can be constructed to include the ansatz Eq.
into the propagator Eq. . Then, for guided modes in thin films, the
propagator is written in the following:

: i;(z) + (w ;\(z) — (ko,z + qw)2> Ai(2) =0 (3.5)

Equation rigorous for the case of s-polarized waves and is similar
to the Schrédinger’s equation for a quantum particle with the energy E =
k3 — (ko.x + gz)? in the potential well with the potential profile V(z) = (1 —
e(2))k3. The mentioned potential V supports the states bounded within the
well. Such resonances correspond to the guided modes within the thin film. The
coupling between the bounded resonances A;(z) and a considered Fabri-Perrot
(FP) radiation Ag(z) results in Fano-type resonance with asymmetrical features
in the energy spectrum. A Fano resonance in this case is the asymmetrical
spectral line shape that arises from the interference between a discrete guided
mode and a FP radiation mode within the periodically modulated thin-film
structure. A more useful manner is to rewrite the propagator Eq. which
incorporates coupling between guided modes and the FP radiation via external
driving component (source injection):

82A1 (Z)
072

Schrodinger’s equation

+ (B = V(2)Ai(2) = jy(2)e’* =" 4y (2) = 0 (3.6)

external driving

Here E = k3 — (ko + g.)? and coupling coefficient is v(z). The (3.6) includes
a plane wave component, which is:

Eo(z, 2,t) = Ag(z)e? ko2 Fhoaz—wt) (3.7)

The asymmetrical potential well system is presented in Fig. (a) and
EOC is at the potential value Vg. Deeper within the potential well, the reflec-
tion profile is visible, which has an asymmetry, but continuous features. In this
case, the field is confined within the thin film (see Fig. [3.1]e)). However, at the
EOC, the resonant field, corresponding to the sharp asymmetrical reflection,
pertains evanescent tail (see Fig. [3.1]f)).

In order to achieve the resonance response of Eq.7 the ansatz is then
applied:

Ay s(z) = aoﬁsejkoﬁ"z + a+,sejkz~sz + a,’se_jkz’sz (3.8)

FP mode guided modes
Where k2, = E — V, is a wavevector at a potential section s and ag s =
#Ai;g Here, the solution is provided through matching wave-functions at

the sections of a driven potential well as well as their derivatives. To calculate
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Figure 3.1: Potential well (a,b) is equivalent to the film of high refraction
index with periodically modulated interfaces (d). The interface modulation
couples the FP mode into the waveguided modes (e) or leaky surface modes
(), resulting in usual Lorenz or sharp-peaked resonances, respectively (¢). The
modification of the refraction index in the coupling area is shown by the line
in (a).

the transmission and reflection coefficients, it is convenient to introduce the
response function of the FP mode

o = Ai'o / (2) Ay (2)eM07dz (3.9)

The i-th roundtrip formula for the FP mode’s amplitude in the film with
respect to the incident amplitude A" is considered as with introduced re-
sponse/gain factor go:

Aéi-i—l) — A(()Z)(l —|—go)7"26j¢ + A(inc) (310)

At the normal incidence, the transmittance coefficient t = n—‘/ﬁ and r24+t? = 1.
The phase accumulation ¢ = 2naky , is around one trip 4 in a potential well
with its width a. The optical path length in this case is 2na for ¢ = 1. In this
model coupling is chosen v = ¢, where a is the width of the potential well.

For the shallow modulation h << Ay, the vo ~ h”/\—_o1 Given the condition that
AéiH) = Aéi), it follows:
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AT " TG g

(3.11)

In this case the gy can be used as a parameter for the calculation of the
reflection coefficient Rpp. By choosing ¢ = 0, the simplification occurs and
the formula for the reflection can be derived:

1-%2-1
By L1 (3.12)

R
- BP

The principles are applied for the system, comprised of the potential well
with external driving. The potential well is defined in the following. For
z = [—00,0], the potential V(z) = oco. Then, for z = [0, L], V(z) = —Vh. At
z > L, V = 0. In other words, the potential well is divided into the 2 regions
where the wave amplitudes are non-zero, therefore

Ay (2) = oy cos(k12) + By sin(ky z) + 6;e7%0% region 1, (3.13a)
Ag(2) = age?*?* region I1. (3.13b)
Where wavevectors correspond to k1 = VE — Vg, ko = V'E and
_ 74
E—Vo—k

The constants a2 and 3, can be found by introducing boundary conditions
Ai(a) = Az(a) and LA (a) = £ As(a). The goal is to find go, which is done
so via (3.9). Assuming narrow potential well aky << 1:

01 (3.14)

B o 2ky — (2K, + jak?) cos(aky) — ki (akqo — 7) sin(ak;)
g0 = a?(E — Vy)ky k1 cos(aky) — jkosin(aky)

(3.15)

The near resonance approximation can be applied for the response function

(3.12)), where gy approaches infinity, due to zeroing of the denominator. Then,
introducing ¢ = arctan (jko/k1), the generalized response is reduced to

_ Wjjv Vo 2k2 + (k? — 2k2) cos (aky)
=2 k3 ko cos (aky + ¢)

The analytical solutions are presented in two cases, whose corresponding
gain factors are provided in (3.17) and (3.18]) for asymptotic behavior:

(3.16)

s 2
(bot) _ 2570 1 1 1
gO a2 /a2 — 7_‘_2/% AE (3 7)
o -8y 1
g = =0 (3.18)

ma? /AE
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Figure 3.2: Two resonance types encountered in FP potential well model - An
asymmetrical resonant reflection at the EOC (a), derived from Eq. and
bounded mode near the EOC (b), achieved from Eq. . The parameters
chosen here are as follows: a = /2, ¢ = 0.6, v = 0.16, V = 2.

Where the coupling coefficient 79 = hAn/Ag and AFE is the is the energy shift

of the resonance with respect to the EOC. The lowest energy bound state’s

response function gébOt) is found for the potential well with E, V5 — —oo.

Then |k1| < |k2|, phase shift ¢ — —7/2 at the resonance. In this case, the
denominator cos (ak1 + ¢) — 0, then ak; — w. Overall, bounded state pertains
/2 phase at the resonance given phase delay response between 0 and 7.

The lowest energy bound state for g((,wp ) is achieved with such assumptions:
if z > a, E =0. Then |ks| < |k1],¢ — 0 and cos (ak1) — 0, thus providing
aky — w/2.

The equation is the main result of the analytical study, which cor-
responds to the leaky modes in resonance with the potential drive at the con-
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tinuum boundary, while remains resonant guided modes deep within the
potential well and correspond to the lowest mode energies. Coefficient of leaky
modes have a y/1/AFE dependence, whereas 1/AFE dependence. The concept
as well as analytical results for the bounded and near-continuum modes is
illustrated in Fig. [31]

As an example, the corresponding reflection shapes are predicted from using
Eq. and . The narrow asymmetrical resonance is visualized in Fig.
a), whereas b) represents the bounded mode deep within the potential well.
The most noticeable feature is the narrowness of the asymmetrically shaped
reflectance.

3.2 Numerical results

The validity of analytic solutions is observed in the results which are sim-
ulated by 2D RCWA program and are visualized in Fig. 3:3] The simulations
were performed for a 2D wave-guide which has a harmonic interface of the sub-

strate and a flat top shaped thin film (see Fig. , for which the analytical
model is derived.

Numerics Analytics
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Figure 3.3: Reflection angular spectrum (a), and its cross-section at an oblique
angle of incidence (b). The arrows indicate the points corresponding to the
resonance at the EOC. The peak reflectance and its spectral width dependence
vs potential well’s depth Vj analytical model. The peak reflectance and its
spectral FWHM dependence on angle of incidence from RCWA model (d) and
the zoomed in resonant reflection at e). The width dependence of the resonance
from analytical study is present at f).

The geometrical parameters of the waveguide are presented in the follow-
ing: h = 200 nm, ng = 2.25, L = 460 nm, A, = 625 nm, ng,, = 1.5. The
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parameters of the analytical model: v9 = 0.75 and a = 7/10 for qualitative
analysis. The resonance characteristic at EOC can be extracted by examining
reflection spectrum at an oblique angle of incidence (see Fig. a)). At the
cross-section, the multitude of resonances are present (see Fig b)). The
resonances splitting are due to the GMR effect and at an angle of incidence at
the EOC the reflection profile becomes asymmetrical. If the angle is tilted, the
guided mode then couples the incident beam with a diffraction order. Given
the asymmetrical distribution of the resonance, the half-width analysis is per-
formed via analytics as well as via RCWA model (see Fig. c) and d)). In
analytical part, the analysis of resonance width is performed for Vy = —1.05
(EOC location), Vp = —1.00 and Vy = —2.00. It is clear that once the EOC in
analytics is reached and the reflection is tuned, the FWHM of the asymmetri-
cal reflection scales with respect to -y at the factor of 4 and Fano resonances
(bounded modes) scale at the factor of 2, given Vy = —2.00. Such dependence
is illustrated in Fig. [3.3]f).

3.3 Experimental results

The fabrication is performed for the periodic structure with both corrugated
interfaces and for a different type of a modulation function, which is super
Gaussian.

a) c) S polarization €) P polarization
Theory  Experiment
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Figure 3.4: Photo of fabricated GMR filter (arrows indicate polarization direc-
tions (a), and the SEM image of specimen sample cross-section (b). Numeri-
cal/measured spectra of the reflection in the plane of angle-wavelength for (c,d)
S polarization and (e,f) P polarization, with their cross-sections at 4 degrees of
light incidence angle. The arrows indicate guided modes crossing the EOC.

Such a structure is achieved from trapezium shaped grating, which was
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before auto-cloning procedure is applied. This procedure was done so that the
edges of a grating are smoothened in order to improve deposition of the thin
waveguide film.

The geometrical parameters are presented in the following: h = 220 nm,
L = 530 nm, A, = 625 nm, ng,, = 1.45 (SiOy substrate) and ngy, = 2.23
(Nb2Os thin layer film). All refractive index numbers are presented for 970 nm
source. The surface of the thin film (i.e., width of corrugations), has expanded,
yet reflection properties remain for both s and p polarizations, which means
that such properties have low sensitivity due to deposition errors (mainly the
non sharp geometrical shape and form of a periodically modulated thin film).
Due to higher film thickness this periodic wave-guide is capable of exciting 3
GMRs, where two of them are guided modes and the highest energy resonance
is a delocalized mode, which is slightly above the EOC but is chosen to be
represented at 4 deg angle of incidence due to it being a distinct resonance at
EOC.

Also, a much clearer stop band is present for the reflectance of s polariza-
tion (see Fig. ¢)). At normal incidence, the Ay = 43.25 nm bandwidth
is achieved, which is a significant improvement, compared with thin film depo-
sition on trapezium shaped substrate. Hence the broadband reflectance prop-
erties are maintained in spectral regime, however, in the angular regime, the
drop of reflectance value is more continuous compared with trapezium confor-
mal grating’s case.

3.4 GMR based broadband reflectance filter com-
parison

The comparison is carried out between trapezium and supergaussian inter-
faces to ascertain which topologies grant lower Af given broadband spectral
reflectance. The comparison is illustrated in the following figure:

Ao = 919 nm

Trapezium Ry

Supergaussian Ry C)

Ao (nm)
o (norm. u.)

2
0 (deg)
0 (deg)

Figure 3.5: Computed zeroth order reflection spectra for trapezium (a) and
supergaussian (b) thin film broadband filters, which and the reflectance slice
at Ag = 919 nm (c), which is marked by a plotted white line in (a) and (b).
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The supergaussian thin film filter pertains the same geometrical and ma-
terial parameters and trapezium shaped filter differs from the previous design
by modulation depth h = 220 nm, A, = 625 nm , wyer = 375 N, Wep = 195
nm and with thicknes I = 540 nm. The Rayleigh anomaly’s confined broad-
band reflectance of trapezium thin film filter is shown in Fig. [3.5 (a) and for
supergaussian interface situation at (b). The comparison between them is
carried out for Ay = 919 nm and is visualized in (c). Here the Af = 1.65
deg at FWHM for supergaussian modulated filter, whereas Af = 0.8 deg for
trapezium shaped filter, which means that the latter geometry is better for
low-pass filtering.

3.5 Summary

This work investigates the characteristics of single GMR, near the Rayleigh
zone, which is considered as the EOC in Schrodinger’s adapted model for FP
filters. The analytical model adds external driving into the differential equation
and additional FP mode in the ansatz of the equation. The main objective is
computation of gy factor, which represents FP response function and is involved
in reflectance computations. Two extreme cases of gy are derived: Lorentzian
distribution of resonant reflection for deep bounded photonic states, propor-
tional to AE~!. The second extreme state is the one occurring at the EOC,
which pertains strong asymmetry and discontinuity at the EOC. Its response

-1
function is proportional to (\/A ) . The scaling of such resonance’s width

at half maximum is proportional to the coupling constant 43, whereas for the
bounded modes is 72 in the analytical model.

Fabrication of thin film conformal GMR based gratings is done on the
smoothed trapezium gratings that pertain super-gaussian shape of order of
2 and ats FWHM at 306 nm, with modulation depth A = 220 nm. The auto-
cloning is performed with NbyO5 material at a thickness of L = 530 nm. Top
layer’s interface, according to the SEM imagery, is broadened in transverse di-
rection. However, the increased filling factor of the material did not heavily
influence the broadband reflection near the Rayleigh region for s polarized in-
put. At that regime, the asymmetrical resonances are present at oblique angle
of incidence for 8 = 4 deg, hinting the GMRs at the EOC. The normalized de-
sign parameters of GMRF are: L/(A;nsup) = 0.5768 and h/(Azngyp) = 0.2395,
given ngyp = 1.47 (FS) and A, = 625 nm.
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Chapter 4

Enhanced absorption via Parity-Time sym-
metry breaking in GMR filters

The material related to this thesis was published in paper||A3]|

The non-symmetrical response of the GMR filters is vastly studied for two
reasons: interest of physics, optical (angular based) switching, enhanced ab-
sorption and for sensing applications [I05HIT0]. To author’s knowledge, the first
works of such structures are traced back to 2004 where numerical simulations
present non-symmetrical response in transmission regime. Although the subject
is quite old, the field itself has something new to offer - asymmetrical placement
of absorbing material on the waveguide which provides non-hermitian optical
effects even without the use of amplifying media [ITI]. Here we explore briefly
the passive non-symmetrical filter case, as well as the enhancement of optical
absorption via lossy material’s asymmetrical placement on the filter.

This chapter analyzes how the cancellation of Parity-Time (PT) symmetry
influences the absorption of the GMR filter. The modulation of the complex re-
fractive index along side with asymmetrically placed absorber can be expressed
in the following:

An ~ Ange cos kx + jAnyy, sin kx (4.1)

From Eq., the modulation comprises of the real part of refractive index
modulation Ange, imaginary part Any,, as well as via wavevector part & in the
harmonic functions. Such functions can be expanded via complex exponents
and, assuming Angre = Anpy, the refractive index modulation pertains only
the +k component:

An = Ang.e’™® (4.2)

Usually, the guided mode propagates in the lossless thin film along the x direc-
tion with both £k wavevectors, however, due to the asymmetrical modulation
of the absorptive layer on top, the guided mode is ideally expected to pertain
only a single wavevector component. Thus, unidirectional mode propagation
would be achieved in such a manner.

4.1 Absorption Enhancement with unmodulated
substrate

The geometry of the substrate is super-gaussian modulation of GMR filters
with an absorber on top of the TiOs thin film, illustrated in Fig. a). The
resulting occurrence is the unidirectional propagation of the guided mode in the
GMR, cavity, which pertains strong metallic asymmetrically placed absorber.
The absorber is metallic Nickel (Ni). At oblique angle of incidence (6 = —17.5)
deg, the thin film modulated structure exhibits properties of broken symmetry
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which is then repeated by the guided mode, resulting in both unidirectional
propagation of the guided mode and decrease of the radiation in zeroth orders
via asymmetrical absorption.
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Figure 4.1: Absorption enchancement concept (a), first order GMR mode (b)
and comparison between symmetrical and asymmetrical absorptions (c), re-
sulting in increment of absorption.

The main focus is the comparison analysis between absorption profiles,
which consist of two structures: the first one belongs to the symmetrical one,
whereas the other one - non-symmetrical one. In numerical models, the ab-
sorber’s pixel amount was kept the same for both absorbers in the unit cell
to provide quantitative numerical comparisons. The purpose of such a com-
parison is enhancement of absorption via introduced non-symmetry. Analysis,
provided in Fig. (c), suggests non-symmetrical case provides 1.33 times
greater absorption than the symmetrical one. To quantitatively analyze this
enhancement, an analytical treatment is employed to compare the absorption
enhancement between the two proposed symmetries. Firstly, a fully confined
guided mode inside the resonant absorbent cavity can react:

dA
Thus, yielding solution of A = Agexp (jwt) exp (—at), where A is the amplitude
of the guided cavity mode. Over time, given high resonance quality, a fully
confined guided mode is completely absorbed in the absorber, given absorption
coefficient av and mode’s oscillation frequency wy4. Secondly, the simplest model

74



can be proposed - simplified cavity equation of the FP mode:

B 1
di = (ij — ) B+ iBo, (44&)
dt T T
B
B = A (1 — exp (ijt - t)) . (4.4b)
1 — jwor T

Here B is FP mode amplitude and terms f and 7 denote finesse and decay rate
of the FP mode, respectively. The parameter B is External driving amplitude
of FP mode. The solution to the FP mode equation in Eq. is Eq.
(4.4b)) with initial condition of B(0) = 0, giving the stationary solution B(¢t —
o) = fBy/(1 — jwpT). Here wp is the FP resonance frequency. Further
analysis is based on Temporal Coupled Mode (TCM) equations, which describe
the interaction between the Fabry—Pérot cavity’s amplitude B and a GMR
amplitude A in modulated thin films. The description is provided in Coupled
Mode Eq. by introducing additional coupling parameters:

dA
E = ]A(UAA =+ jH+B — (XA, (45&)
dB B - B
= = Bovi=B _ g + jAwpB + jr_A. (4.5b)
i
Where A and B are guided mode and FP mode amplitudes, respectively,
coupling parameters ki = (Acge + jAe Imeij¢)% and absorption coefficient

_ Acrmwo
o=

. The de-tuning angular frequencies are Awy p = wo —wa,B, Where
k+ are coupling coefficients, and "+" denotes an in-coupling from the FP mode
to the waveguide mode of the the film, "-" denotes the out-coupling. In this
case, the coupling coefficients are not necessarily hermitian with reference to
one another.

The stationary solutions (QA =0, 4B = 0) to the temporal equations

dt T
provide amplitudes A and B, hence

_ BoVf +jr-TAs
1+ ar—jAwpT’

s it/ By
T (a— jAwa) (1 + o — jAwET) + Kak_T

(4.6a)

st

(4.6b)

From the analytics, the total intensity absorption is expressed in the fol-
lowing as 7 = 2a(|AJ? + |B|?), assuming that there is no detuning of the FP
resonant mode (Awp = 0):

20/ o jAwaP?)
[(a—jAws) (1 + aT) + kyr_T|?

(4.7)
At the resonance (Awy = 0) and given the decay rate with low absorption
(1 << at), the maximum intensity absorption would become

_ 20f(ke P+ [of?)
loo+ Ky k7|2

(4.8)
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With no out-coupling and with ideal unidirectional coupling (permittivity val-
ues Aege = A€, k- = 0,k4 = «), the peak possible intensity absorption
i Ymae = 4o f, whereas given the uniform case (Aem, = 0,64 = jh_ = §),
then vyn; = ga f- Given such parameters, the total intensity absorption of an

asymmetrical structure can be increased by a factor of

8
Jmaz _ 2 (4.9)
i) ii) iii)
1400T0 asymmetrical, s pol Ry, asymmetrical, s pol A, asymmetrlcal s pol
0.4
0.6 >
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Figure 4.2: The calculated spectra for asymmetrical (i - iii) and symmetrical
(iv-vi) device’s zeroth order transmission, reflection and absorbance (given flat
interface function). The dashed lines ar at 935.4 nm, used for absorbtion com-
parison, which is visualized in Fig. c).
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Compared with the Fig. (¢), whose maximum increment factor at an
oblique angle of incidence is %, the offset is at 17%. It is due to the assumption
weak damping a7 < 1 and due to full coupling between the waveguide mode
and the absorber. Also, the analysis itself is performed for the leaky modes
(taken from data, presented in Fig. [4.2]iii) and vi)), where reflection occurs. At
leaky mode regime, the reflection coefficient possesses lowest resonance quality
factors, i.e., the leaky wave is rapidly dissipating energy and increases its reso-
nance width, compared with resonances that may possess high quality factors
[112).

A thorough investigation and comparison between thin film’s with symmet-
rically placed absorber and asymmetrically placed absorber is carried out for
the zeroth order DEs, which are shwon in Fig. for s polarization. Ab-
sorption is computed through A = 1 — R — T, where R is total reflection
and T is total transmission. Symmetrically placed absorber partially decreases
reflectance where GMRs should occur, resulting in partially increased zeroth
order transmission. On the other hand, asymmetrically placed absorber sub-
stantially increases transmittance along the lines where GMRs should exist (see
Fig. i) and iv)). Zeroth order reflection case pertains symmetry for asym-
metrical and symmetrical placements of the absorber (see Fig. ii) and v)).
Then, the absorption A is slightly increased along GMR line at Ay = 1000 nm
for asymmetrical layer, and comparison is performed at A\g = 935.4 nm, where
the enhancement of absorption is visible and whose angular response is visual-
ized in Fig. c¢). The parameters of the grating: A, = 625 nm, L = 500 nm,
wrpwaym = 305 nm, super-gaussian order m = 2, h = 200 nm. The complex
refractive index of Ni ny; = 2.4 — 2.35.

Other details worth of interest is how do the guided modes behave inside
the thin film whenever the modulation depth is varied. The comparison then
is extended by adding the asymmetrical absorber on the side. The details and
calculated spectra along field distributions are illustrated in Fig.

Low modulation depth provides greater field confinement (see Fig.
(a,d,g)) for guided modes. The decreased FWHM of the resonance consequently
increases the quality factor, thus greater the field confinement within of the
fields within the thin film. Such characteristic is indicated in the peak colorbar
values of the real field amplitude. Increased modulation depth case (see Fig. 4.3
(b, e, h)) provides lower quality factors due to the increased resonance widths at
half-maxima, thus the smaller field confinement. The field confinement within
thin film worsens overall when asymmetry is introduced on top of thin film
(see Fig. [1.3](c,f,i)) and the guided modes themselves are distorted due to the
metallic absorber’s presence. In such a way portion of the field is transmitted
at normal incidence.
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Figure 4.3: Numerically calculated reflectance map for s polarization of TiO2
layer on silica substrate. Small amplitude periodic perturbation is represented
in (a) with its first (d) and second (g) order guided modes. The strong periodic
perturbation (b) and respective field configurations (e,h) as well as with the
absorber (c) with the respective field configurations (£,i),

4.2 Absorption Enhancement with modulated
substrate

Further investigation is carried out for doubly modulated structures. The
substrate’s modulated interface provides enhanced effects for transmittance
and reflectance, illustrated in Fig. a) b), d) and e), as well as absorption
spectra, which are illustrated in Fig c¢) and f).

The thickness of such structure L = 300 nm and modulation depth, with
other parameters, remain unchanged. The absorber’s function is also super-
gaussian, with 50 nm offset from the center. The device design is made solely
for fabrication via IBS method. The numerical simulations of the non lossy
filter are performed as well, whose spectral features agree with experimentally
measured ones (see Fig. [4.5). The sharp features persist, especially for p
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Figure 4.4: Doubly modulated GMR structure with the asymmetrical absorber.
The transmission and reflection spectra for s polarization (a,b), absorption pro-
file for s polarization (c), transmission and reflection spectra for p polarization
(d,e) respectively and the absorbance for p polarization (f).

polarized input in zeroth order transmittance spectrum (see Fig. [£.5|b)). Then,
the zoomed in transmittance and reflectance spectra of the same spectral maps,
visualized in Fig. are shown in Fig. c), e), d) and f), for comparison
with measured zeroth order diffraction spectra in the next section.

The disappearance of T for s polarization at sup-diffraction regime (dark
blue spots in the colormap) suggests that majority of incident power, if not re-
flected or absorbed, is transferred through 71, 745 and R4 orders. Compar-
ing the reflection spectra between s and p polarizations, s polarization pertains
leaky mode reflection (see Fig. d)), restricted by Rayleigh phenomenon,
whereas the peak reflection spectrum for p polarization is close to 20% (see Fig.
e)). The absorption for s polarization is the strongest for the first order
GMR guided mode at sub-wavelength regime and for the guided modes at sup-
wavelength regime. Consequently, Rayleigh anomaly acts as a cutoff between
GMR based absorption and diffraction (see Fig. ¢)). The absorption angu-
lar spectrum for p polarization does not pertain a strong absorption response,
and the absorption line peaks for s polarization also occur at the Rayleigh
zones, where phase and group velocities of propagating light may decrease due
to the propagation wavevector of the diffracted wave being longitudinal to the
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Figure 4.5: Numerically simulated zeroth order transmission spectrum of s and
p polarization for L = 300 nm GMR TiO; thin film filter without absorber
(a,b). The zeroth order diffraction efficiency maps for asymmetrically placed
absorber is present for s (transmittance ¢) and reflectance e)) and p polariza-
tions (transmittance d) and reflectance f)).

grating’s grooves [I13] [IT14]. Furthermore, absorption for p polarization case,
compared with absorption of the grating for s polarized input, does not hold
any significant enhancement, with valleys having peak absorption close to 65%
for positive oblique incidence.
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4.3 Fabrication and spectral characteristics

The fabrication of thin film asymmetrical absorber was performed via IBS
deposition method. Thin film GMR based filter is fabricated with the same
L = 300 nm thickness of TiO5 layer. The spectral measurements of zeroth

TiO, TiO, + Ni TiO, + Ni
Transmittance, s pol. 7T (%) Transmlttance spol. T ( Reflectance, s pol.
"B 1 100
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1050
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Figure 4.6: Experimentally measured zeroth order transmission spectrum of s
and p polarization for L = 300 nm GMR TiOs thin film filter without absorber
(a,b). The zeroth order diffraction efficiency measurements for asymmetrically
placed absorber is present for s (transmittance ¢) and reflectance e)) and p
polarizations (transmittance d) and reflectance f)).

order diffraction efficencies are presented in Fig. a) and b) for the non
absorbent device.

The absorbent device with deposited Ni layer pertains asymmetry in its ze-
roth order transmittance spectra, yet symmetry remains in measured reflection
spectra. The spectral "blurring" is persistent due to the limitations of the spec-
trometer resolution, therefore the measured resonant features do not possess
sharp features and discontinuities.

The device’s morphology is captured via SEM microscope (Fig. a))
The difference between the absorbance measured and simulated data is also
present due to the spectrometer’s limited resolution, hence the broadening of
the absorption regions. The calculation of absorption was performed via the

following formula:
+1
A:l—R0—<Zﬂ> (4.10)
1=—1

Since T4 orders are immeasurable in the substrate, they were included from
the model. The Ty and Ry are included from the measured data, visualized in
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Figure 4.7: Experimental fabrication of doubly periodic GMR filter with an
asymmetrical absorber (SEM picture) (a), indirect measurement of absorption
for s polarized input (b) and p polarized input (¢). Simulated spectra are
presented in (d,e) [115].

Fig. (c,d,e,f).

4.4 Summary

This section investigates PT symmetry breaking by asymmetrically plac-
ing metallic absorber on top of the thin film of the GMR filter. Parity-Time
symmetry is broken due to the modulation of refractive index having a single
wavevector component, given the fact that real part of the index is equivalent
to the imaginary one. Therefore, unidirectional mode propagation is expected,
or at least the opposite propagation of the guided mode in thin film layer is
weakened due to this effect.

The coupled mode equations are used to predict the increment of intensity
absorption by such asymmetrically placed absorber on the photonic device,
when compared with symmetrically placed one. The increment factor is 8/5,
whereas numerical simulations confirm it to be 4/3 for layers with single peri-
odic modulation, due to the fact that coupling depends on all of the geometrical
parameters and topology of the filter. The absorbent structures possess sym-
metrical zeroth order reflectance for both s and p polarizations.
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The design for fabrication is presented, with thin film of TiOs with thick-
ness of L = 300 nm on top of the super-gaussian interface of F'S substrate with
modulation depth h = 200 nm, preserving surface modulation of thin film.
These parameters, normalized to Rayleigh wavelength (normal incidence), are
L/(Agngun) = 0.326 and h/Azngy, = 0.217. The FWHM of the super-gaussian
groove is 306 nm and the order m = 2. Asymmetrical placement of the Ni
metal on top is roughly at 50 nm at an angle of the GMR filter. Both simu-
lations and indirect measurements of absorption spectra confirm that absorp-
tion is enhanced, and is cut-off via Rayleigh zone. Its peaks are found near
those Rayleigh zones at oblique angle of incidence. This means that Rayleigh
anomaly acts as a cut-off region and enhances linear optical absorption.

All in all, this works presents simple strategy for controlling light—matter
interaction in planar photonic devices. Practical applications can be thought of:
energy harvesting, sensing, and advanced optical components requiring efficient
absorption and minimal reflection.
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Chapter 5

Application of GMRs for enhanced optical
gain

The gain materials, incorporated in the GMR resonant cavities, is the next
concept to be studied in this chapter. Various works have been published with
the gain materials in mind, illustrating the increased luminosity and fluores-
cence in periodic resonant cavities due to the coupling of incident light via
periodic boundary conditions and waveguiding effects [I16H126]. However, the
scarcity of such structures is very limited and such field is more open for sci-
entific exploration. The gain materials that are used possess very high gain
coeflicients whose order match for dye materials with great optical gain coeffi-
cients (7 ~ 103cm~!) and are abbreviated as perovskites [I27HI31]. This type
of materials is the focus of this section.

The material related to this thesis was published in paper and confer-
ences from to This section has results similar to the paper, but the
difference is, that enhanced gain in the paper is achieved via implementation
of active substrate. This section is devoted to the study, whose physical mecha-
nism is equivalent to the mentioned publication. The main difference is - active
material is a thin film.

5.1 Perovskite thin films

In this section the perovskite-type of metamaterial is considered to be am-
plifying the propagating guided mode with gain coefficient of v = 500 cm ™!
[116]. Here the gain coefficient must have a relation with complex refractive
index, where imaginary part corresponds to exponential gain rather than ex-
ponential loss. The guided mode distortion, which is observed in previous
chapter, is not present here due to the low enough gain coefficient, when com-
pared to absorption loss of ny; = 2.4 — 2.37, which was used for asymmetrical
absorption on GMR filters in previous section. Therefore, high quality GMR
can be excited within the thin film’s cavity. The gain can be achieved from
extinction k coefficient for the propagating plane wave in the following man-
ner: E(z) = Egexp(jko(n + jr)z) = Egexp (jkonz) exp (—kokz), where Ey is
source amplitude. Here k plays role of exponential decay for its positive val-
ues and is linked with absorption coefficient « in the following relationship:
a = 2kok = 4wk/Ag. From here, k = alg/(4w). Loss can be turned into
gain by assuming negative absorption o < 0, so k = —yAo/(4w), where gain
coefficient v replaces absorption coefficient a. The peak complex value is then
Kpeak = —2.74 - 1073 for v = 500 cm ™! gain coefficient at A\g = 690 nm.

The perovskite thin film (see Fig. a)) refractive index is adopted from
the parameters of this paper [I16] with enlarged resonance width. The refrac-
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Figure 5.1: The concept of a GMR filter with active thin film a), enhancing
diffraction efficiencies. Anomalous dispersion cases of b) amplification, used in
this section.

tive index dispersion is shown in the updated Lorentz’ anti-resonance formula
in the following model:

f
r = VRVt 1
€ El+>\g—)\§+ﬂ‘ (5.1a)
r— %, (5.1b)
J=2mTknax (51C)
n=./e, =ni — jk. (5.1d)

The anti-resonance is a term used to simulate materials with gain as media
where propagating wave experiences exponential negative loss, which is con-
cerned as amplification. From quantum mechanical systems, the anti-resonance
represents negative oscillator strength of the dispersive system of atoms, which
means most, if not all of them, occupy an excited state, which refers to popu-
lation inversion. The oscillator strength is a measure of transition probability
and should always be positive for absorption processes, although it can be neg-
ative for emission [I32HI34]. Such characteristic is also common and extended
for 3 level systems as well [135].

In the Lorentzian model (see Eq. ), €, is the initial relative permittivity
value, f is the oscillator strength, A, is the peak wavelength and I' is the
line-width parameter. The parameters are: n; = 2, f = 1.68 - 107% um?,
AX = 20 nm, ' = 0.015 pum for Amax = 2.7 - 1073, in order to match the
specific fluorescence of the perovskite material CsPbls used in work [I16]. The
influence of absorption of the GMR, cavity is not analyzed due to absorbance
of the perovskite being at 400 nm [116], and lasing at 690 nm. The formula
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exhibits Lorentz resonance shape (see Fig. b) and c)). Here amplification
medium has the inverse resonance, where, if the wavelength is red-shifted its
value decreases close to the resonance. The GMR field in the resonant cavity
is ought to be amplified due to its prolonged propagation in the cavity until
all of the power is radiated in zeroth order DEs. In order to tune geometrical

Table 5.1: Lower and upper boundary values for genetic algorithm optimiza-
tion, applied for 2D RCWA model.

L, (um) | h, (um) | Az, (pm) | Merit function
Lower bounds 0.00 0.02 0.30 —Ry
Upper bounds 0.50 0.15 1.00 —Ry

parameters of the thin film GMR filter, optimization problem of enhanced
amplification via genetic algorithm is incorporated, and the merit function is
M = —Ry(h,Az,L,6 = 0, \. = 0.69um) for normal incidence at the peak of
the Lorentzian gain. Genetic optimization is performed for the geometrical
boundaries of sinusoidal modulation that are presented in Table

The achieved geometrical parameters are presented in Table and satisfy
the reached local minima after successful genetic optimization run.

Table 5.2: Achieved optimization parameters via genetic algorithm.

Polarization | L, (um) | h, (um) | Ay, (um) Value
S (TE) 0.4237 | 0.1384 0.7299 | —2.278-10%
P (TM) 0.2641 | 0.0387 | 0.3989 | —7.790- 107

Rayleigh wavelength for s polarization is Ag = Agzngyy = 1.070 pm at
normal incidence, hence the amplification is peak at the sup-wavelength regime.
The sub-wavelength working regime is achieved for p polarized input, due to
the product of Azng,, = 590 nm, so zeroth order DEs persist.

When analyzing s polarization’s optimization case at sup-wavelength regime,
the GMR exhibits enhanced reflectance and transmittance at the resonance
crossing and partially in oblique incidence. Reflectance is the strongest at the
crossing only. Diffraction at first orders in transmission and reflection regions
accordingly, and are present at oblique incidence as well, adding additional
complexity to the resonance shape.

The corresponding field of peak reflectance is illustrated for Fig. [5.3[ (c),
where high order GMR is present. Due first order diffraction, for wavelengths
Ao < 689 nm, transparency remains enhanced due to the reflectance holding its
values up to -20 dB. Due to the sup-wavelength regime, no GMR is present for
the p polarization, so the device is capable of amplifying only the s polarized
input.

In p polarization’s optimization case, enhanced amplification is present for
both s and p polarized inputs, due to the sub-wavelength work regime of the
optimized filter’s topology. The resonance is in possession of shifting when
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Figure 5.2: The genetic algorithm’s optimization procedure for s polarization
a) and for p polarization b).
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Figure 5.3: Reflection (a,d) and transmission (b,e) spectra with the respective
guided resonant modes (c,f) of sup-wavelength operating regime. The arrow
indicates field the spectral location for field distribution.

the polarization is being changed, as visualized between Fig. [5.4] (a,d), where
transmittance of the grating follows the similar pattern. First order guided
modes are visible for such devices, shown in Fig. (c,f). The peak value for
p polarization at normal incidence is chosen to be 40 dB.

Unlike the sup-wavelength regime, the sub-wavelength regime offers reso-
nance tuning at oblique angle of incidence if the device fabrication is not ideal.
In this case, both transmittance and reflectance will pertain enhanced gain
where the GMR exists for s and p polarizations. The decreased width of GMR
allows to enhance amplification for even lower values of complex refractive in-
dex, which is Im(n) = 2.5-10~* for \¢g = 725 nm (see Fig. [5.4d) and e)).

The GMR’s features can be summarized for amplifying materials in the
following: both resonances experience asymmetric shapes for normal incidence
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Figure 5.4: The enlarged reflection (a,d) and transmission (b,e) spectra with
the respective guided resonant modes (c,f) of sub-wavelength operating regime.

(see Fig. a) and c)). The main difference is that the p polarization case
reflectance omits a minimum redshift away from the resonance peak, while s
polarization case has a blue-shift of the reflection minimum. Also, the resonance
exhibits strong narrow spatial amplification (as in low-pass filtering) for p and
s polarization cases, which makes such structures operate as amplifiers and as
low-pass beam filters accordingly.

Since the small change of the permittivity is able to shift the resonance,
amplified reflection starts at the imaginary index of 8- 10~% a.u. and descends
from 3.3 - 1073 a.u. for s polarization. Transmittance amplification at zeroth
order, no matter if the gain is varied, is pertained.

5.2 Resonant characteristics of passive GMR
filter

The gain is chosen to be 0 the GMR filters in order to properly evaluate
resonance quality for the passive filter. The zeroth order DEs are illustrated in
Fig.

Here, small FWHM widths and peak wavelengths are found, which are
used to evaluate quality factors Q@ = \,/AMNg, where )\, is wavelength of the
resonance peak, and A)g is its FWHM. The quality factors are computed
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Figure 5.5: The zeroth order diffraction efficiencies at normal incidence (a,c)
for p and s polarizations, as well as their angular dependence at peak gain

(b,d).

only for the sub wavelength case due to single radiation channels (Ry and
To DEs), whereas sup-wavelength regime pertains multitude of diffraction and
reflection orders of +1 for the optimized geometry, hence its Q factor cannot be
properly evaluated computed diffraction efficiency data. Resonance Q factors
are summarized within Table [5.3] for sub wavelength case.

Table 5.3: Quality factors for GMR for sub-wavelength regime, extracted from
data, which is visualized in Fig. b) and d). Words red’ and ’blue’
denote arrows at resonance peaks.

Q,0=0deg | Q,0=1deg (red) | Q, 8 =1 deg (blue)
Sub- Ao (p pol) 378.57 568.75 746.24
Sub- X\ (s pol) 378.90 807.67 714.00

Guided Mode Resonance in Ry spectra, both for s and p polarized inputs,
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Figure 5.7: Zeroth order reflection spectra for the passive thin film GMR filter.
Reflection is provided for p polarized input in a) and its resonances at 6 = 0 deg
and 6 = 1 deg angle of incidence at b). Reflection is provided for s polarized
input in ¢) and its resonances at § = 0 deg and 6 = 1 deg angle of incidence at
d). Sup-wavelength regime of Ry is provided for s polarized input in e) and its
slices at § = 0 deg and 6 = 1 deg angle of incidence at f).

pertains to its features; however, given a different value of ny = 2.0, there is

a 1 nm blue-shift of GMR, which is visible in Fig. a) and Fig. b). At
normal incidence, the resonance is characterized by @@ = 378.57 with a FWHM
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of 1.82 nm, which is sufficient for enhanced amplification. The Purcell factor
can be estimated using Eq. . Using negs = sin@+mAo/Ag, negr = 1.729
and F), ~ 182 for normal incidence.

Oblique AOC detunes the resonance to the point where FWHM becomes
narrower, thus providing around 1.20 nm FWHM, at which @ factor increases.
Hence, blueshifted resonance has @) = 568.75 and redshifted one has Q = 746.24
with FWHM of 0.93 nm.

Furthermore, Ry for s polarized input is in possession of similar order quality
factors due to the redshift of GMR and are capable enough of enhanced selective
amplification even if Im(ny) = 8 - 1075, for oblique incidence. It is due to
increased resonance quality () = 807.67. The more narrower the resonance, the
greater the quality, hence the longer the field remains in the resonant cavity.
It can also be achieved with smaller refractive index difference between thin
film, substrate and superstrate [70]. Furthermore, at sup-wavelength regime,
GMR does not pertain 100% reflectance. It does, however, amplify incident
wave given Lorentzian dispersion.

5.3 Oscillator Chain Model

The analytical model is a connected chain of oscillators [I36], whose system
is illustrated in Fig. [5.8] Here, the chain serves as the periodic medium through
which oscillators can exchange energy. The classical chain system is specifically
chosen to represent the GMR phenomenon in the thin film. The optical problem
involves interaction between a continuum of radiative states and a discrete
guided mode supported by the structure, and this interaction is represented
via coupled oscillators. The mathematical description of the oscillator chain is
borrowed from classical mechanics and is presented in Eq. .

0?A,
ot?

This chain model’s characteristic equation compliments the propagating wave
excitation:

=wi (A1 + Any1 —24,,). (5.2)

Ay, = AP (k)edkn=wt) L () (fp)ed (Thn—wt) (5.3)

Here the + sign promotes right side wave propagation along the oscillating
chain, whereas the - sign notes the left wave propagation. In this model the
quantity w is the frequency, whereas k is a wave-number. The other quantity
is order of the propagating wave n, which is the mode number. The quantity
w4 has a meaning of the phase velocity of the wave in terms of propagation
through lattice sites per time unit. Between such parameters, the dispersion
relation is:

w? = 2w% (1 — cos k). (5.4)

Overall, the system of coupled oscillators acts as a medium through which
a wave with continuous angular frequency w can propagate. In the case of am-
plifying or lossy medium, the chain can be coupled with it, thus the following
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Figure 5.8: The model’s concept of an oscillator chain, marking Aj,. as inci-
dent wave and its reflected A, and transmitted A; waves. Additional central
and side-coupled component (B to Ag) is added as a perturbation, and such
oscillator part represents the Fabry—Perot and guided-mode resonance of the
thin-film structure.

equations for the A = [A_1, Ag, Ay1] amplitudes. With the coupling coeffi-
cients k = [kap, kpa], loss factors v = [ya,yp] in mind, the coupled temporal
evolution equations for the oscillator chain model is empirically suggested for
central oscillator part Ag with a perturbation oscillator B:

%A 0A
8t20 = wi (A1 4+ Ay — 2A0) — 2’yA8—t0 +rapwp(B — Ay), (5.5a)
|
Oscillator Laplacian Losses ‘from A Coupling A-B
0’B 0B
92 = —W%B - 273% +rpawp(Ao — B). (5.5b)
——— M

Losses from B Coupling B-A

The oscillator B serves as an additional mode which can be excited via its
resonance frequency wpg by the propagating wave A,. That mode represents
the guided mode resonance, whereas Ag represents a FP scattering region. The
loss coefficients v4 p are involved for Ay and B quantities and can be turned
into gain if the v4,5 < 0, hence the negative sign. The ansatz A,, is substituted
into Eq. , which is presented in the following by including +1 and 0 order
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modes:

A, = e kn=wt) | pei(=kn—wt) (5.6a)
A, = te? =t n >0, (5.6b)
Ag = Age 79t n =0, (5.6¢)

B = Bge 9Bt (5.6d)

In the analytical model, n < 0 refers the incident wave with unitary amplitude,
and reflection coefficient r. The n > 0 region refers to transmitted wave with
complex transmission coefficient t. The ansatz is substituted into the Eq. ,
the response function S(w) of the coupling region between A and By oscillators
is related through:

KBAWB

By = Ac = S(w)A 5.7
R TR (5.7

The simplified reflection and transmission coefficients are then derived,
given k < 1:

jHABwB(S(OJ) — 1) + 2y w

== 5.8
r() jhapwp(S(w) — 1) + 2yaw + 2wv’ (5.82)
2wv
Hw) = , 5.8b
) Jhapwp(S(w) — 1) 4+ 2ysw + 2wy (5.8b)
Sw) = — NEAYE (5.8¢)

w fw% +2jvpw + Kpawp

The dimensionless v quantity defines dispersion slope instead of w4. Such
equations decrease the significance of k which potentially alters the phase shift
between resonances. Therefore, with one less parameter , the analysis becomes
simpler. The next step is to compare the results with the ones achieved after
the application of global optimization, mainly for p polarization, since the
amplification is present there for the sub-wavelength regime.

The parameter fitting is best done via the use of optimization method.
Hence the genetic algorithm can also be used here. The parameters for nu-
merical fitting are expressed in the following: [ya,vB,kaB,kBA,V,wp]. Since
the p polarization contains only zeroth diffraction efficiencies, the optimization
procedure is performed for this case. The results are summarized in the fol-
lowing Table and Fig. Asymmetrical coupling k4p # kpa is needed
to match analytically calculated and computed DEs.

Table 5.4: Achieved optimization parameters via genetic algorithm (normal-
ized) for analytics.

Polarization ‘ YA, a.u. ‘ B, a.u. ‘ KAB, a.U. ‘ KBA, a.U. ‘ v, a.u. ‘ wpg, a.u.

P(TM) | 0 | -0.0337 | 0.6340 | 0.1955 | 0.8364 | 4.0861
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Figure 5.9: Optimization results (a) for the presented parameters in Table
(4 The oscillator analytical model’s comparison with the model’s results,
illustrated in Fig. (a). The dots in the graph (b) represent numerically
computed zeroth order diffraction efficiencies, whereas the lines represent res-
onance fitting.

The peak reflectance value is stationed at wg = 4 # wp. The resonance
shift in this case occurs due to the presence of coupling and gain coefficients,
mainly to the influence of vp and kg4 coefficients, which are present in Eq.
(5.8c}) and oscillator chain pertains no absorption nor gain due to v4 = 0.

The resonant frequency shift in the model can be analyzed firstly for the
perturbed oscillator chain in the following manner: assuming the near reso-
nance approximation |w — wp| < w with weak gain/loss limit |v4 5| < w:

KBA

w) = . , 5.9a
9(w) 2w —wp)+2jv8 + KBA ( )
2
A, = - v : (5.9b)
jﬁAB(g(w) — 1) + 2y4 + 2v
Then, assuming kap = kp4a = k and y4 = vy = 0.
2 —
(W—wp)+h (5.10)

- n+(27j7”)(w7wB)'

Reflectance values are zero when w = wp and transmittance is zero when
w = wp — £/2 and width between those zeroes is Aw = k/2. The best fitting
is found at 74 = 0 for non-simplified chain model, which is illustrated in
Fig. b), hence vp gain parameter can be substituted in the Eq.
via wp — wp + jwim. When gain —vp is incorporated in Eq. , the
denominator is in possession of the poles where the resonant frequencies are
equal to zero. In this manner the resonance frequency experiences a shift which
depends on both coupling and gain an additional imaginary part:
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2k v ) K2 /v
WR = WB — ey +J <—’YB - 4_|_K:2/V2) (5.11)

WRe WIm

Consequently, even the simplest system with no gain or loss has a frequency
shift of its real part Re(wgr) which depends on the coupling between the A
and B oscillators.

5.4 Summary

This work expands on the enhanced light to matter interaction via high
quality GMRs that are applied for the enhancement of optical gain. Such pro-
cedure is accomplished via implementation of an active thin film layer on top
of the passive sinusoidally modulated substrate. Genetic algorithm is used to
fully tune geometrical parameters of the thin film layer and the substrate’s
modulation in order to match a GMR into the spectral peak of the optical
gain/fluorescence region, which is chosen as a negative Lorentz resonance. The
tuning of geometry leads to sub wavelength operation if the optimization pro-
cedure is applied for p polarization, whereas the operation at sup-wavelength
regime is gained when optimization is done for s polarized input. In sub wave-
length case, resonant reflection with enhanced gain is encountered both for s
and p polarizations, with greatest resonance peaks at oblique angle of incidence.
However, sup-wavelength regime enhances gain only for s polarization, hence
the selectivity. Also, the resonant phenomena depend on the angle of incidence
and wavelength as well, and enhanced gain is present for Ry and T} diffraction
efficiencies.

Analytical oscillator chain model is introduced with small coupling between
the periodic chain and loss/gain factor. The fitting is performed for p polar-
ization case (normal angle of incidence), and agreement is observed only for
asymmetrical coupling, where the coupling coefficients k4 and kg4 are not
equal. Interestingly, the resonance frequency wg in the numerical fitting and
in the simplified analytical models are shifted due to the interaction between
the perturbation oscillator B and oscillator Ag.
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Chapter 6

Open-Source User Interface of Frequency based
numerical algorithms — “ZenScat”

The applications, user interfaces and open source libraries are crucial to
scientific development, data analysis, data acquisition, and, importantly, data
generation. Open source computational tools allow engineers and researchers
to develop their own algorithms, such as introducing non-linear terms in linear
solvers (such as MEEP computational toolbox for instance, which specializes in
FDTD [I37], or TDYNO [138]), use optimization for inverse design problems
and parameter retrieval. Furthermore, open source packages enhance bridg-
ing between theory and experiment, which is of great importance for general
scientific development. With the use of capable hardware, GPU acceleration
and parallel computing, the designed libraries and software perform computa-
tions at a much faster rate, thus enabling rapid data generation. The open
source, user friendly software ZenScat is hereby presented as an addition to
the vast diversity of open source algorithms and software that solve problems
numerically in the field of linear optics [I39HI46].

The material related to this thesis was published in paper

6.1 Application concept

The "ZenScat" application is divided into 2 categories: the main 2D RCWA
app and 2D FDFD field app. The former contains fixed dielectric interface func-
tions, interface import and optimization regimes, whereas the latter is used
primarily for field distribution computations of the resonant gratings in fre-
quency domain. The concept ZenScat Ul with application layout is illustrated
in Fig. [6.1 The application is made with the goal of computing diffraction
efficiencies for arbitrary structures for TE (s) and TM (p) polarizations. The
"casual" application is focused primarily on multilayer thicknesses and each
layer’s material is abbreviated by the refractive index value. It is done so for
the embedded geometries, such as harmonic, supergaussian or trapezium inter-
face functions. Other functions can be added in the Github repository as well.
The "import" application calculates convolution matrix from each sub layer of
imported refractive index geometrical distribution in a single period. It serves
the same purpose as "casual" application, which is the calculation of diffraction
efficiencies in superstrate and substrate. The optimization app part is used for
maximizing diffraction efficiency values, absorption or gain with genetic algo-
rithm. It contains import function for arbitrary geometries, as well as for same
embedded geometries. Field app is based on the 2D FDFD algorithm and is
chosen for better computation speed (via controlled grid resolution) of the field
profiles for E, and H, modes.
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Figure 6.1: User interface concept of 2D RCWA + 2D FDFD software and its
components: (a) opening app, (b) main 2D RCWA app, (¢) 2D FDFD Field

app.

6.2 Benchmark of ZenScat

The cross-validation of the diffraction efficiency computations across liter-
ature is handful for determining if the implemented algorithm works correctly
with no errors or loss of accuracy. Here the analysis of diffraction efficiencies
has been performed for rectangular and harmonic interfaces for the GMR fil-
ters, as well as for the dispersive Bragg coupler with rectangular grating on
top.

6.2.1 Validation with FDTD

The results calculated by Lumerical commercial FDTD software is the first
step for the carried validation. The grating of interest is selected for biosens-
ing of biological analytes [147]. The idea presented in this work is to create a
single-wavelength sensory device without the requirement of spectrometer, but
is sensitive enough to the ambient refractive index change that a monochro-
matic detector is capable of registering a GMR shift. What is notable is that
a conical mount is considered in this model as a full 3D simulation in commer-
cial Lumerical software. However, the system can be presented for 2D cases,
and be modeled as well, but without incident beam with circular or elliptical
polarizations.

The grating results are simulated via FDTD (Ansys Lumerical Inc.) soft-
ware and presented in [I47]. The geometrical and material parameters of the
GMRF in the publication are: ngup = 1, ngup = 1.47, A = 120 nm, L = 80 nm,
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Figure 6.2: Guided mode resonance reflection spectra of SiN, grating via the
RCWA approach. Accordingly, (a) for TE (b) and TM (c) polarizations, as
well as diffraction efficiencies for both polarizations at normal incidence (d).
The structure is derived from [I47]. The dotted line in d)

Ay =500 nm, wg, = 250 nm. The offset of resonance peaks in the wavelength
spectrum for TE polarization is 2 nm, whereas, for TM polarization, it is 4 nm
once compared with 2D RCWA results. These correspond to resonance peaks
of 780 nm and 742 nm calculated by RCWA, and offsets of 0.26% and 0.54%,
respectively. One explanation would be that the initial study features a smaller
mesh grid resolution to decrease calculation time as a full 3D model was used,
which accounts for the resonance peak shift, thus the non-convergence of the
results. The A\, = Ayngy, = 735 nm, which indicates that GMR is present in
sub-wavelength regime.

The other structure of interest is the GMR harmonic grating, which pertains
two layered interfaces. The geometry parameters are precisely tuned that the
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reflectance peaks remain at the same wavelength, which is at Ag peax = 510.6
nm, as reported in the paper [I48]. The problem presented in the paper is the

TE pol TM pol  Ro (norm. u.)
540 a) 540

480 490 500 510 520 530 540
Ao (nm)

Figure 6.3: RCWA derived reflection spectra distributions of TE polarization
(a), TM polarization (b) and their intersection at normal incidence (c) for
double layered harmonic gratings first reported in [148].

ability to pertain GMR at both TE and TM polarizations via two layers at
normal incidence, since there is an offset between GMR based reflections once
linear polarization of the incident wave is varied. So thickness values of two
layers are varied to match GMR at Ag peak = 511 nm. The offset corresponds
to 0.0783%.

The parameters of the device are presented in the following: upper layer
thickness L; = 0.182 pm, lower layer thickness Lo = 120 nm, transverse peri-
odicity A, = 320 nm, modulation depth h = 154 nm, substrate refractive index
nsup = 1.516. Layer material parameters involve n; = 1.781 and no = 1.650
for upper and lower layers, respectively. In ZenScat Ul, 11 spatial harmon-
ics were used in the simulation. The field profiles indicate that at resonance
peaks two distinct guided modes appear for normal incidence for that particular
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wavelength.

6.2.2 Validation with RCWA

The validation is further carried out for R. Magnusson’s work. The con-
cept of spatial optical beam filtering via thin films. The idea is to use GMR
of modulated thin films at sup-wavelength regime, which is due to observ-

able narrow reflection (0.1 deg = 1.75 mrad) features. The main results are
illustrated in Figl6.4] (a-d)
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Figure 6.4: Magnusson’s spatial filtering results first reported in [86] and repro-
duced here with "ZenScat". The zeroth order reflection is denoted at a) zoomed
at b), the diffraction efficiency is present at with benchmark data represented
with green dots c) for the thin film GMR sup-wavelength grating, shown at d).

The parameters of the GMR device used: ny = 2.52 TiOs film, ngy, = 1.54,
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Neup = 1, Ay = 696 nm, film thickness L = 578 nm, grating amplitude h = 210
nm. The filling factor of the rectangle grating f = 0.33. The GMRs are
encountered in sub wavelength regime, however, the filtering is proposed for
the sup-wavelength regime region, where high order GMR is present (see Fig
a) and b)). The GMR is present for Alg = 0.6 nm at its FWHM, and for
the Af = 0.126 deg. Both first order diffraction efficinecies occur at oblique
angle of incidence for that case (see Fig. ¢)). Furthermore, FDFD method
outputs the field distribution where the 2nd order GMR is present for TE
polarization, whereas TM polarization does not, due to the resonance being
polarization sensitive (see Fig. d)).

R+1(9, )\0) 0 = -57 deg

-60 -40 -20 0 700 750 800 850 900
0 (deg) Ao (nm)

Figure 6.5: Flat top dispersive reflector spectrum [55]. a) denotes a device of
interest with its geometrical parameters, b) its first-order reflection coefficient
and c¢) diffraction order distribution.

Also, with the enhancement of the angular dispersion, Laser Induced Dam-

age Threshold (LIDT) can be improved with such devices as well, due to their
diffractive operative regimes. In this work [55], the rectangular HfOq grating
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is placed on top of the SiOs match layer on top of 1D photonic crystal, whose
layers alternate between TasOs and SiO;. The photonic crystal acts like a
reflector at quarter-reference wavelength for high and low refractive index dis-
tributed layers, and a grating is a coupler between incident beam and R4
reflection order. Device parameters, such as periodicity, grating depth, its fill
factor in a single transverse period, match-layer thickness are all parameters
that are fine tuned in order to provide continuous, broad-band reflectance at
R41, given oblique angle of incidence and sup-wavelength regime. In such a
way, the field’s amplitude is reduced from the grating, in order to minimize
electric field’s peak amplitude. The flat top for the first-order reflection coef-
ficient is present here, which signifies the operating regime for 100 nm from
750 nm to 850 nm. The parameters are hence grating amplitude A = 185 nm,
periodicity A, = 502 nm, thicknesses t; = 40 nm, to = 136 nm, t3 = 109
nm, refractive indexes ny = 1.47 (FS), ny = 2.17 (Tax0s5), ny = 1.47 (FS).
The parameters are shown in Fig. a), the spectra in [6.5 b) and c). Even
though authors present spectral data for single angle of incidence § = —57 deg,
spectral and angular response provides 0.9 to 0.95 flat top reflectance, which
means that such a device is able to operate broader range of oblique angle of
incidence, such as 57 + 10 deg.

6.3 Optimization of DFB for enhanced, narrow-
band absorption and gain

Furthermore, the ZenScat user interface provides an optimization app specif-
ically for fine tuning device’s geometrical parameters to satisfy a lowest possible
minimum of a diffraction efficiency, gain or absorption loss. As a demonstra-
tion of the application’s capabilities, the Distributed Feedback (DFB) system
is selected (see Fig. a)), which consists of the rectangular grating layer,
homoegenous layer which is connected with the grating and absorption/gain
layers. The device is classically engulfed with superstrate (ng,, = 1) and with
substrate (nsyn) = 1.5. The main idea is to use propagating GMR modes in-
side the grating that are coupled with the bottom active/absorbent layers in
order to enhance absorption loss or optical gain. For this reason, the s po-
larized source of A\g = 700 nm at normal incidence is chosen for three cases
of the homogeneous third layer (marked green in Fig. a)): gain medium
(perovskite material), metallic absorber (silver) and weak absorber (Silicon)
for that specific wavelength. The boundary conditions for the algorithm are
shown in Table

Table 6.1: DFB boundary conditions for genetic optimization, given ng,;, = 1.5.

Boundary value | Ay, pm | Ly, pm | Lo, pm | L3, um
LB 0.3 0.0 0.0 0.0
UB 0.8 1.0 1.0 1.0
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Figure 6.6: DFB system which utilizes GMR-based coupling from the grating
with gain/absorption layer (a). The enhanced gain spectrum is shown in b),
given the Diffraction Efficiencies (DE) Ry and Ty, as well as values for normal
incidence (shown in b, iv). The absorption A profiles of the metallic absorber
are shown in c¢). The weak absorber’s DE characteristics are provided in d).

After the genetic optimization procedure, the parameters that satisfy the
best minima are achieved (and presented in Table and presented in the
Table Enhanced amplifier case pertains up to 20 dB of gain in reflectance
and up to 10 dB in transmittance spectra. Total gain is up to 30 dB at the
resonant lines pinpointed in Fig. b) iii), providing only the narrow reso-
nances which enhance gain in zeroth diffraction orders. Metallic absorber only
pertains pure reflectance until the GMR is reached, so only absorption angular
spectrum is shown (see Fig. c) i)). Oblique angle of incidence is what
offsets the resonant absorption lines. At the point where energy conservation
drops, at normal incidence (see Fig. ¢) ii)) only one resonant absorption is
obtainable.

Table 6.2: DFB parameters achieved of genetic optimization, given ng,, = 1.5.

Ag, pm | Ly, pm | Lo, pm | L3, pm | ng, Ne
0.5336 | 0.1098 | 0.1006 0.1 2.0 | 0.04 —4.805
0.343 0.1606 | 0.1858 | 0.2845 | 2.0 | 3.4—10"3j
0.4027 | 0.1578 [ 0.01767 | 0.8117 | 1.5 | 2.04 + 10735
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Other system of interest is GMR based DFB, where silicon is placed as
the last layer. It is termed as weak absorber and has its imaginary part
Im(n) = 1073. The narrow-band absorption is achieved at normal incidence
and pertains its linear shift in spectral domain vs oblique angle of incidence.
Absorption is achieved due to the GMR being narrow band, resulting in strong
light confinement within the DFB device. A minute absorption is also visible
within the second resonance at oblique angle of incidence, however, it is too
broad to enhance light-to-matter interaction.

6.4 Application performance

The goal of this work is to evaluate the performance between S and T
matrix methods that are implemented in Matlab, as well as their compiled
versions via Matlab Coder app as well as with the variants provided by accessi-
ble commercial software [149]. Compared with the Scattering matrix method,
the ETM approach can increase the RCWA algorithm’s speed performance.
However, accuracy needs to be evaluated for GMR filters and photonic crys-
tals. For a specific example, we chose the sinusoidal holographic layer type
structure [I50HI53]. The selectivity of such structures for polarisation states is
well known [I54] and can be used as a benchmark. Figure summarises the
relevant results.

The ETM approach is abbreviated as the T-matrix method [53], whereas
the scattering matrix method is abbreviated as the S—matrix method [92].
The device is constructed in the algorithm before launching 2D RCWA calcu-
lations for wavelength sweep at normal incidence (dispersionless case). For
a single wavelength (Ag = 1.0 pm), the results are presented in (a) and (b).
The compiled version provides a thorough 2 times speed improvement via the
"MATLAB" coder app. The unusual feature is presented in Fig. [6.7] (b), where
the calculation procedure is much longer for spatial harmonic counts lower
than 11. The compiled version allows to overcome that for both S and T ma-
trix methods. Results presented in Fig. ﬂ (c,d) evaluate relative accuracy
performance for the same structure. The calculation is simply performed by
AUT _ |T(§Tmatrix) . TéSmatrix)‘ as well as A'OR _ |R(()Tmatrix) i R(()Smatrix)|.

Furthermore, convergence study is performed for rectangular gratings, mainly
zeroth order DE’s dependence of both the GMR resonance of the first Lumer-
ical’s filter (Fig. and optimized DFB metallic absorber (Fig. c))-
The former, and the latter variants’ convergence are visualized in Fig. [6.7}
Both resonant cases acquire 6 spatial harmonics (13 total from -6 to +6) for
fully converged resonances, be it sub-wavelength regime (see Fig. [6.7) e)) and
sup-wavelength regime (see Fig. f)).

Calculation speed was compared with the modal method used in "MC grat-
ing" software [149]. It is summarized in the Table

The computation was performed on the old hardware, Intel(R) Core(TM)
i5-33320M @ CPU 2.6 GHz to achieve this comparison. The calculation was
performed on the trapezium-shaped interface parameter sweep for the given
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Figure 6.7: Algorithm performance with compiled (a) and non-compiled (b)
matrix methods. The diffraction efficiency errors for monolayered GMR filter
for s and p polarizations (c,d) for # = 15 deg angle of incidence. The conver-
gence results are for rectangular GMR filter [147] e) and metallic DFB device
from optimization case (f).
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Table 6.3: Computation speed comparison (in time).

Polarization state | S Matrix, s | T matrix, s | MCGrating, s
TE (s pol) 34.77 20.48 ~ 50
TM (p pol) 39.15 27.46 ~ 60

parameters: N, = 11, N, = 1028, N; = 11, n) = 101, ng = 101, all corre-
sponding to discrete layers along z and x directions, spatial harmonics, wave-
length and angle of incidence. Note that such results are attained only for
compiled C++ files (denoted as 'mex’) in Matlab (version 2023b, MathWorks,
Inc., using the "MATLAB Compiler™").

Reflection and transmission calculations were performed for T matrix method
separately, thus reducing the amount of matrix operations in the function and
achieving computational speeds twice as fast as the MCgrating commercial
software.

6.5 Summary

This section introduces frequency based 2D RCWA and FDFD Open Source
UI "ZenScat" for numerical simulation applications of the Guided Mode Res-
onance gratings, which are primarily used for sensing, spectral, polarization
selectivity, spatial filtering by conformal harmonic/rectangular gratings and
for enhanced angular dispersion via rectangular grating on top of Bragg filters.
Benchmark procedure is applied for mentioned devices whose spectral charac-
teristics are computed by commercial Lumerical method and are published in
scientific literature. The spectral reflectance peak offset errors are highest for
rectangular grating case (0.54%), and lowest for harmonic conformal grating
case (0.08%). Furthermore, compared with other RCWA variants, numerical
simulations of concurrent narrow band rectangular spatial filter case, there is
no observed offset of error.

The User Interface embeds S and T matrix methods into the RCWA algo-
rithm, which are hence compiled into C++ files via "MATLAB Compiler™
and gains tenfold computational speed advantage up to of 9 spatial harmon-
ics and twofold speed advantage for greater resolution. Also, compared with
commercial MCgrating’s Fourier Modal Method, "ZenScat" exceeds the com-
putational speed 1.5-2 times with the use of 11 spatial harmonics resolution
in the model. Moreover, convergence study is performed for the rectangular
GMR grating from benchmark study in sub wavelength regime (Ao > Aznsub)
and for the DFB with metallic homogeneous layer in sup wavelength regime
(Ao < Azngyp) with additional +1 diffraction in substrate region. Both study
cases confirm that 6 spatial harmonics are enough for convergence of narrow-
band GMR based reflection and absorption.

Also, optimization of GMR based absorption and gain is performed for DFB
based photonic structures with rectangular conformal gratings. The geometry
parameters of the device are then tuned to maximize enhanced optical gain, and
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improve narrow band absorption for weak absorber (Si) and strong absorber
(Ag). Zeroth order diffraction efficiencies’ spectral characteristics reveal that
enhanced linear light to matter interactions are present for narrowband GMRs
in the DFB case with periodically modulated grating on top.

Conclusions and summary of results

1. The trapezium interface enforces leaky mode-type reflection with varying
FWHM widths in the angular regime and continuous uniform distribution
up to A\ = 46 nm of bandwidth in the spectral regime. This is due to the
topology of the filter and multiresonant phenomena, which are confined
within the Rayleigh region. The experimental fabrication presents non-
repetitiveness of Tas Oy thin film’s interface function; however, the leaky
mode-based reflection is still pertained near the A, ng,, wavelength at
normal incidence for reduced bandwidth of A\ = 4 nm.

2. The analytical model, in order to characterize GMR, exploits Schrodinger’s
equations with field injection to solve the bounded eigen-mode problem
for s polarization, specifically for GMR filters that pertain to a single
transverse modulation function. At the EOC, the /1/AFE dependence
illustrates the asymmetrical and non-continuous features of the leaky
modes. At this point, the analytical expressions predict the scaling at
the order of 4, while deep bounded modes scale at the order of 2 and FP
response function pertains 1/AFE dependence. Fabricated GMRF is with
non-preserved modulation function of the TasOs thin film, but pertains
broadband reflectance, which is confined by the Rayleigh phenomenon
and EOC for GMR is identified at oblique angle of incidence of § = 4
deg.

3. The asymmetrical distribution of an absorber provides greater absorp-
tion than the symmetrical one with the same volume of the metallic
material due to the enhanced coupling between the FP mode and the
GMR. According to the coupled mode theory, absorption is enhanced by
the factor of 8/5. The single interfaced GMR filter only does so via the
factor of 4/3 according to RCWA. The GMR structure with normalized
thickness L/(Aznsup) = 0.326 is proposed because of its strong oper-
ation at leaky mode regime at s polarized input. In this case Rayleigh
anomaly is capable of enhancing a cut-off wavelength, which is predictable
at Ag = Ay (nsub £ sinf), given the first order diffraction. This signifies
the cut-off of the enhanced absorption of the surface wave traveling per-
pendicular to the grooves of modulation.

4. Enhanced zeroth order diffraction efficiencies is present only for GMRs
with high quality factors, i.e., at small enough FWHM where the highest
localization of the field is possible. At the width of A)\g ~ 30 nm, the
amplification is present for all zeroth-order DEs for the first-order GMRs.
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With this property in mind, the geometry of the GMR filter can be tuned
to properly enhance gain with obligation to the mode confinement within
the active thin film, where the presence of gain is able to shift the reso-
nance at the scale of nanometer. Due to the use of GA, the zeroth-order
DEs amplification is experienced for all linear polarizations at the sub-
wavelength regime (Aznsu, < Ao), given their sensitivity to the angle of
incidence of the source. Single polarization amplification is only expe-
rienced at the sup-wavelength regime (A,nsu, > Ag) for s polarization,
where T't1 9 and R4 diffraction efficiencies are present.

. Comparison with Lumerical’s 3D FDTD simulations, RCWA’s algorithm,
implemented in ZenScat, offsets at 0.54% for TM polarized GMRs. Com-
pared with FDTD, in the harmonic interface case, computed spectral
maxima differ only by 0.08% in the subwavelength regime. Comparison
with another RCWA variant, such as a concurrent rectangular GMR-
based spatial filter, operating in the sup-wavelength regime, leads to non-
differing results. The MATLAB compilation of T and S matrix methods
allows faster calculations at low spatial harmonics (up to 9) at a factor
of 10, whereas after 11 spatial harmonics, the computational speed is
1.5-2 times as fast, which is preferable for faster numerical evaluations of
GMRs and scattering effects, as well as for optimization-based problems.
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Appendix
A1 DMaltab 2D RCWA code

This section contains Maltab code for 2D RCWA involving scattering matrix
method. The source parameters such as wavelength Lam0 and Theta are de-
fined withing the script. Params() is a struct containing necessary values of the
system being analyzed. Zeroth order DEs are T0O and R0O. The function 'Device’
is called to construct the permittivity array, which is incorporated in the eigen-
value computations in S matrix method. Finally, forward "TRN’ and backward
'REF’ DEs are computed ans stored into memory. Other available functions,
such as T matrix method and interface parameters, are in the GITHUB repos-
itory: https://github.com/ElectroMagneticAddict/ZenScat-UI

Main play-script of the 2D RCWA

clear all

close all

clc

4% Parameters

NH = 6; % Spattial harmontic num: N = 2*NH + 1
interface = 'sin'; / Interface str - see 'Device’

% Additional interface params

interface_params = Int_Params;

/% Layer stacking (thickness + refr idz)
4 Params -> L1, L2, L3, nl, n2, n3

Params = [0.182 0.120 1.781 1.650];
is_S_matrix = 0; 7 0 if T matriz used

7% Arbitrary distribution - 'all', periodic - 'two'
distribution = 'all';

if strcmp(distribution, 'all')

% 1 refr indexz for 1 layer

layer_num = ceil(length(Params)/2);
else

% 2 refr indexzes for all layers

layer_num = length(Params) - 2;

if layer_num ==

layer_num = 1;

end
end
/% Extract source and resolution parameters in [P]
[P] = Parameters(layer_num, distribution);
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Al === Regular RCWA algorithm ———-—————————————-
for Mode = ['E', 'H'] J run for TE and TM pols

% Assert main params

P.Params = Params;

% Build grid struct

grid = Grid(Params, interface, P);

/% Extract sub_L and ERC in device struct

device = Device(NH,grid,...

interface, interface_params);

if is_S_matrix
/% compile to mez afterwards
[TRN, REF] = Launch_RCWA_S(NH, grid,...
device, Mode);
else
7 compile to mex afterwards
[TRN, REF] = Launch_RCWA_T(NH, grid,...
device, Mode);
end
% Function for plotting diffraction efficiencies
Plot_TRN_REF (TRN,REF,grid,Mode,Params,interface)
end

Parameter function for 2D RCWA

function [P] = Parameters(layer_num, distribution)
/4% Define geometrical parameters for the optimization procedure

P.layer_num = layer_num;
P.distribution = distribution;
Wy ——————- Periodic distribution —-——-—--

P.is_periodic = 0 ;
P.period_num = 33;

=== Layer dims distribution for optimization ——————-
if layer_num == || layer_num ==

% default layer lengths - this can be changed
P.Lengths = [0.580];
% refractive indexes - this can be changed
P.idx = [2] .* ones(1,layer_num);
/% total parameters - don't change this as well
P.Params = [P.Lengths, P.idx];
else
P.Lengths = ones(l,layer_num); / default layer length in um
switch distribution
case 'all'
P.idx = [2] .* ones(l, layer_num);
case 'two'
P.idx = [2 3]; /% periodic refr. idz distribution
end
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P.Params = [P.Lengths P.idx];
end
P.n_sup = 1;
P.n_sub = 1.516; %
4% Modulation depth & transverse period
P.h = 0.154; 7 modulation depth
P.Lx = 0.32; 7 transverse period
4% Define wavelength, discretization (Nz)

lam_num = 201;
theta_num = 4;
rad = pi/180; J transformation from degrees to radians

P.Lam0 = le-9 * linspace(480, 540, lam_num);

/% P.Theta = rad * linspace(0, 15, theta_num);
P.Theta = 0 * rad;

P.Nx = 1028;

P.Nz = 15; 7 window size for 1 interface (25)
P.layer_num = layer_num;

end

Device function for 2D RC

function device = Device(NH,grid,interface, interface_params,
is_flat)

/% This function builds sub_layer thicknesses and convolution matriz
% for each sub_layer

7% It exztracts:

% Array /-———————— Meaning -—----- / Dimensions

% ER -> relative permettivity -> (z, sub_layer)

/% ERC  -> convolutional matriz -> (NH,NH,sub_layer)

7% sub_L -> sub_layer thicknesses -> (sub_layer)

layer_num = grid.layer_num;
Length = grid.Length;

/% Choose if substrate is flat
if nargin ==
is_flat
else
is_flat

0;

1;
end
A% Various structures
4% cases for different interfaces
if strcmp(interface, 'sin') ==
7 Ideal harmonic interface
z = grid.h/2 * sin(grid.qx * grid.x - pi/2);
elseif strcmp(interface, 'DE1') ==
7 Ideal trapezium interface
z = trapezium(grid.x, grid,
interface_params) - grid.h/2;
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z = [z(:,floor(grid.Nx/2+1) :end)
flip(z(:,floor(grid.Nx/2+1):end),2)];
elseif strcmp(interface, 'DE4') == 1
% Supergaussian interface
z = Trapezium_Softened(grid.x, grid,
interface_params) - grid.h/2;
elseif strcmp(interface, 'tri') ==
/% Triangular interface
z = Triangle(grid.x, grid, interface_params);
else
z = grid.h/2 * sin(grid.qx * grid.x - pi/2);
end
% Define d matriz - locations of interfaces + substrate
d = zeros(l+length(Length),length(z));
A ——=—=—————= Main interface conversion to array -——--—-—----
d(1,:) = z;
for i = 1:length(Length)
if Length(i) > grid.h 7 Field
Length(i) = grid.h/(grid.Nz) + grid.h;
end
d(i+1,:) = z(:) - sum(Length(1:1i));
end
% air vs n_high
Area = grid.erR * ones(grid.Nx,grid.Nz+grid.delta);
Ah ——mmmmm— Main interface conversion to array -—-—--—---
idx = 1; / 4dz for all arbitrary profiles
for i = 1:length(Length) + 1
if i == length(Length) + 1
idx = length(Length);
end
d_0 =4d@,:);
for nx = 1:grid.Nx
nz = round((d_O(nx) + grid.Lz/2)/grid.dz);
% fill epsilon(z,z)
Area(nx,1:nz+grid.delta) = grid.erIdx(idx);

end

idx = idx + 1;
end
A% Substrate part
if is_flat

d_0 = z(:) * 0 - sum(Length) + 1xgrid.h/2; 7 flat surface
else

d_0 = d(end,:);
end

for nx = 1:grid.Nx
nz = round((d_O(nx) + grid.Lz/2)/grid.dz);
Area(nx,1:nz+grid.delta) = grid.erSub;

end
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end

4% Post processing part
ER = rot90(Area);

ER(ER<=0) = 1;
D size(ER);
4% find indices where epsilon of substrate is the same
Ind_Substr = zeros(1,D(1));
for i = 1:D(1)

Ind_Substr(i) = sum(ER(i,:))/length(ER(i,:)) - grid.erSub;
end
idx_substr

abs(Ind_Substr) < le-6;
INT_substr diff (idx_substr);
Substr_Index = find(INT_substr==1); / Find where is substrate
ER(Substr_Index + 4:end,:) = []; % Eliminate bad layers
D = size(ER);
4% Insert bigger thicknesses there when L_i > h
indices = zeros(length(Length),D(1));
for j = 1:length(Length)
for i = 1:D(1)
indices(j,i) = sum(ER(i,:))/length(ER(i,:))
- grid.erIdx(j);

end
end
idx = abs(indices) < le-6; % returns 1s for L > h
sub_L = GeometrySub_Lengths(grid,idx); / returns L distribution
4% Convolution for smoothing the edges if n(z,z) is not smooth
B = exp(-((grid.x-mean(grid.x))/grid.Lx*100).78);
SS = size(Area);

if interface_params.smooth
for j = 1:layer_num
for i = SS(2):length(ER(:,1,1))
ERO = fft(ER(i,:,j)) .*fft(B)/sum(B(:));
ERO = ifftshift((ifft(ER0)));
ER(i,:,]) = ERO;
end
end
end
A% Fourier transform along z and calculate convolution matriz
E = convmatiD(ER,NH);
%% Save all the data inside the structure
device.ER = ER;
device.ERC = E;
% conversion to nm (Used for X = expm(- sub_L * kO * eigen_val)
device.sub_L = sub_L * le-6;
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Navevector function

function [Kx,KzT,KzR] = calcK(grid,lamO,theta,NH)
4% Calculate Kz, K 2z {(trn)} and K_z{(ref)} diagonal matrices.
ninc = sqrt(grid.erR * grid.urR);/n_inc

N = 2«NH + 1;
kO = 2%pi / lam0;
N —
kinc_x = kO*ninc * sin(theta); /kz (inc)
M = -((1:N)-NH-1); 7/ harmonic orders
N = length(M); /Size of matrices
k_x = complex(zeros(1,N));
for i = 1:N

k_x(i) = kinc_x - 2x*pi*M(i)/(grid.Lx*1le-6);
end

k_x(k_x==0) = le-6; / replace zeroes

Kx = diag(k_x(:)/k0);

KzT = conj(sqrt(complex(grid.erT.*grid.urT.*eye(N) - Kx."2)));

KzR = -1*conj(sqrt(complex(grid.erR*grid.urRxeye(N) - Kx.72)));
end

revector functions

function [TRN,REF] = Launch_RCWA_S(NH,grid,device,Mode)
/4% Define variables
N = 2xNH + 1;
SG.S11 = complex(zeros(N,N));
SG.S12 = complex(eye(N));
SG.S21 = complex(eye(N));
SG.S522 = complex(zeros(N));
S = cell(l,4*grid.layer_num + 2);
S = coder.nullcopy(S);
for i = 1:length(S)
S{i} = SG;

end
src = zeros(N,1);
src(floor(N/2)+1) = 1;
Zeros = zeros(length(grid.LamO), length(grid.Theta));
% Transmission profiles
TRN.minus_1 = Zeros;
TRN.plus_1 = Zeros;
TRN.TRNO = Zeros;
TRN. sum = Zeros;
7 Reflection profiles
REF.minus_1 = Zeros;
REF.plus_1 = Zeros;
REF.REFO Zeros;
REF. sum Zeros;
for mode = Mode
for i = 1:length(grid.Lam0)
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lam0 = grid.Lam0(i);
for j = 1:length(grid.Theta)
theta = grid.Theta(j);
4% Kz, Kz and eigen-modes of outer regions
[Kx, KzT, KzR] = calcK(grid,lam0,theta,NH);
[SG, WO, VO] = calcFreeSpace(Kx,N);
[Wref, Sref] = calcReflectionSide(Kx,KzR,N,W0,VO,...
grid,mode) ;
[Wtrn, Strn] = calcTransmissionSide(Kx,KzT,N,W0,VO,...
Wgrid,mode) ;
4% S matrices for a device
for layer = 1l:grid.layer_num
for sub_layer = 1:length(device.sub_L)
[Si] = calcLayer(Kx,lamO,N,W0,VO,...
device,sub_layer,mode) ;
SG = star(SG,Si);
end
end
SG = star(Sref,SG);
SG = star(SG,Strn);
4% Calculate Source Mode Coefficients
csrc = Wref \ src;
%% REFLECTED FIELDS
ry = Wref * SG.S11 * csrc;
R = abs(ry). 2;
kzInc = cos(theta)*sqrt(grid.erR * grid.urR);
R = real(-KzR / kzInc) * R;
REF.minus_1(i,j) = R(floor(length(R)/2));
REF.plus_1(i,j) = R(floor(length(R)/2)+2);
REF.REFO(i,j) = R(floor(length(R)/2)+1);
REF.sum(i,j) = norm(sum(sum(R))); 7/ all reflection orders
%% TRANSMITTED FIELDS
ty = Wtrn * SG.S21 * csrc;
T = abs(ty). 2;
theta_i = asin((1/grid.erSub). 2 * sin(theta));
if mode == 'E'
T = real((grid.urR / grid.urT) * KzT/kzInc) * T;
elseif mode == 'H'
T = real(KzT * sqrt(grid.erR)
/(grid.erT * cos(theta))) * T;
end
TRN.minus_1(i,j)
TRN.plus_1(i,j)
TRN.TRNO(i,3)
TRN.sum(i,j)
end
end

T(floor(length(T)/2));
T(floor (length(T)/2)+2);
T(floor(length(T)/2)+1);
norm(sum(sum(T))); /% all DEs

end
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S matrix functions

A e R
function [SG, WO, VO] = calcFreeSpace(Kx,N)

/4% Free space propagation

Kz = conj(sqrt(complex(eye(N) - Kx.72)));

Omega2 = Kx. 2 - eye(N);

WO = eye();

LAM = 1i*Kz;

VO = Omega2/LAM;

SG.S11 = complex(zeros(N,N));

SG.S12 = complex(eye(N));

SG.S21 = complex(eye(N));

SG.S22 = complex(zeros(N));

end
AR R
function [Wref, Sref] = calcReflectionSide(Kx,KzR,N,W0,V0,grid,mode)
/4% Reflected modes from the surface of the device

Wref = eye(N);

Vref = complex(zeros(N));

if mode == 'E'
Q = (Kx.72) - eye(N) * grid.erR * grid.urR;
lam = -1i*KzR;
Vref = grid.urR \ Q / lam;

elseif mode == 'H'
Q = (Kx.72) - eye(N) * grid.urR * grid.erR ;
lam = -1i*KzR;

Vref = grid.erR \ Q / lam;
end
A = WO\Wref + VO\Vref;

B = WO\Wref - VO\Vref;

Sref.S11 = -A\B;

Sref.S12 = 2xinv(A);

Sref.S521 = 0.5%(A - B/A*B);

Sref.S22 = B/A;

end

A S

function[ﬂWtrn, Strn] = calcTransmissionSide(Kx,KzT,N,W0,VO,...
grid,mode)

4% Transmitted modes throught the device

Wtrn = eye(N);

Vtrn = complex(zeros(N));

if mode == 'E'
Q = (Kx.72)/grid.urT - eye(N) * grid.erT;
lam = 1i*KzT;
Vtrn = Q/lam;
elseif mode == 'H'
VA Q = (Kx. 2)/grid.erT - eye(N) * grid.urT;
lam = 1i*KzT;
Vtrn = (grid.erT\Wtrn*lam); / according to Moharam et al, 1995.
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end

= WO\Wtrn + VO\Vtrn;
WO\Wtrn - VO\Vtrn;
Strn.S11 = B/A;

W =
non

Strn.S12 = 0.5%x(A - B/A*B);
Strn.S21 = 2*inv(A);
Strn.S22 = -A\B;

end

Additional interface functions in Device function

function trap = trapezium(x, grid, interface_stuff)
4% Parameters

Lx = grid.Lx; 7 period

h = grid.h; / modulation depth

w_top = interface_stuff.trapz_w_top; / trench w_top
wxl = (Lx - w_top)/2;

w_bot = interface_stuff.trapz_w_bot;

wx2 = (w_top - w_bot)/2;

%% line params
alpha = h/ wx2;
b = alpha * ( wxl + wx2 - Lx/2);
z = zeros(1,length(x));
for i = 1:length(z)
if x(1) <= -Lx/2 + wxl
z(i) = h;
elseif x(i) >= -Lx/2 + wxl
z(i) = -alpha * x(i) + b;

end

if x(i) > -Lx/2 + wxl + wx2
z(i) = le-6;

end

if x(i) > -Lx/2 + wxl + wx2 + w_bot
z(i) = alpha * x(i) + b;

end
if x(4) > -Lx/2 + wxl + 2% wx2 + w_bot
z(i) = h;
end
end
trap = z;
end
Z __________________________________________________________________

function z = Triangle(x, grid, interface_stuff)
h = grid.h;

wl = interface_stuff.triangle_wl * grid.Lx;
w2 = interface_stuff.triangle_w2 * grid.Lx;
w3 = interface_stuff.triangle_w3 * grid.Lx;
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gamma = min(x) + wl; delta = min(x) + wl + w2;
sigma = delta + w3;
al = h/(delta - gamma); bl = -gamma*al;
a2 = h/(sigma - delta); b2 = sigma * a2;
for i = 1:length(x)
if min(x) <= x(i) <= min(x) + wil
y(i) = 0;

end

if and(min(x) + wil <= x(i), x(i) <= min(x) + wl + w2 )
y(i) = al * x(i) + bi;

end

if min(x) + wl + w2 <= x(i)
y(i) = -a2 * x(i) + b2;

end
if x(i) >= min(x) + wl + w2 + w3
y(i) = 0;
end
end
% plot(y)
z =y,
end
A ——

function [out] = Trapezium_Softened(x, grid,interface_stuff)

sigma = interface_stuff.supergauss_sigma;

n = 2xinterface_stuff.supergauss_m;

Amplitude = grid.h;

out = Amplitude * exp(-0.5 * ((x./(sigma))."n)) ;

end
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A2 S matrix method for transmission and re-
flection regions
Separate S matrix components are calculated for transmission and reflec-

tion regions, then saved into memory. The transmittance matrix method’s
pseudoalgorithm is shown in Alg. [9]

Algorithm 9 RCWA S matrix algorithm for S matrix computation of trans-
mission region.

Require: W,, W, Vg, Vo
At =W, 1WT+V W
Bt = W "W — V W
Sgtlrn) _ BTA;
S&™ = 0.5 (At — BrA;'Br)
Sétlrn) _ 2A%1
st — _ArByp

S(trn) S(trnf|

St =

S(tm) S}fm) > Save to transmission S matrix

The S matrix method for reflection region is visualized in Alg. It is noted
that the intermediate layer is a vacuum gap material for both transmission and
reflection regions, with zeroth thickness. Left hand side and right hand side
regions are considered as infinite in the formalism.

Algorithm 10 RCWA S matrix algorithm for S matrix computation of reflec-
tion region.

Require: W,, Wg, Vg, Vg
Ap =W, 'Wg + V; 1Vg
BR:W 1WR—V Vg
S(ﬂef) = *ARlBR
S = 245"

S0 = 0.5 (Ar — BrAz'Bg)
sgr;f BrAj!

S(rcf) S(rcf)
SR= | Jleet)  olreh) > Save to reflection Sp matrix
Ss1 S59

To conclude, both St and Sgr are computed, saved into memory, and are
included in the global scattering matrix via use of Redheffer product.
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A3 Dispersion parameters

The measured refractive index distributions have been fitted by the Sell-
meier formula, and the coefficients are shown in the table below

Table 6.4: Fitted parameters to Sellmeier formula of measured refractive index
dispersion.

Material A1 A2 A3 >\r1 )\TQ )\rg

HfO- 1.047 0.10062 1.7627 0.025858 7.9443e-06  0.014883
NbyOs5 0.76701  3.1242 0.0022551  0.089628 0.021107 29.1694
SiOq 1.1716  0.0062783  0.10664 0.010968 41.5007 42.4266
TasO5 2.1818  1.0909 7.0513e-06 8.7187e-05 0.066202 10.9028
TiO4 1.094 2.8404e-05 3.1709 0.1094 22.3133 0.0076468

The formula that was used is provided (6.1])

The amplitude A; is the resonance strength um~! and \,; is the resonance
wavelength.

A4 1D eigen-value problem for slab-waveguides

The equation for TE polarization of guided modes in 1D FDFD and the
solution with its constituents [49] B5] of the form of

h) — e ~ —

_(Di/)iu’zle;-’) + ny) ey = 71271 /’wal ey ’ (62&)
~~ N~ N~
A T B T
m _ (m —vmz' /k
Eim(a/,2) = (™ (a') - e71m* /Ko, (6.2b)
Ym = kO V :?12717 (6.2C)
(m) _ Im

= —. 6.2d

Mo ]kO ( )

Here the main Eq is of the form of generalized eigen-value problem Az =
ABz, where ) is an eigen-value, which is 72. The ey is the eigen-vector (m-th
order mode), which is the electric field’s amplitude. The material parameters
are expressed in relative permittivity €., and permeability p,,., p., tensors.
Relative permeability tensors in transparent dielectrics u, = 1, which brings
the master equation as an ordinary eigen-value problem. The derivative FD
matrices are Dgf) and DQ(:,), which are used for magnetic and electric fields in
Yee grid, respectively. The transformed coordinates ',z — kox, koz, where
ko = i—: is the wavevector magnitude and A is wavelength of the mode in
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vacuum, not to be confused with eigenvalue A. According to Eq. , the
solution is of the form of the amplitude and its phase accumulation, which is
desirable for such models, hence the master Eq. , which can be used to
solve for any linear 1D slab waveguide of interest.
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Santrauka lietuviy kalba

Ivadas

Periodiskai moduliuotos terpés yra daznai gamtoje aptinkamos strukturos,
pasizymincios erdvinémis ir spektrinémis charakteristikomis, kurios priklauso
nuo Siy struktury geometrijos, luzio rodikliu kontrasto ir nuo stebéjimo kampo.
Tokios terpés vadinamos fotoniniais kristalais, kurie pasizymi placios juostos at-
spindziu, kuri kieto kuno fizikoje vadinama draustiniu fotoninés juostos tarpu.
Fotoninius kristalus gamtoje galima aptikti drugelio sparnuose ar pauksciy,
tokiu kaip paprastyju Sarky, sparnuose [IH5]. Kiti fotoniniai kristalai yra ran-
dami opaluose ir t.t., kuriy iSskirtinis bruozas - ryskus mélynos Sviesos at-
spindys -atsiranda kristaly simetrijos ir periodiskumo déka. Vienas jdomiausiy
reiskiniy - nuo posukio kampo priklausantis sviesos atspindys, kuriam taip pat
itakos turi fotoniniy kristalu geometrija. Sie elementai gaminami tiek indus-
trijoje, tiek mokslinése bendruomenése naudojantis litografijos metodais arba
nusodinimo technologijomis [7]. Pavyzdziui, papraséiausias fotoninis kristalas
yra 1D Brego gardelé, kuri pasizymi periodiniu skaidriy sluoksniy iSdéstymu pa-
gal lazerinés spinduliuotés sklidimo krypti. Lazerio spinduliuoté ties tam tikru
kritimo kampu yra atspindéta, jeigu jo daznio spektras atitinka fotoninio ele-
mento draustini juostos ploti. Kiti elementai yra sudétingesnés formos, tokios
kaip 2D korétos gardelés arba litografijos metodu gaminamos 3D gardelés,
kuriy draustinis plotis uztikrina Sviesolaidini efekta fotoniniy kristalu defek-
tuose. Tokie elementai naudojami naujos kartos Sviesolaidinése grandinése
[8, 9, 22, 23].

Siu struktiiry esminé savybé yra geometrijos mastelio invariantiskumas, ku-
rio esmé - visi kristaly erdvinés dispersijos efektai yra nekintantys, islaikant
vienoda santyki tarp krentancios sviesos daznio ir fotoninio elemento geometri-
jos, atsizvelgiant i tai, kad medziaga yra nesugerianti ir pasizymi labai menka
luzio rodiklio dispersija. Todél fotoniniy kristaly taikymai yra lankstus ir
pasizymi placia jvairove. Be draustinés fotoninés juostos ploti, kiti taiky-
mai naudojami arti draustinés fotoninés juostos krasto, kurio erdvine disper-
sija galima pritaikyti Sviesos sklidimo valdymui. Populiariausi pavyzdziai yra
fotoniniy kristaly kolimatoriai [I8H20], lazerio pluosty transformatoriai, meta-
leSiai ir $viesos nematomumo optiniai elementai [L0HL3].

Siems taikymams reikalingas didelis gardeliy skai¢ius, todél elementy mat-
menys, palyginus su Sviesos bangos ilgiu, islieka gan dideli, daugiau nei 10
bangos ilgiy, priklausomai nuo luzio rodiklio kontrasto. Erdvinés ir spektrinés
Sviesos charakteristiku valdymui galima pasitelkti Sviesolaidinius arba bango-
laidinius rezonatorius, kurie pasizymi periodine luzio rodiklio moduliacija tik
viena, skersine, kryptimi, o lazerinés spinduliuotés sklidimo kryptimi yra plonas
okdsido sluoksnis, kurio matmenys maZesni uz spinduliuotés bangos ilgi. Sie
itaisai gali imituoti fotoniniy kristaly fizika ir pasizymi aukstos kokybés rezo-
nansais, kurie, indukuojami krentancios lazerinés spinduliuotés, ir yra Svieso-
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laidinés modos, kadangi moduliuotas sluoksnis pasizymi didesniu luzio rodikliu
nei jos aplinka. Tokie prietaisai naudojami lazerinés spinduliuotés erdviniams ir
spektriniams filtravimams [I4HI7] [42] [86], kampinés dispersijos valdymui ir kaip
poliarizuojantys filtrai. Ju gamyba jgyvendinama joniniy pluosty purskimo
metodu (angl. Ton Beam Sputtering, trumpinys - IBS), kai ant difrakcinés sub
- bangos gardelés nusodinamas auksto luzio rodiklio oksido sluoksnis, kuriu
pavirsiaus geometrija turi atitikti padéklo moduliacija.

Visi minéti elementai yra gaminami pagal dizainus, kurie yra gaunami
sprendziant Maksvelio lygtis skaitmeniskai [49]. Lygtys yra sprendziamos kom-
piuteryje tiesiogiai, t.y., pritaikius baigtinio skirtumo metoda su laikiniu zings-
niavimu (angl. Finite Difference Time Domain, FDTD) [50], siekiant ap-
skaiCiuoti lazerio pluosty ir impulsu saveika su fotoniniu jtaisy geometrija.
Toks algoritmas yra pilnai iteracinis ir yra populiariausias bei plac¢iai naudo-
jamas. Taciau laikinis zingsniavimas algoritme reikalauja daug iteraciju mod-
eliuojant nesugeriancias terpes ir aukstos kokybés rezonatorius. Lygiaverciai
Maksvelio lygciuy sprendiniai yra randami grei¢iau pritaikius baigtinio skir-
tumo metoda dazninéje erdvéje (angl. Finite Difference Frequency Domain,
FDFD) [51], B9, O1], o tai atitinka nuolatinés veikos lazerio pluosto saveika su
sviesolaidiniais filtrais. Siekiant apskaic¢iuoti gardeliy, kristaly ar periodiskai
moduliuoty fotoniniy jtaisy difrakcinius efektyvumus, Maksvelio lygtis galima
iSspresti dar greic¢iau pritaikius Furjé [52] ir sklaidos matricos metodus peri-
odigkai moduliuotoms terpéms. Sia procediira atliecka RCWA algoritmas (Rig-
orous Coupled Wave Analysis) [53]. Skai¢iavimo greitis yra iSloSiamas trans-
formavus lygtis ploks¢iu bangu bazéje ir laukai yra skai¢iuojami Furjé erdvéje,
tad algoritmas yra analitiSskai sudétingesnis nei baigtinio skirtumo metodas,
kadangi lygtys reikalauja papildomo matematinio, analitinio apdorojimo. Taip
pat yra ir Chandezon metodas, kuris pritaiko ta pati principa, taciau per
koordinaciu transformacija, kas apsunkina tiek analitini formalizma, tiek jo
implementacija i programine terpe. Pagrindiniai gardeliy parametrai, kuri-
uos visi 4 algoritmai gali apskaic¢iuoti, yra difrakciniai efektyvumai, taciau
RCWA metodas lieka geriausiu dél jo implementacijos lengvumo, palyginus
su C metodu [54]. Tuo tarpu FDFD algoritmas efektyviausias apskai¢iuojant
elektromagnetiniy lauky skirstinius ties aukstos kokybés rezonansais. Todél
siame darbe modeliuojant Sviesolaidinius filtrus, ju difrakcijos efektyvumus ir
laukuy skirstinius yra pasitelkti RCWA ir FDFD algoritmai.

Skaitinio modeliavimo rezultatai yra toliau lyginami su analitiniais modeli-
ais, kuriais siekiama apibudinti Sviesolaidiniy modu rezonansus ir ju spektrines
charakteristikas, kai fotoniniai jtaisai pasizymi optine sugertimi ar stiprinimu.
Siu rezonansy formos yra unikalios, t.y., ne Lorentz’o formos ir pasizymincios
asimetrija, kuria galima apibudinti ir analitiskai. Toliau, Sie elementai yra gam-
inami IBS metodu [115] ir ju difrakciniai efektyvumai (nulinés eilés pralaidumo
ir atspindzio koeficientai) yra iSmatuojami ir palyginami su skaitinio modeli-
avimo rezultatais.
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Disertacijos iSdéstymas

Si disertacija susideda i literatiiros apzvalgos skyriy ir tyrimy rezultaty.
Literaturos apzvalgoje aptariama 1D $viesolaidziu veikimo principai, difrakciniy
gardeliy ir Reiléjaus efekto niuansai. Vélesniuose skyriuose aptariama
Sviesolaidiniy rezonansuy fizikiné prasmeé remiantis ankstesnémis dviejomis teori-
jomis. Taip pat pateikiami skyreliai, Siems rezonansams apibudinti, tokie
kaip susietuy mody laikinis modelis (angl. Temporal Coupled Mode Theory)
bei difrakciniu eiliu skaic¢iavimas s ir p poliarizacijoms. Galiausiai, aptariami
plonasluoksniu filtry geometrijos ypatumai pasitelkus jonino pluosto nusodin-
imo metoda.

Literaturos apzvalgos antroje dalyje, nuo 1.2 skyriaus, iSdéstyti skaitiniai
algoritmai, naudojami Maksvelio lygtims su monochromatiniais Sviesos Sal-
tiniais spresti programinéje terpéje. Sioje dalyje taip pat aprasoma tyrimo
metodika, naudojama skaitiniam fotoniniy struktury modeliavimui, jskaitant
ir tiesinius Sviesos su medziagos saveikos tyrimus. Pirmasis aptariamas algorit-
mas - baigtinio skirtumo metodas (angl. Finite Difference Frequency Domain).
Antrasis yra susiety banguy algoritmas (Rigorous Coupled Wave Analysis), skir-
tas spresti sklaidos uzdavinius fotoninéms strukturoms, pasiZzymincioms peri-
odinémis krastinémis salygomis. Aptariami sklaidos ir pralaidumo matricos
metodai ir optimizavimo uzdavinys pasitelkus genetini algoritma.

Veélesniuose skyriuose aprasomi tyrimai, atlikti naudojantis minétais algo-
ritmais. Antrame skyriuje aptariamas trapeciniy gardeliy pritaikymas placiaju-
osciams veidrodziams ir erdviniam kampiniam filtravimui per Reiléjaus anoma-
lija. Siy filtry gamybos IBS metodu ypatumai aptariami skyrelio pabaigoje.

Trecias skyrius susitelkia ties Sviesolaidiniy rezonatoriy tyrimu arti po-
tencinés duobés krasto. Siame skyrelyje aptariami analitinio potencinés duobés
metodo ypatumai. Jo analitiniy sprendiniy rezultaty ypatumai yra palyginami
kartu su RCWA metodu apskai¢iuotais difrakciniais efektyvumais. Véliau siu
Sviesolaidiniu filtru gamyba realizuojama IBS metodu. Galiausiai, pagamintos
strukturos, RCWA metodu modeliuotos ir iSmatuotos spektrinés charakteris-
tikos, yra palyginamos.

Ketvirtas skyrius nagrinéja PT asimetrines strukturas, daugiausia Svieso-
laidinius filtrus su nesimetriskai iSdéstytu metaliniu sugérikliu. Palyginamas
analitinis modelis su RCWA algoritmu ir véliau - pagamintos strukturos bei
RCWA algoritmu modeliuotos ir iSmatuotos spektrinés charakteristikos.

Penktame skyriuje nagrinéjamos optiskai aktyvios sviesolaidinés terpés, ku-
rios pasizymi Lorenco pavidalo luzio rodiklio dispersija. Siame skyriuje panau-
dotas genetinis algoritmas RCWA modelyje, siekiant padidinti gardelés nulinés
eilés difrakciniu efektyvumu stiprinima pasitelkus aukstos kokybés rezonansus.
Paskutinéje tyrimo dalyje palyginamas analitinis metodas ir skaitiniai rezul-
tatai.

Sestas skyrius yra RCWA ir FDFD modeliais paremtos atviros prieigos
vartotojo sasajos "Zenscat" palyginimas su Lumerical komerciniy programu
versijomis. IS esmés - publikuoty straipsniy rezultaty atkartojamumas bei
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skaiciavimuy spartos palyginimas su komerciniu Furjé modaliniu metodu, iterptu
komercinéje "MCgrating" programoje. Véliau iSbandomas $viesolaidiniy, griztamojo
rysio sistemuy geometrijos optimizavimas sugerianéioms ir aktyvioms optinéms
terpéms bei atlieckamas kiekybinis $iy struktury raiskos tyrimas RCWA modelio
konvergavimui.

Darbo tikslas

Sios disertacijos tikslas yra istirti $viesolaidiniy rezonansu fizikines savybes
tiesinése terpése, ju pasyviu ir aktyviu rezonatoriy veika gardeliniuose rezona-
toriuose pasitelkus skaitinius metodus.

Pagrindinés uzduotys

Iskeltas tikslas yra sprendziamas atliekant Siuos uzdavinius:

1. Ivertinti vieno sluoksnio gardelinio rezonatoraus topologijos poveiki
Sviesolaidiniy rezonansy spektrinéms charakteristikoms. ISvesti anali-
tinius modelius, kuriais galima paaiskinti Siy rezonansu fizikini veikima.
Palyginti skaitinio modeliavimo skaic¢iuotus difrakcinius efektyvumus su
analitiniu modeliu. Taipogi, pateikti filtru dizainus gamybai bei paly-
ginti iSmatuotas spektrines charakteristikas su skaitmeniskai apskaiciuo-
tais duomenimis.

2. ISanalizuoti $viesolaidiniy rezonansy spektrines charakteristikas, kuomet
rezonatoriai pasizymi nesimetriskai iSdéstyta, Sviesa sugeriancia terpe.
Palyginti tokio rezonatoriaus difrakcinius efektyvumus su iSmatuotais
duomenimis bei jtaiso topologinés asimetrijos itaka Sviesos sugerties nu-
ostoliams.

3. ISnagrinéti Sviesolaidiniy rezonatoriy difrakciniy efektyvumuy spektrines
charakteristikas, kuomet Sviesolaidzio sluoksnis yra aktyvi optiné terpé.
Naudojantis genetinio optimizavimo algoritmu, rasti itaiso geometrinius
parametrus, kurie tenkina didziausia difrakciniy efektyvumuy stiprinima
ir identifikuoti Sviesolaidiniy mody rezonatoriaus veikimo rezimus.

4. Implementuoti skaitinius 2D RCWA ir 2D FDFD algoritmus programinéje
MATLAB terpéje ir sukompiliuoti vartotojo sasaja. Palyginti sasajos
skaiciavimy rezultaty patikimuma su publikacijose pateiktais duomenimis
bei gauti greitesne skaic¢iavimo sparta uz komerciniy programuy modalin-
ius variantus.

Mokslinis naujumas

Sis darbas suteiké daugiau ziniu kieto kiino elektrodinamikos, kompiuterinés
fizikos, fotonikos srityse ir fotoniniy struktury gamybos, klonavimo technologi-

125



joje:

1. Sviesolaidiniai rezonansai, kurie pasireiskia prie Reiléjaus anomalijos, lei-
dzia suderintos geometrijos plonasluoksniams filtrams pasizymeéti placia-
juosciu atpsindzio spektru ir siaurajuoséiu kampiniu atsaku.

2. Sviesolaidiniams rezonansams gardeliniuose filtruose paaiskinti pasiremta
potencinés 1D duobés modeliu, kuris iSskiria du rezonansy rezimus: suristu
fotoniniy buseny egzistavimg giliai duobéje ir fotoniniy buseny atsir-
adima arti duobés krasto. Su Siuo analitiniu modeliu galima issiaiskinti,
kaip priklauso fotoniniy buseny atspindzio charakteristikos nuo mastelio
parametru - sieties koeficiento ir energijos skirtumo.

3. Pasiulytas neermitinés plonasluoksniy filtry strukturos dizainas, kuris
pasizymi vienkrypte sietimi tarp kritusios Sviesos Saltinio, vienkrypteés
Sviesolaidinés modos ir difrakcijos, kuri slopinama nesimetrinés sugeri-
ancios terpés déka.

4. Periodiskai moduliuotos plonasluoksnés aktyvios terpés, esanc¢ios ant pasy-
vaus padéklo, pasizymi Sviesolaidiniais rezonansais, gebanciais stiprinti
nulinés eilés difrakcinius efektyvumus. Taipogi, papildytas suristy modu
analitinis grandinés modelis, detalizuojantis Siy rezonansy veikimg per
asimetring sieti tarp pasyvios ir stiprinancios terpiu.

5. Atviros prieigos vartotojo sasaja "ZenScat" yra sukurta MATLAB terpéje,
kuri skaitmeniskai modeliuoja $viesos ir medziagos tiesines bangines saveikas
periodiskai iSdésytoms terpéms. Pademonstruota, kad programa puikiai
konverguoja modeliuojant tiek skaidrias, tiek sugeriancias terpes, islaikant
vienodus sprendinius tarp sklaidos ir pralaidumo matricy metodu. Pro-
grama "ZenScat" validuota pagal Lumerical skaiCiavimus, kurie pristatyti
mokslinéje literaturoje.

Praktiné darbo verté

Rengiant sia disertacija, sukurta atviros prieigos vartojo sasaja "ZenScat',
kurioje implementuoti 2D RCWA ir 2D FDFD algoritmai. Pasitelkus sia pro-
grama, buvo skaitiskai modeliuojamos Sviesolaidinés strukturos, tokios kaip
griztamojo rysSiai jtaisai, placiajuosciai filtrai, sviesos sugerti bei fluorescen-
cija stiprinancios terpés, kurios pasizymi trapecine, supergausine ir sinusoidine
gardeliy geometrija:

1. Pasiulytas trapeciniy Sviesolaidiniu gardeliy dizainas uztikrina pastovu
placiajuosti selektyvuma iki 99% per 46 nm spektrini ploti s poliarizaci-
jal bei erdvinio filtravimo rezima, apribota Reiléjaus zona. Analogiskas
veikimas realizuotas ir supergausinés formos dvigubos moduliacijos Svieso-
laidinémis gardelémis.
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2. Pirma karta Sriodingerio pavidalo potencinés duobés analitinis modelis
yra pasiiilytas Sviesolaidiniy filtry sistemoms. Siuo formalizmu galima
nagrinéti Sviesolaidiniy rezonansy charakteristikas priklausomai nuo po-
tencinés duobés parametry, kurie yra susieti su Sviesolaidzio geometrija.
Ties potencinés duobés krastu imanoma indukuoti siaurus sviesolaidinius
rezonansus, kuriuos galima panaudoti kaip naujus Sviesos monochromatoriy
ir poliarizatoriyu elementus.

3. Vienkryptis modu sklidimas Sviesolaidiniuose filtruose, kuris jgyvendinamas
asimetriskai ant filtro uzdéjus optini sugérikli, uztikrina didesne sugerti
nei simetrinés periodinés terpés. Siuos jtaisus galima pritaikyti Saules
elementuose.

4. Sviesolaidiniai rezonansai aktyviose periodiskai moduliuotose terpése, jei
rezonanso kokybé auksta, padidinus Sviesos-medziagos saveika, sustiprina
florescencija arba padidina stiprinimo koeficienta nulinés eilés difrakcini-
ams efektyvumams, priklausomai nuo $viesos spinduliuotés kritimo kampo.
Taigi, Sie jtaisai gali buti panaudojami kaip funkeiniai filtravimo/stiprinimo
elementai mikrolazeriy sistemose, arba $viesos kryptingos fluorescencijos
tyrimuose.

5. Atviros prieigos vartotojo sasaja "ZenScat" dvigubai sparéiau skai¢iuoja
difrakciniy gardeliy, Sviesolaidiniy filtry, fotoniniy kristaly difrakcinius
efektyvumus palyginus su komercine MCgrating programa. Tuo tarpu
vartotojo sasaja yra suderinta su genetiniu algoritmu, kuris panaudoja-
mas daugiasluoksniy fotoniniy struktury topologijos optimizavimui. Tai
galima panaudoti tiek akademiniams, tiek industriniams uzdaviniams
spresti. Pavyzdziui, plac¢iajuosciy veidrodziy, spektriniy filtry, erdviniy
filtru, poliarizatoriu ir difrakciniy elementy taikymams.

Ginamieji teiginiai

1. Vienasluoksnis Sviesolaidinis filtras gali buti parinktas veikti arti Reiléjaus
anomalijos - tokiu budu padidinant placiajuosti atspindi, o kampini at-
saka - siaurame diapazone.

2. Potencinés duobés kontinuumo krastas yra sritis, kuomet fotoninés busenos
nebeegzistuoja sviesolaidiniame rezonatoriuje ir yra randamos prie Reiléjaus
anomalijos. Ties Sia sritimi, Sviesolaidinio rezonanso spektriné forma igija
astrig asimetrine smaile su siauréjanciu plociu ties puse maksimumo.

3. Neermitiné PT asimetriné sistema yra realizuojama, kai metaliné ar sug-
erianti medziaga yra asimetriskai iSdéstyta ant periodinio Sviesolaidinio
filtro taip, kad C5 simetrija panaikinama. Toks elementarus narvelis gali
padidinti Sviesos sugertj.
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4. Sviesa stiprinancios plonasluoksnés strukturos keic¢ia sviesolaidinio rezo-
nanso dazni ir abu reiskiniai padidina Sviesos stiprinima statmenai ir
kampu krentanciai Sviesos s ir p poliarizuotai spinduliuotei.

5. Periodiskai moduliuoty terpiu skaitinis modeliavimas ir ju analizé, pa-
sitelkus dazninés erdveés skaitinius metodus, kompiliuotuos C++ kalba,
yra greitesnis ir islaiko konvergavima tiek pasyviems, tiek aktyviems 2D
fotoniniams elementams, palyginus su komercinémis programomis.

Skaitmeniniai algoritmai, panaudoti tyrimo metodikoje

Siame darbe naudojamas 2D RCWA algoritmas, kuris yra suderintas su
genetiniu algoritmu siekiant skaitmeniskai modeliuoti Sviesolaidiniy filtry
difrakcinius efektyvumus ir spresti filtru geometrijos optimizavimo uzdavinius.
Tuo tarpu 2D FDFD algoritmas yra naudojamas sviesolaidiniu rezonansy lauku
skirstiniams apskaic¢iuoti. Difrakcinis efektyvumas yra elektromagnetinés galios
dalis, tenkanti difrakcinei eilei tiek pralaidumo srityje, tiek atspindzio srityje.
Nulinés eilés difrakciniai efektyvumai yra iSmatuojami eksperimentiskai, todél
tik tos dalys i$ skaitmeniniy skaiciavimy yra pateikiamos siame darbe.

Furjé modalinis metodas (angl. FMM) yra RCWA atitikmuo ir Sio algo-
ritmo fizikiné esmé yra periodiskai pasiskirsCiusiy dielektrinés ir magnetinés
skvarbu funkciju skleidimas Furjé eilutémis. Kadangi elektrinis ir magne-
tinis laukai atkartoja gardelés periodiskuma ir pasizymi poslinkio simetrija
- tai atitinka Blocho teorema. Todél RCWA algoritmas veikia pagal kieto
kiino fizikos principus. Sio algoritmo koncepcija yra pavaizduota [3| pseudo-
algoritme, kur skaic¢iuojamos elektrinio ir magnetinio lauky Furjé komponenciu
amplitudés, taip vadinamos Blocho modomis kiekvienai erdvinei harmonikai.
Erdviné harmonika siuo atveju yra skleidimo j Furjé eilute eilé, t.y., sveikas
skaicius, padaugintas i$ atvirkstinio gardelés periodo /2\—: Tai traktuojama kaip
periodiniy krastiniy salygu pasekmé. Sékmingai radus Blocho modu skirstinius
elektriniui ir magnetiniam laukams bei Blocho modu sklidimy koeficienty nar-
ius vienam diskreciam sluoksniui, jie jtraukiami j pralaidumo (angl. transmit-
tance) arba sklaidos (angl. scattering) matricy formalizmus, kurie naudojami
norint sujungti diskrecius sluoksnius, ir tokiu budu apskaiciuoti difrakcinius
efektyvumus fotoninio elemento padékle (angl. substrate) ir virSaus (angl. su-
perstrate). Sios terpés traktuojamos kaip begalines RCWA ir FDFD modeliu-
ose.

Baigtinio skirtumo dazninéje erdvéje (FDFD) metodika yra matricine, kaip
RCWA, tadiau matricos (arba masyvai) yra isretintos (angl., sparse matrices),
o palyginus RCWA metode masyvai yra pilni. Dauguma elementuy is iSretinty
masyvy turi "0" vietoje baigtiniy reiksmiy, todél masyvuose yra iSsaugojamos
tik baigtiniu reikSmiyu vertés ir ju indeksai. Baigtinio skirtumo metodo algo-
ritmas yra pavaizduotas [l| pseudoalgoritme. Visi nariai kairéje puséje yra 2D
masyvai, kuomet desinéje - 1D masyvas. Dielektriniy ir magnetiniy skvarby
masyvai yra suformuojami diagonalinés iSretintos matricos pavidalu, tuo tarpu
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daliniy iSvestiniy masyvai turi nediagonalinius elementus, kurie daro jtaka
diferencialinio masyvo A simetrijai. Pagrindiné lygtis, kuri sprendziama, yra
f = A~1p pavidalo, kur b yra lauko Saltinis, o A yra gradiento operatori-
aus masyvas, kurio daliniy iSvestiniy elementai normuoti i dielektrinés ir mag-
netinés skvarby tenzorius. Periodinés krastinés salygos sudarytos skersine kryp-
timi ir tobulas elektromagnetiniy bangu sugériklis yra iterptas pagal lazerio
pluosto sklidimo krypti padékle ir prietaiso virSuje, difrakciniai efektyvumai
atspindziui fiksuojami sklaidyto lauko zonoje, o pralaidumo srityje - pilno sig-
nalo, t.y., sklaidyto ir krentanc¢io lauky superpozicijoje.

Sviesolaidiniy mody rezonanso ypatumai

Sviesolaidiniy modu rezonansu veikimas susideda, i§ dvieju fizikiniu reigkiniu
- Sviesolaidyje sklindanc¢iy mody mechanizmo ir i$ Sviesos sklaidos nuo peri-
odiskai moduliuoty pavirsiy (difrakciniy gardeliy).

Sviesolaidziy veikimas paremtas visiskojo vidaus atspindzio principu, kuomet
Sviesolaidzio Serdyje sklindanti Sviesa pagal Sviesolaidzio geometrija ir visisko
vidaus atspindzio salygas sudaro diskrecias sklindan¢iy mody busenas, kurias
kiekybiskai apibudina ju laukuy skirstiniai ir efektinis luzio rodiklis. Efekti-
nis luzio rodiklis yra Sviesos greicio santykis su Sviesolaidinés modos faziniu
grei¢iu. Zemiausios eilés moda yra labiausiai koncentruota ties $viesolaidzio
Serdimi, todél jos efektinis luzio rodiklis yra artimiausias Serdies luzio rodik-
liui. Pats paprasciausias Sviesolaidis yra vienmaté Serdies ploksté, apribota
padéklu ir virSutine terpe. Serdies geometrija tokiu atveju riboja modu sk-
lidima tik viena, statmena, kryptimi. Todél ties ja ir turés 1D amplitudziy
skirstinius ir jie apskaiciuojami 1D FDFD metodu.

Difrakciniy gardeliy veikimo principas subtilus, kadangi uztenka periodiniy
krastiniu salyguy, t.y., zinoti strukturos skersinio periodo verte, difrakcijos eilg,
gardelés, padéklo ir virsutinés terpés luzio rodikliy vertes bei lazerio pluosto
kritimo kampa, kad nuspéti, kokiais kampais pasireiskia kritusios bangos difrak-
cija. Tai paprastai apibudinama gardelés lygtimi . Taciau yra neaisku,
kaip apskaic¢iuoti difrakcinius gardelés efektyvumus sviesolaidziams, kurie turi
bent viena periodiskai moduliuota pavirsiy. Tokiu atveju pasitelkiama RCWA
ir FDFD skaitmeniniais metodais, kurie sprendzia Maksvelio lygtis dazninéje
erdvéje, ir Sie algoritmai pritaikomi tokioms strukturoms.

Svarbu pastebéti, kad pereinant i$ vieno difrakcinio rezimo i kita, atspindzio
ir pralaidumo koeficienty spektriniai ir kampiniai skirstiniai patiria trukius ir
pasizymi astriais, netolydziais bruozais. Tie trukiai ivardijami kaip Reiléjaus
anomalijos, o ju priezastis - papildomy difrakciniy eiliu staigus atsiradimai ir
iSnykimai, kei¢iant Sviesos dazni ir bangos kritimo kampa i gardele. Reiléjaus
anomalija nepriklauso nuo krintancios poliarizacijos, o priklauso nuo elektro-
magnetinés bangos kritimo kampo, gardelés skersinio periodo padéklo ir virsutinés
terpés luzio rodikliy. Nuo krintancios sviesos poliarizacijos priklauso tik fotoniniy
itaisy difrakcinio efektyvumo vertés. Jos yra svarbios sio darbo tyrimu $viesolaidiniy
rezonansy busenoms apibudinti.
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Sviesolaidiniai rezonansai pasireiskia, kai 1D $viesolaidzio plokstés bent
vienas pavirsiaus luzio rodiklis yra periodiskai moduliuotas. To pasekmé yra
padidinta sietis tarp krentancios bangos ir difrakcinés eilés per gardele sklin-
dancig sviesolaiding moda. Kokybiskai efektinio luzio rodiklio priklausomybe
nuo lazerio pluosto kritimo kampo ir bangos ilgio galima aprasyti ir analitiskai
(1.9). Tai difrakcijos lygtis, apribota padéklo ir virsutinés terpés luzio rodikli-
ais. Su Sia nelygybe galima nuspéti sritis, kuriose pasireikstu tokie rezonansai,
pilnai siejantys kritusia banga su nulinés eilés atspindéta banga. Rezonansy
busenos ties staciu lazerio pluosto kritimo kampu yra iSsigimusios, t.y., skirtin-
gos busenos, atitinkancios tuos pacius rezonansy daznius. ISsigimimas elimin-
uojamas keic¢iant lazerio pluosto kritimo kampa. Taip pat Sviesolaidinio re-
zonanso reiskinys pasizymi savo kampiniu ir spektriniu jautriais, pilnu vei-
drodiskuoju atspindziu, siaurajuosciu pralaidumu bei ju asimetrinémis spektro
formomis. Centrinis rezonanso bangos ilgis, spektrinis plotis, atspindzio rezo-
nanso asimetrija ir rezonansy (sklindanc¢iy moduy) kiekis priklauso nuo Svieso-
laidzio geometrijos, periodiskumo, krentancios lazerio pluosto poliarizacijos,
gardelés luzio rodikliy kontrasto ir nuo padéklo ir virsutinés terpés luzio rodikliu
ver¢iy. Sie itaisai pasizymi tiek auksta, tiek Zema rezonansu kokybémis, spek-
triniu ir kampiniu jautriais, yra taikomi erdviniams, spektriniams filtravimams
bei gali buti naudojami kaip placiajuosciai veidrodziai bei poliarizuojantys fil-
trai. Pagrindinis privalumas yra tas, kad Siems taikymams uztenka vieno slu-
oksnio Sviesolaidinéms busenoms sukelti, o difrakciniai efektyvumai ties Siais
rezonansais gali pasizyméti placios arba siauros juostu spektriniais plodiais.

Placiuojascio atspindzio riba ties Reiléjaus anoma-
lija - antras skyrius

Siame darbe nagrinéjamas placiajuostis atspindys, kurio kampinis jautris
yra apribojamas Reiléjaus anomalija. Siekiant pagaminti sta¢iakampés formos
gardeles, gamybos baigtinéje stadijoje neislaikoma tobula forma ir gardelés am-
plitudé turi tam tikra nuolydj ties krastais, o pati gardelés forma viename pe-
riode - trapeciné. Pastebima, jog trapecinés formos Sviesolaidinéms gardeléms
Reiléjaus anomalija iSlaiko placdios juostos atspindi (99 proc.) nuo Ag = Azngun
bangos ilgio statmenai krentanciai bangai. Tokia vieno sluoksnio sistema gali
pakeisti mikro-lazeriuose naudojamus daugiausluoksnius Brego veidrodzius. Sis
bangos ilgis nusako sub-bangine difrakcijos riba, kur mazesniems bangos ilgiams
- staigiai atsiranda papildoma difrakcijos eilé ties staciu Sviesos kritimo kampu.
Kampinis jautris, apribotas Reiléjaus anomalija, pasizymi tokia charakteris-
tika: Ap = Agz(ngun £ sinf), kur 6 yra Sviesos kritimo kampas, o ng,, yra
padeéklo, luzio rodiklis. Ties siais bangos ilgiais atspindzio koeficientas apribo-
jamas visame kampiniame diapozone s poliarizacijai (TE pol.), kuomet Svieso-
laidis p poliarizaicijai (TM pol.) pasizymi pilnu pralaidumu ir Sviesolaidiniais
rezonansais. Trapecinés formos filtras yra pavaizduotas pav. a), atspindZio
nulinés eilés spektras pav. b), Reiléjaus anomalijos apribotas placiaju-
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6.8 pav. Trapecijos formos Sviesolaidinis filtras (a), filtruojantis kritusia Sviesa
per difrakcijg, o filtruotas pluostas yra atspindétas. Sios struktiiros atspindzio
skirstinys iliustruojamas (b) grafike, kuriame matyti placiajuostis atspindys
(priartintas, c). Jo difrakciniai efektyvumai nurodyti (c) grafike, kur raudonos
kreivés atitinka +1 difrakcines eiles.

ostis atspindys pav. c), o difrakciniy efektyvumy kampiné priklausomybeé
(jautris) 46.8 pav. d).

Trapecinis filtras pasizymi tokiais parametrais: virSutinis plotis wpet = 375
nm, apatinis gardelés wyop, = 175 nm, skersinis periodas A, = 638 nm, gardelés
gylis h = 238 nm, padéklo luzio rodiklis ng,, = 1.5 ir NboOs sluoksnis ngi, =
2.25, o Sviesolaidzio storis L = 580 nm. Filtras pasizymi dviguba periodine
moduliacija. Gautas placiajuostis atspindys yra realizuotas ties 46 nm plociu,
kuomet atspindzio koeficientas yra didesnis uz 99%, o tokios vertés pastovus
atspindys yra pilnai apribotas reilé¢jaus bangos ilgio Ar Skaitinio modeliav-
imo rezultatai taip pat parodo, jog Sis placiajuostis atspindys pasizymi bent
dviejais rezonansy minimumais pralaidumo spektre, todél sis reiskinys yra re-
alizuojamas Sviesolaidiniy rezonansu superpozicijos déka. Taigi uztenka bent
dvieju persiklojanciy sviesolaidiniy rezonansy arti Reiléjaus anomalijos, kad
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buty pasiektas placiajuostis atspindys.

Filtro gamyba yra igyvendinama naudojantis joninio pluosto dulkinimo
(angl. Ion Beam Sputtering) metodu. VirSutinis nusodintas sluoksnis yra
TasO5 sluoksnis (n = 2.04) ant trapecinés gardelés, kurios parametrai: A, =
625 nm, gardelés gylis h = 250 nm, padéklo luzio rodiklis ng,, = 1.47. Joninio
pluosto dulkinimo metodu uzaugintos dangos forma neatkartoja trapecinés
gardelés padéklo moduliacijos ir pasizymi padidéjusia dielektrine uzpilda ties
vienu periodu. Palyginus apskaic¢iuotus ir iSmatuotus filtro pralaidumus, gauta,
jog atspindys prie Reiléjaus anomalijos islieka, taciau jo veikimas gautas ties 4
nm spektriniu plo¢iu, kuris atitinka 99% pastovy atspindi.

Rezonansy spektrinés charakteristikos arti kon-
tinuumo krasto - trecias skyrius

Sis darbas sudarytas i§ triju daliy - analitinio formalizmo, skaitmeninio
modeliavimo palyginimo su analitikos gautais rezultatais ir galiausiai - pagam-
intos Sviesolaidinés sistemos iSmatuoty atspindzio spektry palyginimas su RCWA
modelio rezultatais. Nagrinéjama problema yra nesimetrinés formos rezonansas
atspindyje, kuris pasizymi netolydumu ties Reiléjaus anomalija. Siuo atveju
sklindancio lauko amplitudé yra koncentruota ties moduliuoto padéklo pavirsi-
umi.

a) V(z) Oll b)

R(E) 9)
. (&,

Atspindétas pluostas

V
v, | 4
E . “
Krentantis pluostas
d) Y(Z)T a

0 h

Oras

Padéiklas

I

Nv

6.9 pav. Potencinés duobés schema (a) su suristu biseny rezonansais (b). Si
schema atitinka $viesolaidiniy moduy filtro struktura (c¢). Moduliacijos gylis h
atitinka sieti tarp kritusio Sviesos pluosto, Sviesolaidinés modos ir atspindéto
lazerio pluosto, kuris pavaizduotas d).

Analitiné tyrimo dalis nagrinéja Sriodingerio lygties sujungima su iSoriniu
Saltiniu, o lygéiai yra priskirtas potencinés duobés modelis, kurio koncepcija
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pateikta [6.9] pav.. Lygéiai iSspresti yra priskirtos dvi spéjiniy dalys: superpozi-
cija tarp sviesolaidinés suristos busenos ir Fabri-Perot modos. Tokiu atveju, kai
iSorinis laukas su tolydziu spektru saveikauja su diskrec¢iomis potencinés duobés
busenomis, rezonaninis atspindzio koeficientas praranda simetrijos forma, bet
spektrinés kreivés islieka tolydzios. Tokie rezonansai vadinami Fano rezonan-
sais. Svarbu paminéti, kad potencinés duobés modelis yra Fabri Perot sistema,
kuri nusako, jog tokios busenos negali potencinéje duobéje egzistuoti be galo
daug laiko, taigi jos pasiZymi nuostoliais pralaidume ir atspindyje. Suradus Sios
sistemos bendra atsako funkcija, galima jvertinti potencinés duobés atspindzio
koeficienta. To pasekoje yra sukurtas bendras analitinis modelis siekiant istirti
suristy fotoniniu biisenu priklausomybe nuo potencinés duobés parametry. Svieso-
laidinis filtras, kuris atitinka Sig sistema, yra parinktas tik su pirmu nemod-
uliuotu pavirsiumi, pagal kuri analitinis formalizmas yra iSvestas. Tokia sis-
tema pasizymi dviejais nesimetrinés formos rezonansais, kurie atitinka suris-
tas busenas potencinés duobés viduje. Pirma yra suriSta busena, kuri yra
giliai duobéje. Tokio rezonanso atspindzio smailé yra tolydi ir gali pasizyméti
Lorentz’o rezonanso forma, jeigu jos busena egzistuoja labai giliai duobéje. Jos
atsako funkcija kinta proporcingai nuo energijos AE~!. Kita dalis priklauso
busenai arti duobés krasto (angl. Edge of Continuum), kuomet atspindzio
smailé néra tolydi. Jos atsako funkcija kinta pagal AE~/2 priklausomybe.
Cia AE yra energijos nuokrypis nuo potencinés duobés krasto, kuris parodo
ribg tarp suristyu diskrec¢iu busenu ir laisvai sklindancios bangos, kurios spektras
yra kontinuumas, o potencinés duobés krastas atitinka Reiléjaus anomalija.
Nesimetrinés formos atspindys taip pat randamas skaitinio modeliavimo
déka i$ atspindZio spektrinio/kampinio skirstinio ties 8° kritimo kampu. Kei¢iant
elektromagnetinés bangos kritimo kampa, spektro plotis ir atspindzio smailés
koeficientas sumazéja, kaip ir analitikoje ir tokiu budu identifikuojamas rezo-
nansas, kuris atitinka surisSta busena ties potencinés duobés krastu. Vadovau-
jantis analitiniais skaiciavimais, tokio rezonanso plotis ties pusé maksimumo
sumazéja per 4 eiles kei¢iant potencinés duobés sieties koeficienta vy =~ h”/\—*ol,
kuris nusako kreivés ploti. Cia n yra moduliuotos viesolaidzio dangos luzio
rodiklis, h yra gardelés moduliacijos gylis, o A\¢p yra vakuumo bangos ilgis.
Sviesolaidiniy filtry gamyba yra realizuota IBS metodu. Pavirsiaus ésdinimas
aktyviais jonais yra pritaikytas trapecinei gardelei siekiant suglotninti pavirsi-
aus moduliacija bei sumazinti moduliacijos gyli. Padéklo moduliacijos gylis
sumazintas iki 220 nm ir gardelés forma islieka supergausiné, su plociu ties
pusé aukséiu 306 nm, o funkcijos eilé m = 2. Siuo atveju NbyOs yra panau-
dotas Sviesolaidzio sluoksnio augimui, sluoksnio storis po dangos nusodinimo
yra 530 nm. Uzgarinto sluoksnio morfologija pakitusi - dangos uzpildas vien-
ame periode skersine kryptimi yra padidéjes, taciau atspindziy charakteristikos
prilygsta modeliuotam nulinés eilés atspindziui. Kita vertus, Reiléjau anomal-
ijos apribotas plac¢iajuostis atspindys irgi sékmingai gautas su A\ = 43.25 nm
pastovaus atspindzio plo¢iu. Kampinio atsako plotis irgi padidéjes dél Sviesolai-
dinio sluoksnio morfologijos, palyginus su trapecinés gardelés atspindziu. Ties
4 laipsniu bangos kritimo kampu randamas nesimetrinés formos rezonansinis
atspindys tiek s, tiek p poliarizacijoms ir ju forma atitinka potencinés duobés
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modeliu paskaiciuotas kreives.

PT asimetrijos jtaka SMR charakteristikoms -
ketvirtas skyrius

Siame skyriuje nagrinéjama kompleksinio luzio rodiklio jtaka $viesolaidiniu
moduy rezonansams, difrakciniy efektyvumuy skirstiniams, kuomet suristi laukai
Sviesolaidzio viduje gali buti susieti su sugerianciu sluoksniu. Tam palygi-
nami simetriskai ir asimetriskai iSdéstyti sugérikliai ant periodiskai moduliuoto
sviesolaidzio.

Siame darbe pasitelkiama nesimetrine sugertimi, kadangi tokiu budu suke-
liama kompleksinio luzio rodiklio moduliacija, kuri moduliuoja ir Sviesolaiding
moda. Periodiné luzio rodiklio moduliacija pasireiskia taip

An =~ Ange cos kx + jAnyy, sin kx. (6.3)

Isskleidus harmonines f-jas i ju kompleksines eksponentes ir, jterpus Ang, =
Angy,, tokiu atveju atvirkstinéje erdvéje moduliuosis tik viena Sviesolaidinés
modos banginio vektoriaus komponenté (+k), o tuo tarpu kita erdviné kompo-
nenté (-k) pasisalins:

An = Ange™™ (6.4)

Taip ir realizuojama PT (angl. Parity Time) asimetrija, kuomet signalo dazninés
komponentés nebetenkina veidrodinés simetrijos ir sklindanti sviesolaidiné moda
Sviesolaidyje tampa vienkrypteé.

Siame darbe nagrinéjama asimetriskai iSdéstytas sugeriklis ant skaidrios
moduliuotos rezonansinés dielektrinés dangos. Ju déka galima susieti krentanti
elektromagnetinj lauka su sugerikliu, taciau, jeigu sugertis pakankamai didelé
(metalo atveju), rezonansai gali nepasizyméti siauromis spektrinémis juostomis
- sumazéty ju kokybé ir pasikeisty rezonanso daznis ties smaile. Remiantis
analitiniu suristy bangyu modeliu, nesimetrija gali padidinti Sviesos sugerti su
nesimetriniu sugériklio idéstymu, palyginus su simetriniu. Siam palyginimui
igyvendinti pasitelkta Sviesolaidiniu rezonatorium su lygaus pavirsiaus padéklu,
o dangos pavirsius pasizymi supergausine moduliacija, kaip ir praeitame skyri-
uje, tik moduliacijos gylis h = 200 nm, o storis L = 460 nm. Plonasluoksné
sviesolaidiné terpé yra TiOg, n = 2.35, o nikelis yra sugerianti terpé, kurios
luzio rodiklis atitinka ny; = 2.4 — 2.35. RCWA metodu paskaic¢iuotas sug-
erties spektrinis skirstinys tiek asimetriniui, tiek simetriniui, rezonatoriams.
Rezonatoriy strukturos ir Sviesolaidinés modos vienpusio sklidimo koncepcija
yra iliustruojamos pav. a) ir b). Palyginus simetriskai ir asimetriskai
isdéstytus sugériklius ant gardelinio Sviesolaidzio, asimetrinis iSdéstymas pa-
didina sugerties koeficienta 4/3 karto nei simetriskai iSdéstyta struktura esant
nemoduliuotam padéklui. Sis parametras vaizduojamas pav. c).

Analitinis suristy modu formalizmas yra pasiulytas siekiant palyginti, kiek
daugiau sugerties galima gauti su tokia rezonatoriy konfiguracija. Fabri-Perot
terpé yra susieta kartu su sugeriancioje terpéje gestancia Sviesolaidine moda.
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6.10 pav. Viena kryptimi sklindandios $viesolaidinés modos koncepcija (a ir
b), kur dél nesimetriskai iSdéstyto sugeriklio padidéja sugertis (c). Dviguba
moduliacija pasiZymintis supergausinis filtras (d) ir jo atitinkamai paskai¢iuoti
(e) ir iSmatuoti (f) sugerties spektrai.

Sieties koeficientai yra kompleksiniai ir yra iSreiksti per realig ir menama dielek-
trines konstantas Aege ir A€y, atitinkamai. Sis modelis laikosi prielaidos, jog
sviesolaidinés terpés (dangos) sugertis o yra maza palyginus su FP modos gy-
vavimo trukme 7, t.y., a7 < 1. Suradus intensyvumo sugerties koeficienta,
analitiniu modeliu spéjama, jog parinkus Zemos sugerties rezonanso sistema,
sugertis gali buti padidinta iki 8/5 kartu daugiau su nesimetriniu sugérikliu.
Siekiant §i reiskini igyvendinti, pasitelkta TiOq ir Ni nusodinimai ant su-
pergauso moduliacijos gardelés, kurio SEM nuotrauka pateikta pav. d).
Nikelis nusodintas ant $viesolaidzio 50 nm storiu, uztikrinant asimetrija ir tokiu
budu pagaminamas dvieju moduliuoty pavirsiy sviesolaidinis filtras. Dél dvigu-
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bos moduliacijos pasireiskia stipri sugertis ties Reiléjaus zona (teigiamas bangos
kritimo kampas) ir aiSkiai matosi sugerties trukiai ties jomis, kas iliustruojama
6.10| pav. e) ir f) grafikuose.. Ties Reiléjaus zonomis yra sugerties padidéjimas
teigiamiems Sviesos kritimo kampams, o ties neigiamu kampu - staigus sugerties
spektro kritimas krentanciai Sviesai su s poliarizacija. Tokie prietaisai su gali
buti palankus kaip fotodetektoriai arba kaip naujos kartos Saulés elementai.

SMR panaudojimas $viesos stiprinimui - penktas
skyrius

Stipri sviesos lokalizacija periodiskai moduliuotame sviesolaidyje pasizymi
aukstos kokybés ir siauro spektrinio ploc¢io rezonansais, kuriy kokybés fak-
toriai kinta nuo 300 iki 1000 luzio rodiklio kontrastui An = 0.5, sumazinus
sviesolaidinio filtro moduliacijos gyli h. Siauras spektrinis plotis uztikrina ilga
rezonanso islikima pacCiame Sviesolaidyje ir, jeigu Sviesolaidiné terpé yra ak-
tyvi, ji tuo tarpu sustiprins ir rezonansing modg butent dél aukstos rezonanso
kokybés, kas budinga ir Purcel’io efektui - spontaninés emisijos padidéjimui
palyginus su nerezonansine terpe [83, 84]. Sviesolaidzio dizainas yra ilius-
truojamas pav. a) su atitinkama aukstos kokybés Sviesolaidine moda.
Stiprinanti terpé siame darbe yra parinkta perovskito medziaga su Lorenco
formos stiprinimo kreive, kur kompleksinio luzio rodiklio verté ties smaile yra
n = 2.04 —2.7-1073j, kur j = v/—1. Kadangi atspindZio rezonansai siauri ir
siame darbe spektriniy ploc¢iy ties pusé maksimalaus rezonanso plocio siekia 1.0
nm statmenai krentanciai elektromagnetinei bangai ir 0.8 nm krentanciai ban-
gai iki 1 laipsnio kritimo kampo, kokybés faktorius yra nuo 10? iki 102 eilés ir
gali selektyviai stiprinti krentancia elektromagnetine spinduliuote, esant mazai
spektrinei rezonanso modifikacijai. Tokios aktyvios sistemos gali buti panaudo-
tos Sviesos ir medziagos saveikos stiprinimui ir kaip aktyvus filtrai mikrolazeriy
sistemose.

Siame darbe pasitelkta genetiniu algoritmu siekiant rasti Sviesolaidinio filtro
geometrinius parametrus, kurie padidina difrakciniy efektyvumu vertes daugiau
uz 0 dB - padidinti stiprinima atspindzio Ry ir pralaidumo T vertéms staciai
krentanciai elektromagnetinei spinduliuotei. Pati plonasluoksné $viesolaidzio
struktura ant SiO5 padéklo yra aprasoma kaip Lorentz’o antirezonansiné terpé
su AX =~ 30 nm stiprinimo juosta, o stiprinimo koeficientas ties 690 nm smaile
yra 500 cm~!. Optimizavimas atliktas s ir p poliarizacijoms atskirai ir atitinka-
mai pasizymi sup-difrakciniu ir sub-difrakciniu veikimo rezimais. Pirmasis rezi-
mas sustiprina tik vienos poliarizacijos krentancia banga ties 0 laipsniy kritimo
kampu tiek pralaidumo, tiek atspindzio srityse iki 40 dB ties 690 nm ir pasizymi
siaurais kampiniais jautriais. Tuo tarpu p poliarizacijos optimizuotam jtaisui
sub difrakciniam rezime veikiantis elementas pasizymi padidintu stiprinimu ir s,
ir p poliarizacijoms. o difrakciniy eiliy vertés siekia 40 dB ties nuliniu kritimo
kampu p poliarizacijai, kas iliustruojama pav. b) ir ¢). Abu rezimai
pasizymi kampiniais jautriais iki 0.2 laipsnio. Pakeitus kritimo poliarizacija
Sviesolaidinis rezonansas patiria raudong poslinki ir islaiko stiprinima, kuomet
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6.11 pav. Aktyvios Sviesolaidinés terpés su harmonine moduliacija dizainas (a)
bei atspindzio (b) ir pralaidumo (c¢) spektrai p poliarizacijai.

kompleksiné luzio rodiklio dalis sumazéja iki 10 kartu vien dél padidéjusios
rezonanso kokybés, o tai atsiranda dél sumazéjusio AN = 0.8 nm spektrinio
plocio.

Genetinis algoritmas padéjo suderinti rezonansg aktyviai terpei. Jeigu terpé
yra pasyvi, t.y., pasizymi pastoviu luzio rodikliu be sugerties nuostoliy ar
stiprinimo, rezonanso kreivés pasislenka i mélyng sriti. Rezonanso smailiy
poslinkiai yra iki 1 nm - vadinasi stiprinanti terpé (dispersija) modifikuoja
pati rezonansa, todél geometrijos derinimas optimizacijos metodu yra butinas,
siekiant suderinti Sviesolaidini rezonansa kartu su Sviesolaidzio kompleksiniu
luzio rodiklio maksimumu.
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Siekiant analiziskai aprasyti tokia Sviesolaidiniy mody rezonanso saveika su
stiprinancia terpe, pasitelkta periodiskai suristy harmoniniy osciliatoriy mod-
eliu, kur kiekvienas osciliatorius tarpusavyje yra periodiskai suristas. Si sistema
yra naudojama kaip terpé, per kuria sklinda periodiskai moduliuota banga.
Sis modelis modifikuojamas prijungiant prie osciliatoriy grandinés papildoma
osciliatoriy kaip perturbacija, kuris pasizymi tiek sugerties nuostoliais, tiek
stiprinimu. Tokia sistema pasizymi sietimi tarp dvieju daliy, kur klasikiné pe-
riodiné osciliatoriaus dalis pazyméta "A", o apatinis osciliatorius "B", o sietis -
Kkap bei kpa ir iSplésta lygciu sistema yra nurodyta lygtyje:

%A 0A
8720 = wi(/Ll + A1 — 2A0) — 2’}/,487; + K/ABOJ(B — AO), (65&)
—_—

Nuostoliai nuo A

Osciliatoriaus laplasianas Sietis tarp A-B

0’B 0B
Erl = —OJSB — Q’YBE +kpaw(Ao — B). (6.5b)
—_—
—_——

Nuostoliai nuo B Sietis tarp B-4

Cia terminai ,osciliatoriaus laplasianas" ir ,nuostoliai nuo A" nurodo peri-
odinés grandinés charakteristikas, kuomet néra perturbacijos B. Su papildoma
perturbacija, atsiranda sietis, perturbacijos savasis daznis wy ir nuostoliy ko-
eficientas yp atitinkamai nurodo osciliatoriaus B charakteristikas. Sios siste-
mos fizikiné interpretacija tokia - Ay ir B osciliatoriu jungtis imituoja Fabri-
Perot terpe, o B taselis imituoja $viesolaidini rezonansa. Osciliatorius Ag pe-
riodinéje grandinéje turés atsako funkcija ir pasizymés bangos sklaida, jeigu
banga yra paleidziama sklisti tokios perturbacijos link. Todél pasirenkami
+1 osciliatoriai ir banginés funkcijos, kurios tenkina laplasiano lygti ’9;‘20
wa(A_1 + A1 — 24;). Osciliatorius +1 nurodo pralaidumo sritj, kas atitikty
padékla realiai rezonatoriaus sistemai, o —1 nurodo virsutine terpe, kurioje
egzsituoja krentanti ir atspindéta bangos. Galy gale iSvedama atsako f-ja
S(w) ir randama amplitudé Ay, i$ kuriy atitinkamai randami kompleksiniai
atspindzio ir pralaidumo koeficientai r ir t.

Taigi, Sis modelis yra pritaikomas p poliarizacijai, kadangi genetinis al-
goritmas uztikrino didZiausia stiprinimg sub difrakciniam rezime. Analitinio
modelio parametrai genetinio optimizavimo procediiros déka rasti tokie, ties
kuriais pralaidumo ir atspindzio koeficientai kokybiskai sutampa su skaitiskai
modeliuotais. Vienas neatitikimas yra rezonansinio daznio wp nesutapimas su
smailés dazniu wy. To priezastis yra rezonanso daznio poslinkis dél nuostoliy
ar stiprinimo bei nuo sieties koeficienty, kurie spektriskai paslenka pralaidumo
minimuma nuo atspindzio maksimumo. Tai paaiskinama krentancéios bangos
saveika tarp diskrecios Sviesolaidinés busenos. Toks pat rezultatas gaunamas ir
konservatyviai grandineés sistemai, kuomet sieties koeficientai kap = kpa = K
ir nuostoliy/stiprinimo koeficientai v4 g = 0.
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Vartotojo sasaja - SeStas skyrius

Siame darbe pristatoma "ZenScat' vartotojo sasaja, kurioje yra itraukti
2D RCWA ir 2D FDFD algoritmai, validacijos ir modalinio metodo konver-
gavimo tyrimai. Pagrinde RCWA algoritmo sklaidos ir pralaidumo matricy
metodai yra kompiliuoti "MatlabCoder" programélés déka i C++ kalba, kuri
uztikrina spartesnj difrakciniy efektyvumu skaiciavima, o 2D FDFD naudoja-
mas vietoje RCWA siekiant paskaiciuoti laukuy skirstinius. Vartotojo sasajos
koncepcija iliustruojama pav. Sasaja sudaryta iS naudotojo sasajos [6.12
pav. a), kurios parinktys - skaiCiuoklés ir optimizavimo sasaja pav. D)
ir elektromagnetiniy lauky skirstiniy skaic¢iuoklés sasaja, kuri pavaizduota[6.12]
pav. c).

a) Naudotojo sasaja

1 Tow=Bn . ‘ b) DE skaiciuoklés sasaja

= == gl W ‘\.
 mme WA

ot —_—

= i ’ g’-—é’-: | ©) EM lauky skaiCiuokles sasaja

6.12 pav. Vartotojo sasaja "ZenScat" su atidarymo programeéle a), difrakciniy
efektyvumu skai¢iuokle b) ir EM lauku skirstiniy skaic¢iuoklés sasaja c).

Siekiant jsitikinti, ar algoritmas ir vartotojo sasaja yra teisingai veikiancios
- sgsaja validuojama palyginus jos apskaicCiuotus difrakcinius efektyvumus su
publikuotomis mokslinéje literaturoje. Validacijos procedura yra atlikta svieso-
laidiniam filtrui su sta¢iakampés formos moduliacija (rezultatai pavaizduoti
pav.). Sis itaisas yra silicio nitrido moduliuotas $viesolaidis ant lydyto kvarco
pagrindo. Skaitiniai modeliavimai atlikti su FDTD, kuriuo siekiama charak-
teriziuoti Sio jtaiso spektrines charakteristikas kei¢iantis ir poliarizacijos ploks-
tumos kampui [147]. ZenScat vartotojo sasaja jvertino spektrinius atsakus su
4 nm poslinkiu TM poliarizacijai (smailé yra ties 742 nm), kas atitinka 0.53%.
Tai jtariama dél Siy autoriy panaudotos zemos tinklelio diskretizacijos Lumer-
ical terpéje, kuomet ZenScat panaudojo 1024 tasky gardelei pagal x krypti.
Pasak autoriy, skaitmeninis modeliavimas atliktas Lumerical komercine pro-
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grama, kuriame jterptas 3D FDTD metodas. Kitas nagrinétas pavyzdys yra
harmoninés funkcijos sankirtos, kurios atspindi TE ir TM poliarizacijas stat-
menu kampu (Zr. [6.3] pav.). Du sluoksniai panaudoti siekiant suderinti ge-
ometrija ir sulyginti Sviesolaidines busenas, kad nulinés eilés atspindys buty
vienodas tuo paciu kritimo kampu [148]. Autoriai pateikia Lumerical programa
apskaiciuotus rezultatus su rezonansais, kuriy smailés bangos ilgis yra 511 nm
TE ir TM poliarizacijoms, o ZenScat programa 510.6 nm, kas atitinka 0.4 nm
poslinki. Toliau, validacija atlikta sup-banginés gardelés erdviniam filtrui (7r.
6.4) pav.) ir pastovaus atspindZio optiniam sietuvui (Zr. pav.). Pusés mak-
simalaus aukscio kampinis plotis, ties kuriuo pasireiskia filtravimas, yra 0.127°,
o rezonanso spektrinis plotis ir smailés bangos ilgis: atitinkamai 0.6 nm ir 852
nm, kaip ir publikacijoje [36].

Tuo tarpu genetinis optimizavimas, kuris yra suderintas su kompiliuotomis
algoritmo dalimis, irgi pasizymi sparcia veika. Jis MATLAB terpéje yra nau-
dojamas rasti Sviesolaidiniy filtry topologija, kuri tenkina tikslo funkcijos min-
imuma. Pati algoritmo koncepcija, kuria naudoja Matlab programiné terpé,
yra apraSyta[§ pseudo-algoritme. Naudojantis genetinio optimizavimo procesu,
galima rasti geometrinius parametrus griztamojo rysio jtaisams, kuriy terpés
yra sugeriancios, arba aktyvios. Visais atvejais rastos sugerties ar stiprinimo
kreivés yra siaury juosty ir aitinka aukstos kokybés rezonansus tiek kampini-
ame, tiek spektriniame diapozonuose. Taigi, tokiu budu atviros prieigos varto-
tojo sasaja yra paruosta optimizavimo uzdaviniams vélesniuose tyrimuose.

Staciakampés formos gardeliy griztamojo rysio strukturoms yra atliktas
konvergavimo ivertinimas, t.y., apskai¢iuota nulinés eilés difrakciniu efektyvumuy
priklausomybé nuo erdviniy harmoniky raiskos tiek sub-difrakciniam, tiek sup-
difrakciniam veikimo rezimams. Jvertinta, jog bent 6 erdvinés harmonikos nuo
0 eilés (pilnai 13 eiliy nuo -5 iki 5) reikalingos pilnam konvergavimui tiek silicio,
tiek sidabro homogeniniams sluoksniams.

Rezultatai ir iSvados

1. Trapecinés formos moduliacija pasizymintys $viesolaidiniai filtrai yra
pasiulyti siekiant uztikrinti plac¢iajuosti nulinés eilés atspindi, kurio kampi-
nis atsakas yra Reiléjaus anomalijos apribotas, t.y., apribojimo bangos
ilgis yra Agp = Ay (nsup £ sind). Placiajuostis atspindys yra uztikrina-
mas bent dviejais rezonansais, o pastovaus atspindzio spektrinis plotis
AXg = 46 nm. Konforminés gardelés gamyba igyvendinta IBS metodu
formuojant TasO5 dangg ant trapeciné formos padéklo. Dél didelio slu-
oksnio storio dangos skersiné moduliacija neatkartoja padéklo formos,
bet, palyginus spektrines charakteristikas tarp iSmatuoto ir modeliuoto
nulinés eilés pralaidumy spektru, Reiléjaus efektu apribotas atspindys
islieka, kurio spektrinis plotis A\g = 4 nm.

2. Analitinis Sriodingerio modelis iSsprendzia bangos sklaidos nuo potencinés
duobés uzdavini s poliarizacijai. Sis metodas pritaikytas vieno moduli-
uoto pavirSiaus Sviesolaidiniy filtry spektriniam atsakui - nulinés eilés
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pralaidumo ir atspindZzio koeficientams - charakterizuoti. Potenciné duobé
pasizymi dviem veikimo rezimais - rezonansiniais atspindziais, kuriy busenos,
priklausomai nuo duobés gylio, yra asimetrinés formos ir $io rezonanso
smailé yra tolydi. Pasak analitikos, Sio rezonanso plocio ties pusé mak-
simumo mastelis proporcingas sieties koeficiento vy antrajam laipsniui,
o Fabri-Perot sistemos atsako funkcija proporcinga 1/E. Tuo tarpu ki-
tas rezonansas, esantis ties duobés krastu, pasizymi netolydzia, asStrios
formos smaile ir jos atsako funkcijos mastelis proporcingas /1/AE, o
rezonanso atspindzio plotis proporcingas koeficiento vy ketvirtam laip-
sniui. Pagaminti sviesolaidiniai filtrai - NboOs ant supergausinés modu-
liacijos padéklo, ties 4° kritimo kampu, pasizymi asimetriniu atspindziu
arti Reiléjaus anomalijos ir pladiajuosciu, Reiléjaus anomalija apribotu,
atspindziu ties pirmos eilés difrakciniyu efektyvumuy sankirta.

. Asimetrinis sugériklio isdéstymas ant Sviesolaidinio filtro pasizymi geresne,
padidinta banguy sugertimi s poliarizacijai, palyginus su simetriskai iSdéliotu
sugérikliu. Palyginus su analitiniu susiety bangy modeliu, absorbcija yra
padidinta per 8/5, RCWA modeliu pasirémus, sugertis padidéja per 4/3
dali. Dvigubos moduliacijos plonasluoksniy jtaisy asimetriné sugertis yra
stipriausia ties Reiléjaus bangos ilgiu Ag = A, (nsup £ sin 6) ir Sis efektas
atlieka sugerties ribojimo vaidmenj tarp pimuy difrakciniy eiliy. Tai par-
odo, kad pavirsinés bangos, sklindancios per padéklo pavirsiy, padidina
asimetring sugerti.

. Nulinés eilés difrakciniy eiliy padidintas stiprinimas yra budingas $vieso-
laidiniams rezonansams aukstai rezonansy kokybei, kas atitinka pakanka-
mai mazus rezonansy kreiviu plo¢ius. Pasirinkus auksta stiprinimo spektrini
ploti AXy =~ 30 nm, Sviesolaidiniai filtry geometriniai parametrai, pa-
sitelkus genetiniu algoritmu, yra randami ir tenkina didziausia padid-
inta optini stiprinima pirmos eilés sviesolaidiniams rezonansams. Opti-
mizacija svarbi tuo, kad suderinty rezonansg aktyviai terpei, kuri paslenka
rezonansg spektre per nanometruy eile . Sub difrakcinis stiprinimo rezi-
mas (Aznsyp < Ag) pasizymi Sviesolaidiniais rezonansais, kurie stiprina
nulinés eilés pralaidumo ir atspindzio koeficientus s ir p poliarizacijoms.
Tuo tarpu sup-difrakcinis veikimas pasizymi siaurajuosciu selektyvumu s
poliarizacijai, kur T% 1 o ir Ro,+; eilés egzistuoja.

. RCWA algoritmo skaitiskai modeliuoty stac¢iakampiy $viesolaidiniy filtry
difrakciniai efektyvumai yra palyginti su publikaciju pavyzdziais, kurie
apskaic¢uoti komercine 3D Lumerical programa. Siu jtaisy skirtumas tarp
apskai¢iuoty spektriniy smailiy bangos ilgiu atitinka 0.54%, o harmoniniy
gardeliu filtrams atitinka 0.08%. Tikétina, kad staciakampiy gardeliu
atveju Lumerical terpéje buvo panaudota maza resoliucija. Tuo tarpu
palyginimas su kita RCWA terpe staciakampiy Sviesolaidiniu gardeliy,
veikian¢iy sup-difrakciniame rezime, atveju: bangos ilgiu skirtumo tarp
smailiy néra. Kompiliuota "ZenScat" vartotojo sasaja su pralaidumo ir
sklaidos matricy algoritmais leidzia pasiekti 10 kart spartesnius difrakciniy
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efektyvumuy skaic¢iavimus iki 9 erdviniy harmoniky erdvinés rezoliucijos,
o nuo 11 erdviniy harmoniky, skaciavimo sparta siekia 1.5-2 karto, o tai
pravartu optimizavimo uzdaviniams.

142



Bibliography

[1]

C. Barrera Patinio, J. Vollet-Filho, R. Teixeira-Rosa, H. Quiroz, A. Dus-
san Cuenca, N. Inada, V. Bagnato, R. Rey-Gonzélez, Photonic effects in
natural nanostructures on Morpho cypris and Greta oto butterfly wings,
Scientific Reports, 10 (2020).

R. Vaz, M. Frasco, M. G. Sales, Photonics in nature and bioinspired de-
signs: sustainable approaches for a colourful world, Nanoscale Advances,
2 (2020).

J. P. Vigneron, J.-F. Colomer, M. Rassart, A. Ingram, V. Lousse, Struc-
tural origin of the colored reflections from the black-billed magpie feath-
ers, Physical review. E, Statistical, nonlinear, and soft matter physics,
73, 021914 (2006).

E. Armstrong, C. O’Dwyer, Artificial Opal Photonic Crystals and Inverse
Opal Structures — Fundamentals and Applications from Optics to Energy
Storage, Journal of Materials Chemistry, 3, 6109-6143 (2015).

R. Cersonsky, J. Antonaglia, B. Dice, S. Glotzer, The diversity of three-
dimensional photonic crystals, Nature Communications, 12 (2021).

J. Teyssier, S. Saenko, D. Marel, M. Milinkovitch, Photonic crystals
cause active color change in chameleons, Nature communications, 6, 6368
(2015).

J. D. Joannopoulos, S. G. Johnson, J. N. Winn, R. D. Meade, Photonic
Crystals: Molding the Flow of Light - Second Edition, Princeton Univer-
sity Press, rev - revised, 2 ed. (2008).

J. Lou, C. K. M. Fung, K. W. C. Lai, H. Chen, N. Xi, Z. Zhou, Chapter
10 - Design of Photonic Crystal Waveguides, N. Xi, K. W. C. Lai, eds.,
Nano Optoelectronic Sensors and Devices, Micro and Nano Technologies,
163-182, William Andrew Publishing, Oxford (2012).

H. S. Dutta, A. K. Goyal, V. Srivastava, S. Pal, Coupling light in pho-
tonic crystal waveguides: A review, Photonics and Nanostructures - Fun-
damentals and Applications, 20, 41-58 (2016).

B. Momeni, M. Chamanzar, E. S. Hosseini, M. Askari, M. Soltani,
A. Adibi, Strong angular dispersion using higher bands of planar silicon
photonic crystals, Opt. Express, 16, 14213-14220 (2008).

L. Wu, M. Mazilu, T. Karle, T. Krauss, Superprism phenomena in planar
photonic crystals, IEFE Journal of Quantum FElectronics, 38, 915-918
(2002).

143



[12]

[13]

[15]

[16]

[17]

[18]

H. Kosaka, T. Kawashima, A. Tomita, M. Notomi, T. Tamamura,
T. Sato, S. Kawakami, Superprism Phenomena in Photonic Crystals,
Physical Review B, 581 (1998).

E. Semouchkina, R. Duan, N. P. Gandji, S. Jamilan, G. Semouchkin,
R. Pandey, Superluminal media formed by photonic crystals for trans-
formation optics-based invisibility cloaks, Journal of Optics, 18, 044007
(2016).

L. Maigyte, K. Staliunas, Spatial filtering with Photonic Crystals, Applied
Physics Reviews, 2, 011102 (2015).

K. Staliunas, V. Sanchez-Morcillo, Spatial filtering of light by chirped
photonic crystals, Physical Review A, 79 (2008).

L. Grineviciuté, C. Babayigit, D. Gailevicius, M. Peckus, M. Turduev,
T. Tolenis, M. Vengris, H. Kurt, K. Staliunas, Nanostructured Multilayer
Coatings for Spatial Filtering, Advanced Optical Materials (2021).

D. Gailevicius, V. Purlys, K. Staliunas, Photonic crystal spatial filters
fabricated by femtosecond pulsed Bessel beam, Opt. Lett., 44, 4969-4972
(2019).

R. Rumpf, J. Pazos, C. Garcia, R. Wicker, 3D Printed Lattices with Spa-
tially Variant Self-Collimation, Progress In Electromagnetics Research,
139, 1-14 (2013).

R. Rumpf, J. Pazos, Synthesis of spatially variant lattices, Optics express,
20, 15263-74 (2012).

R. Rumpf, J. Pazos, Optimization of planar self-collimating photonic
crystals, Journal of the Optical Society of America. A, Optics, image
science, and vision, 30, 1297-304 (2013).

H. Kurt, M. Turduev, Generation of a two-dimensional limited-diffraction
beam with self-healing ability by annular-type photonic crystals, JOSA
B, 29, 1245-1256 (2012).

D. Vercruysse, N. Sapra, K. Y. Yang, J. Vuckovic, Inverse-Designed
Photonic Crystal Circuits for Optical Beam Steering, ACS Photonics,
8 (2021).

M. Koshiba, Y. Tsuji, M. Hikari, Time-domain beam propagation method
and its application to photonic crystal circuits, Journal of Lightwave
Technology, 18, 102-110 (2000).

Q. Hu, J. Zhang, K. Wang, L. Qian, Refractive index sensor with finite
dimensions based on a topological guided-mode resonance grating, Optics
& Laser Technology, 192, 113487 (2025).

144



[25]

J. Jang, D.-M. Geum, [.-S. Kang, Y.-W. Oh, S. Jung, H. Cho,
S. Kim, Guided-Mode Resonance Polarization-Sensitive Narrowband In-
GaAs Photodetector, Laser & Photonics Reviews, 19, 2401253 (2025).

Y. Ni, C. Chen, S. Wen, et al., Computational spectropolarimetry with
a tunable liquid crystal metasurface, eLight, 2, 23 (2022).

K. J. Shayegan, S. Biswas, B. Zhao, et al., Direct observation of the
violation of Kirchhoft’s law of thermal radiation, Nature Photonics, 17,
891-896 (2023).

H. S. Bark, M.-W. Park, J. E. Bae, K.-H. Jang, Y. U. Jeong, K. Lee,
F. Rotermund, T.-I. Jeon, Enhanced Terahertz Characterization of Mul-
tilayer Graphene on Guided-Mode Resonance Filter: Boosting Sensitivity
and Precision in Electrical and Optical Characteristics, Advanced Mate-
rials Technologies, 10, 2400603 (2025).

C. Wu, X. Wei, R. Wu, F. Deng, W. Hong, Strong coupling between
high-Q guided mode resonance and excitons in a mirror-coupled WS2
grating structure, Opt. Lett., 50, 2751-2754 (2025).

S. Bej, N. Tkachenko, R. Fickler, T. Niemi, Ultrafast Modulation of
Guided-Mode Resonance in a Nonlinear Silicon Nitride Grating, Ad-
vanced Optical Materials, 13, 2402632 (2025).

X. Wang, A. Diaz-Rubio, V. S. Asadchy, G. Ptitcyn, A. A. Generalov,
J. Ala-Laurinaho, S. A. Tretyakov, Extreme asymmetry in metasurfaces
via evanescent fields engineering: angular-asymmetric absorption, Phys-
ical Review Letters, 121, 256802 (2018).

M. Maleki, M. Mehran, Guided-mode resonance sensors: different
schemes for different applications, J. Opt. Soc. Am. B, 39, 1634-1643
(2022).

M. Gryga, D. Ciprian, L. Gembalova, P. Hlubina, Sensing based on Bloch
surface wave and self-referenced guided mode resonances employing a
one-dimensional photonic crystal, Opt. Express, 29, 12996-13010 (2021).

K. Shastri, F. Monticone, Nonlocal flat optics, Nature Photonics, 17,
36-47 (2023).

W. Shi, J. Gu, X. Zhang, Q. Xu, J. Han, Q. Yang, L. Cong, W. Zhang,
Terahertz bound states in the continuum with incident angle robustness
induced by a dual period metagrating, Photon. Res., 10, 810-819 (2022).

K. J. Shayegan, B. Zhao, Y. Kim, S. Fan, H. A. Atwater, Nonrecipro-
cal infrared absorption via resonant magneto-optical coupling to InAs,
Science Advances, 8, eabm4308 (2022).

145



[37]

[38]

[39]

[40]

[41]

[45]

[46]

[47]

[48]

J. Zhang, J. Ma, M. Parry, M. Cai, R. Camacho-Morales, L. Xu, D. N.
Neshev, A. A. Sukhorukov, Spatially entangled photon pairs from lithium
niobate nonlocal metasurfaces, Science Advances, 8, eabqd240 (2022).

T. Lee, J. Kim, I. Koirala, Y. Yang, T. Badloe, J. Jang, J. Rho, Nearly
Perfect Transmissive Subtractive Coloration through the Spectral Ampli-
fication of Mie Scattering and Lattice Resonance, ACS Applied Materials
& Interfaces, 13, 26299-26307, pMID: 34048213 (2021).

M. Li, M. Shi, B. Wang, C. Zhang, S. Yang, Y. Yang, N. Zhou, X. Guo,
D. Chen, S. Li, H. Mao, J. Xiong, Quasi-Ordered Nanoforests with Hy-
brid Plasmon Resonances for Broadband Absorption and Photodetection,
Advanced Functional Materials, 31, 2102840 (2021).

Y. Liao, M. Xia, Y. Wang, Y. Chen, X. Zhang, Resonant 2D Wavefront
Manipulation via Birefringent Guided-Mode Resonances in Dielectric
Phase Gradient Metasurfaces, Laser & Photonics Reviews, 19, €00339
(2025).

E. Klopfer, S. Dagli, D. I. Barton, M. Lawrence, J. A. Dionne, High-
Quality-Factor Silicon-on-Lithium Niobate Metasurfaces for Electro-
optically Reconfigurable Wavefront Shaping, Nano Letters, 22, 1703—
1709, pMID: 35112873 (2022).

S. Tibuleac, R. Magnusson, Reflection and transmission guided-mode
resonance filters, J. Opt. Soc. Am. A, 14, 1617-1626 (1997).

R. Amedalor, P. Karvinen, H. Pesonen, J. Turunen, T. Niemi, S. Bej,
High-Q guided-mode resonance of a crossed grating with near-flat dis-
persion, Applied Physics Letters, 122, 161102 (2023).

C. Liu, Y. Bai, J. Zhou, J. Chen, L. Qiao, Refractive index sensing by
asymmetric dielectric gratings with both bound states in the continuum
and guided mode resonances, Opt. Express, 29, 42978-42988 (2021).

M. J. Uddin, T. Khaleque, R. Magnusson, Guided-mode resonant
polarization-controlled tunable color filters, Opt. Ezpress, 22, 12307—
12315 (2014).

I. C. Benea-Chelmus, S. Mason, M. L. Meretska, et al., Gigahertz free-
space electro-optic modulators based on Mie resonances, Nature Commu-
nications, 13, 3170 (2022).

J. Feng, X. Wang, J. Li, et al., Resonant perovskite solar cells with
extended band edge, Nature Communications, 14, 5392 (2023).

D. Wang, Z. Liu, H. Wang, M. Li, L. J. Guo, C. Zhang, Structural color
generation: from layered thin films to optical metasurfaces, Nanophoton-
ics, 12, 1019-1081 (2023).

146



[49]

[50]

[51]

[52]

[53]

R. C. Rumpf, Design and optimization of nano-optical elements by cou-
pling fabrication to optical behavior, Ph.D. thesis (2006).

A. Taflove, S. Hagness, Computational electrodynamics: the finite-
difference time-domain method. 2nd ed, vol. 67-106 (2000).

R. C. Rumpf, Electromagnetic and Photonic Simulation for the Beginner:
Finite Difference Frequency-Domain in MATLAB, Artech House (2022).

S. Shi, C. Chen, D. Prather, Plane-wave expansion method for calculating
band structure of photonic crystal slabs with perfectly matched layers,
Journal of the Optical Society of America. A, Optics, image science, and
vision, 21, 1769-75 (2004).

M. G. Moharam, D. A. Pommet, E. B. Grann, T. K. Gaylord, Stable
implementation of the rigorous coupled-wave analysis for surface-relief
gratings: enhanced transmittance matrix approach, J. Opt. Soc. Am. A,
12, 1077-1086 (1995).

L. Li, J. Chandezon, G. Granet, J.-P. Plumey, Rigorous and efficient
grating-analysis method made easy for optical engineers, Appl. Opt., 38,
304-313 (1999).

L. Xie, J. Zhang, Z. Zhang, B. Ma, T. Li, Z. Wang, X. Cheng, Rect-
angular multilayer dielectric gratings with broadband high diffraction
efficiency and enhanced laser damage resistance, Opt. Express, 29, 2669—
2678 (2021).

C. Guo, J. Li, M. Xiao, S. Fan, Singular topology of scattering matrices,
Physical Review B, 108 (2023).

L. Zhu, S. Sandhu, C. Otey, S. Fan, M. Sinclair, T. Luk, Temporal cou-
pled mode theory for thermal emission from a single thermal emitter
supporting either a single mode or an orthogonal set of modes, Applied
Physics Letters, 102 (2013).

Y. Chen, P. Luo, X. Liu, Y. Di, S. Han, X. Cui, L. He, Sensing perfor-
mance analysis on Fano resonance of metallic double-baffle contained
MDM waveguide coupled ring resonator, Optics & Laser Technology,
101, 273-278 (2018).

Y. Fang, K. Wen, Y. Qin, Z. Li, B. Wu, Multiple fano resonances in
an end-coupled MIM waveguide system, Optics Communications, 452
(2019).

I. Evenor, E. Grinvald, F. Lenz, et al., Analysis of light scattering off
photonic crystal slabs in terms of Feshbach resonances, The European
Physical Journal D, 66 (2012).

X. Yin, J. Jin, M. Soljaci¢, et al., Observation of topologically enabled
unidirectional guided resonances, Nature, 580, 467-471 (2020).

147



[62]

D. Choi, K. Y. Lee, D. J. Shin, et al., Unidirectional guided resonance
continuum of Dirac bands in WSs bilayer metasurfaces, Nature Nanotech-
nology, 20, 1026-1033 (2025).

F. Liu, X. Zhang, K. Li, T. Guo, A. Ianoul, J. Albert, Discrimina-
tion of Bulk and Surface Refractive Index Change in Plasmonic Sensors
with Narrow Bandwidth Resonance Combs, ACS Sensors, 6, 3013-3023,
pMID: 34190543 (2021).

S. Cheng, W. Li, H. Zhang, M. N. Akhtar, Z. Yi, Q. Zeng, C. Ma, T. Sun,
P. Wu, S. Ahmad, High sensitivity five band tunable metamaterial ab-
sorption device based on block like Dirac semimetals, Optics Communi-
cations, 569, 130816 (2024).

H. A. Haus, Wawves and fields in optoelectronics.., Prentice-Hall, Engle-
wood Cliffs (1984).

D. Bykov, L. Doskolovich, V. Soifer, Coupled-mode theory and Fano res-
onances in guided-mode resonant gratings: the conical diffraction mount-
ing, Optics Express, 25, 1151-1164 (2017).

B. Li, L. Zeng, R. Wen, X. Zhang, Dynamic Regulation of Multiple Fano
Resonances Based on Liquid Crystal, IEEE Photonics Journal, 15, 1-6
(2023).

Y. Wang, J. Song, L. Dong, M. Lu, Optical bound states in slotted high-
contrast gratings, J. Opt. Soc. Am. B, 33, 2472-2479 (2016).

D. Bykov, E. Bezus, L. Doskolovich, Coupled-wave formalism for bound
states in the continuum in guided-mode resonant gratings, Physical Re-
view A, 99 (2019).

L. Huang, R. Jin, C. Zhou, et al., Ultrahigh-Q guided mode resonances in
an all-dielectric metasurface, Nature Communications, 14, 3433 (2023).

Z. Ai, Y. Yi, H. Yang, M. Liu, Y. Yi, C. Tang, F. Gao, TiN-Ti ultra-
broadband solar absorber: Efficient heat absorption and high thermal
stability, Physics Letters A, 556, 130827 (2025).

W. Li, Y. Liu, L. Ling, Z. Sheng, S. Cheng, Z. Yi, P. Wu, Q. Zeng,
B. Tang, S. Ahmad, The tunable absorber films of grating structure of
AlCuFe quasicrystal with high Q and refractive index sensitivity, Surfaces
and Interfaces, 48, 104248 (2024).

W. Li, W. Zhao, S. Cheng, H. Zhang, Z. Yi, T. Sun, P. Wu, Q. Zeng,
R. Raza, Tunable metamaterial absorption device based on Fabry-Perot
resonance as temperature and refractive index sensing, Optics and Lasers
in Engineering, 181, 108368 (2024).

E. Yablonovitch, Inhibited Spontaneous Emission in Solid-State Physics
and Electronics, Phys. Rev. Lett., 58, 2059-2062 (1987).

148



[75] J. Hu, C. R. Menyuk, Understanding leaky modes: slab waveguide revis-
ited, Adv. Opt. Photon., 1, 58-106 (2009).

[76] R. W. Wood, Anomalous Diffraction Gratings, Phys. Rev., 48, 928-936
(1935).

[77] J. E. Harvey, R. N. Pfisterer, Understanding diffraction grating behavior:
including conical diffraction and Rayleigh anomalies from transmission
gratings, Optical Engineering, 58, 087105 (2019).

[78] S.S. Wang, R. Magnusson, Theory and applications of guided-mode res-
onance filters, Appl. Opt., 32, 2606—2613 (1993).

[79] R. Rumpf, E. Johnson, Modeling fabrication to accurately place GMR
resonances, Optics express, 15, 3452—64 (2007).

[80] W. Suh, Z. Wang, S. Fan, Temporal coupled-mode theory and the pres-
ence of non-orthogonal modes in lossless multimode cavities, IEEE Jour-
nal of Quantum FElectronics, 40, 1511-1518 (2004).

[81] S. Fan, W. Suh, J. D. Joannopoulos, Temporal coupled-mode theory for
the Fano resonance in optical resonators, J. Opt. Soc. Am. A, 20, 569-572
(2003).

[82] L. Verslegers, Z. Yu, P. B. Catrysse, S. Fan, Temporal coupled-mode
theory for resonant apertures, J. Opt. Soc. Am. B, 27, 1947-1956 (2010).

[83] J.-M. Gerard, B. Gayral, Strong Purcell effect for InAs quantum boxes in
three-dimensional solid-state microcavities, Journal of Lightwave Tech-
nology, 17, 2089-2095 (1999).

[84] M. V. Rybin, S. F. Mingaleev, M. F. Limonov, Y. S. Kivshar, Purcell
effect and Lamb shift as interference phenomena, Scientific Reports, 6,
20599 (2016).

[85] R. C. Rumpf, Electromagnetic and Photonic Simulation for the Begin-
ner: Finite-Difference Frequency-Domain in MATLAB, Artech House,
Boston, MA USA (2022).

[86] M. Niraula, J. W. Yoon, R. Magnusson, Concurrent spatial and spectral
filtering by resonant nanogratings, Opt. Ezpress, 23, 23428-23435 (2015).

[87] L. Grineviciute, S. Melnikas, J. Nikitina, M. Drazdys, A. Selskis, D. As-
trauskyté, Optical Coating Deposition on Submicron-Patterned Surfaces,
Coatings, 15 (2025).

[88] K. Yee, Numerical solution of initial boundary value problems involving
maxwell’s equations in isotropic media, IEEE Transactions on Antennas
and Propagation, 14, 302-307 (1966).

149



[89]

[99]

[100]

R. Rumpf, Simple implementation of arbitrarily shaped total-
field/scattered-field regions in finite-difference frequency-domain,
Progress In Electromagnetics Research B, 36, 221-248 (2011).

J.-Y. Wu, D. Kingsland, J.-F. Lee, R. Lee, A comparison of anisotropic
PML to Berenger’s PML and its application to the finite-element method
for EM scattering, IEEE Transactions on Antennas and Propagation, 45,
40-50 (1997).

V. Demir, Graphics Processor Unit (GPU) Acceleration of Finite-
Difference Frequency-Domain (FDFD) Method, Progress In Electromag-
netics Research M, 23, 29-51 (2012).

R. Rumpf, Improved formulation of scattering matrices for semi-
analytical methods that is consistent with convention, Progress In Elec-
tromagnetics Research B, 35, 241-261 (2011).

Y. Lan, D. Li, H. Kai, B. Zou, G. Zhang, S. Feng, Inverse design of
ultra-compact optical logic gates by genetic algorithm, Optics Commu-
nications, 569, 130800 (2024).

F. Reyes, N. Cerpa, A. Candia-Véjar, M. Bardeen, The optimization of
success probability for software projects using genetic algorithms, Journal
of Systems and Software, 84, 775-785 (2011).

T. Kondo, S. Ura, R. Magnusson, Design of guided-mode resonance mir-
rors for short laser cavities, J. Opt. Soc. Am. A, 32, 1454-1458 (2015).

S. Zhang, Y. H. Ko, R. Magnusson, Broadband guided-mode resonant
reflectors with quasi-equilateral triangle grating profiles, Opt. Express,
25, 2845128458 (2017).

T. Khaleque, M. J. Uddin, R. Magnusson, Design and fabrication of
broadband guided-mode resonant reflectors in TE polarization, Opt. Ez-
press, 22, 12349-12358 (2014).

K. Markowski, J. Bojarczuk, P. Araszkiewicz, R. Cybulski, M. Gaska,
A. Golaszewski, Analysis of the Performance of WDM-CDM Bragg Grat-
ing Interrogation System With High-Contrast Grating VCSEL, Journal
of Lightwave Technology, 41, 2892-2903 (2023).

J. Chen, H. Huang, Y. Zhang, X. Chen, X. Li, Reducing electric-field-
enhancement in metal-dielectric grating by designing grating with asym-
metric ridge, Scientific Reports, 8, 5228 (2018).

M. Rashki, M. R. Rakhshani, F. Kroushawi, O. Takayama, A. V. Lavri-
nenko, Hybrid trapezoidal grating metasurface supporting guided-mode
resonances for biosensing, J. Opt. Soc. Am. B, 43, 841-849 (2026).

150



[101]

[102]

[103]

[104]

[105)

[106]

[107]

[108]

[109]

[110]

[111]

[112]

[113]

H. Hemmati, R. Magnusson, Applicability of Rytov’s Full Effective-
Medium Formalism to the Physical Description and Design of Resonant
Metasurfaces, ACS Photonics, 7, 3177-3187 (2020).

S. Tazawa, S. Matsuo, K. Saito, A general characterization and simulation
method for deposition and etching technology, IFEE Transactions on
Semiconductor Manufacturing, 5, 27-33 (1992).

M. Subasié, Level Set Methods and Fast Marching Methods:, Journal of
Computing and Information Technology (cit@srce.hr); Vol.11 No.1, 11
(2003).

M. Shokooh-Saremi, R. Magnusson, Wideband leaky-mode resonance re-
flectors: Influence of grating profile and sublayers, Opt. Ezpress, 16,
18249-18263 (2008).

Y. Jia, Y. Yan, S. V. Kesava, E. D. Gomez, N. C. Giebink, Passive Parity-
Time Symmetry in Organic Thin Film Waveguides, ACS Photonics, 2,
319-325 (2015).

K. Chen, J. He, N. Zheng, S. Wu, H. Zheng, Cutting sinusoidal gratings
to enhance light trapping in thin-film silicon solar cells, Appl. Opt., 62,
688-696 (2023).

Y. Liang, W. Peng, M. Lu, S. Chu, Narrow-band wavelength tunable
filter based on asymmetric double layer metallic grating, Optics Ezpress,
23, 1443414445 (2015).

H. Cao, J. Wiersig, Dielectric microcavities: Model systems for wave
chaos and non-Hermitian physics, Rev. Mod. Phys., 87, 61-111 (2015).

Y. Yan, N. C. Giebink, Passive PT Symmetry in Organic Composite
Films via Complex Refractive Index Modulation, Advanced Optical Ma-
terials, 2, 423-427 (2014).

Y. Jia, Y. Yan, S. V. Kesava, E. D. Gomez, N. C. Giebink, Passive Parity-
Time Symmetry in Organic Thin Film Waveguides, ACS Photonics, 2,
319-325 (2015).

G. Kenanakis, A. Xomalis, A. Selimis, M. Vamvakaki, M. Farsari,
M. Kafesaki, C. M. Soukoulis, E. N. Economou, Three-Dimensional In-
frared Metamaterial with Asymmetric Transmission, ACS Photonics, 2,
287-294 (2015).

R. Magnusson, M. Shokooh-Saremi, Physical basis for wideband resonant
reflectors, Opt. Express, 16, 3456-3462 (2008).

A. Darweesh, S. Bauman, D. T. Debu, J. Herzog, The Role of Rayleigh-
Wood Anomalies and Surface Plasmons in Optical Enhancement for
Nano-Gratings, Nanomaterials, 8, 809 (2018).

151



[114]

[115]

[116]

[117]

[118]

[119]

[120]

[121]

[122]

[123]

[124]

K.-Y. Kim, X. Chong, F. Ren, A. X. Wang, Slow-light effect via Rayleigh
anomaly and the effect of finite gratings, Opt. Lett., 40, 5339-5342 (2015).

L. Grineviciute, I. Lukosiunas, J. Nikitina, A. Selskis, I. Meskelaite,
D. Gailevicius, K. Staliunas, Light trapping by non-Hermitian thin films,
Phys. Rev. Appl., 23, 054014 (2025).

O. Aftenieva, J. Brunner, M. Adnan, S. Sarkar, A. Fery, Y. Vaynzof,
T. A. F. Konig, Directional Amplified Photoluminescence through Large-
Area Perovskite-Based Metasurfaces, ACS Nano, 17, 2399-2410, pMID:
36661409 (2023).

S. Feng, B. Povilus, S. Yang, Color tuning halide perovskites: Optical
amplification and lasing, Materials Today Advances, 20, 100431 (2023).

M. Athanasiou, A. Manoli, P. Papagiorgis, K. Georgiou, Y. Berezovska,
A. Othonos, M. Bodnarchuk, M. Kovalenko, G. Itskos, Flexible, Free-
Standing Polymer Membranes Sensitized by CsPbX3 Nanocrystals as
Gain Media for Low Threshold, Multicolor Light Amplification, ACS
Photonics, 9 (2022).

Q. Dong, X. Fu, D. Seyitliyev, K. Darabi, J. Mendes, L. Lei, Y.-A. Chen,
C.-H. Chang, A. Amassian, K. Gundogdu, F. So, Cavity Engineering of
Perovskite Distributed Feedback Lasers, ACS Photonics, 9, 3124-3133
(2022).

D. Kim, K. Y. Woo, J. H. Han, T.-W. Lee, H. S. Lee, Y.-H. Cho, K. C.
Choi, Nanosinusoidal Surface Zinc Oxide for Optical Out-coupling of
Inverted Organic Light-Emitting Diodes, ACS Photonics, 5, 4061-4067
(2018).

N.-V. Hoang, A. Pereira, H. S. Nguyen, E. Drouard, B. Moine, T. De-
schamps, R. Orobtchouk, A. Pillonnet, C. Seassal, Giant Enhancement of
Luminescence Down-Shifting by a Doubly Resonant Rare-Earth-Doped
Photonic Metastructure, ACS Photonics, 4, 1705-1712 (2017).

M. Yoshida, S. Katsuno, T. Inoue, J. Gelleta, K. Izumi, M. Zoysa,
K. Ishizaki, S. Noda, High-brightness scalable continuous-wave single-
mode photonic-crystal laser, Nature, 618, 1-6 (2023).

S. Katsuno, M. Yoshida, T. Inoue, M. Zoysa, R. Hatsuda, K. Ishizaki,
S. Noda, Design and experimental demonstration of photonic-crystal
lasers with multijunction active layers, Applied Physics Express, 17
(2024).

T. Inoue, M. Yoshida, J. Gelleta, K. Izumi, K. Yoshida, K. Ishizaki,
M. Zoysa, S. Noda, General recipe to realize photonic-crystal surface-
emitting lasers with 100-W-to-1-kW single-mode operation, Nature Com-
munications, 13, 3262 (2022).

152



[125]

[126]

[127]

[128]

[129]

[130]

[131]

[132]

[133]

[134]

C. Peng, K. Sakai, S. Iwahashi, S. Noda, Three-dimensional coupled-
wave analysis for square-lattice photonic crystal surface emitting lasers
with transverse-electric polarization: finite-size effects, Optics Fxpress,
20, 15945-15961 (2012).

S. Li, G. Witjaksono, S. Macomber, D. Botez, Analysis of surface-
emitting second-order distributed feedback lasers with central grating
phaseshift, IEEE Journal of Selected Topics in Quantum Electronics, 9,
1153-1165 (2003).

A. Liu, G. Guan, X. Chai, N. Feng, M. Lu, X. Bai, Y. Zhang, Metal
Halide Perovskites toward Electrically Pumped Lasers, Laser €& Photon-
ics Reviews, 16 (2022).

I. Goldberg, N. Annavarapu, S. Leitner, K. Elkhouly, F. Han, N. Verellen,
T. Kuna, W. Qiu, C. Rolin, J. Genoe, R. Gehlhaar, P. Heremans, Mul-
timode Lasing in All-Solution-Processed UV-Nanoimprinted Distributed
Feedback MAPDI3 Perovskite Waveguides, ACS Photonics, 10, 1591—
1600 (2023).

H. M. Lai, Z. Lu, C. K. K. Choi, W. Zhou, C. Ngo Yau, B. Z. Tang, H. Ko,
Direct Room Temperature Synthesis of a-CsPbl3 Perovskite Nanocrys-
tals with High Photoluminescence Quantum Yields: Implications for
Lighting and Photovoltaic Applications, ACS Applied Nano Materials,
5, 12366-12373 (2022).

I. Allegro, V. Bonal, E. R. Mamleyev, J. M. Villalvilla, J. A. Quintana,
Q. Jin, M. A. Diaz-Garcia, U. Lemmer, Distributed feedback lasers by
thermal nanoimprint of perovskites using gelatin gratings, ACS Applied
Materials & Interfaces, 15, 8436-8445 (2023).

V. Bonal, J. A. Quintana, J. M. Villalvilla, P. G. Boj, M. A. Diaz-
Garcia, Controlling the emission properties of solution-processed organic
distributed feedback lasers through resonator design, Scientific reports,
9, 11159 (2019).

P. J. Lestrange, F. Egidi, X. Li, The consequences of improperly describ-
ing oscillator strengths beyond the electric dipole approximation, The
Journal of Chemical Physics, 143, 234103 (2015).

N. de Gaay Fortman, G.-M. Krause, P. Schall, A. F. Koenderink, Ab-
sorption and amplification singularities in metasurface etalons with gain,
Nanophotonics, 14, 2317-2329 (2025).

A. Dogariu, A. Kuzmich, L. J. Wang, Transparent anomalous dispersion
and superluminal light-pulse propagation at a negative group velocity,
Phys. Rev. A, 63, 053806 (2001).

153



[135]

[136]

[137]

[138]

[139]

[140]

[141]

[142]

[143]

[144]

[145]

[146]

T. Savels, A. P. Mosk, A. Lagendijk, Light scattering from three-level
systems: The T matrix of a point dipole with gain, Phys. Rev. A, 71,
043814 (2005).

K. Staliunas, Oscillator Chain: A Simple Model for Universal Description
of Excitation of Waveguiding Modes in Thin Films, Annalen der Physik,
10, e00219 (2025).

A. F. Oskooi, D. Roundy, M. Ibanescu, P. Bermel, J. Joannopoulos,
S. G. Johnson, Meep: A flexible free-software package for electromagnetic
simulations by the FDTD method, Computer Physics Communications,
181, 687-702 (2010).

A. Y. Song, Y. Shi, Q. Lin, S. Fan, Direction-dependent parity-time
phase transition and nonreciprocal amplification with dynamic gain-loss
modulation, Physical Review A, 99, 013824 (2019).

R. Dharmavarapu, S. H. Ng, F. Eftekhari, S. Juodkauzis, S. Bhattacharya,
MetaOptics: opensource software for designing metasurface optical ele-
ment GDSII layouts, Opt. Express, 28, 3505-3516 (2020).

R. Dharmavarapu, S. Bhattacharya, S. Juodkazis, GDOESII: Software
for design of diffractive optical elements and phase mask conversion to
GDSII lithography files, SoftwareX, 9, 126-131 (2019).

M. Veettikazhy, A. K. Hansen, D. Marti, S. M. Jensen, A. L. Borre,
E. R. Andresen, K. Dholakia, P. E. Andersen, BPM-Matlab: an open-
source optical propagation simulation tool in MATLAB, Opt. Express,
29, 11819-11832 (2021).

T. E. Magalhées, J. M. Reborddo, PyWolf: A PyOpenCL implementa-
tion for simulating the propagation of partially coherent light, Computer
Physics Communications, 276, 108336 (2022).

C. Kim, B. Lee, TORCWA: GPU-accelerated Fourier modal method and
gradient-based optimization for metasurface design, Computer Physics
Communications, 282, 108552 (2022).

M. Minkov, I. Williamson, L. Andreani, D. Gerace, B. Lou, A. Song,
T. Hughes, S. Fan, Inverse Design of Photonic Crystals through Auto-
matic Differentiation, ACS Photonics, 7 (2020).

B. Lou, S. Fan, RCWA4D: Electromagnetic solver for layered structures
with incommensurate periodicities, Computer Physics Communications,
306, 109356 (2025).

V. Liu, S. Fan, S4 : A free electromagnetic solver for layered periodic
structures, Computer Physics Communications, 183, 2233-2244 (2012).

154



[147]

[148]

[149]

[150]

[151]

[152]

[153]

[154]

S. Sarkar, S. Devinder, P. K. Sahoo, J. Joseph, Exploring tunable single-
wavelength detection schemes for guided-mode resonance sensors, Optics
& Laser Technology, 177, 111107 (2024).

Y. Y. Li, C. Hu, Y. C. Wu, J. J. Chen, H. H. Feng, Numerical investi-
gation of one-dimensional nonpolarizing guided-mode resonance gratings
with conformal dielectric films, Opt. Express, 21, 345-357 (2013).

B. U. N. Lyndin, Modal and C Methods Grating Design and Analysis
Software, https://mcgrating.com/, accessed: 2022-10-30 (1999).

M. Neviere, R. Petit, M. Cadilhac, About the theory of optical grating
coupler-waveguide systems, Optics Communications, 8, 113—-117 (1973).

M. Neviere, P. Vincent, R. Petit, M. Cadilhac, Systematic study of res-
onances of holographic thin film couplers, Optics Communications, 9,
48-53 (1973).

M. Neviere, P. Vincent, R. Petit, M. Cadilhac, Determination of the
coupling coefficient of a holographic thin film coupler, Optics Communi-
cations, 9, 240-245 (1973).

A. Jacques, D. Ostrowsky, The grating coupler: Comparison of theoreti-
cal and experimental results, Optics Communications, 13, 74-77 (1975).

G. Quaranta, G. Basset, O. J. F. Martin, B. Gallinet, Recent Advances
in Resonant Waveguide Gratings, Laser & Photonics Reviews, 12 (2018).

155


https://mcgrating.com/

Curriculum Vitae

Ignas Lukosiunas
Vilnius, Lithuania

ignas.lukosiunas@ff.vu.lt

Education:

e PhD in Physics, 2022-2026.

o Master Studies, "Lazeriu fizika ir optinés technologijos", (Laser Physics
and Optical Technologies), 2020-2022.

o Bachelor Studies, "Taikomoji fizika" (Applied Physics), 2016-2020.

Academic work experience:

1. Junior Researcher, Junior Assistant, (Laser Research Center) (from 2022-
11 to now).

As a PhD student, I:
o« Work as a main researcher in the field of nanophotonics, mainly with
photonic resonant cavity systems. Worked in projects [I] and 2}
e Supervise undergraduate students.

e Teach undergraduate students in Computational Photonics course.

2. Project Specialist, (Laser Research Center).
As a graduate student, I worked with multilayer thin film optimization
for thin film photonic crystal filters in project [2]

3. Laboratory assistant, (Taikomosios elektrodinamikos ir telekomunikaciju

institutas), (2018-07 to 2018-12).

As an undergraduate student, I assisted with Terahertz Laboratory works
in TETI institute, under the project of [

Courses lectured:
Computational Photonics (2023 - now).

156



Programming Language level and software

Python (Advanced), Matlab (Advanced), C++ (Intermediate), Blender (In-
termediate), Inkscape (Advanced), Origin (Intermediate), Microsoft applica-
tions (Advanced).

Projects

1. D. Gailevicius, "ZenScat: waveguide system optimization and applica-
tions", from 2024-05-01 to 2025-04-30.

2. K. Staliunas, "New generation of microchip lasers with integrated pho-
tonic microstructures", 09.3.3-LMT-K-712-17-0016, from 2020-04-06 to
2023-08-31.

3. A. Lisauskas, “Directive transistor-based THz detectors // (THzFET)”
ESA Contract number: 4000122246/17NL/SC "Terahertz radiation sources
based on nonlinearities of nanometric semiconductor devices” Research
Council of Lithuania, contract No. S-LAT-17-3, from 2018-07-02 to 2018-
12-31.

157



Acknowledgments

I acknowledge everyone who shaped, strengthened this work and studies
with their kind and honest support.

Ignas Lukosiunas

158



Notes

159



Vilnius University Press
Saulétekio av. 9, Bld. IIT , LT-10222 Vilnius
e-mail info@leidykla.vu.lt, www.leidykla.vu.lt

bookshop.vu.lt, journals.vu.lt
Print run copies 20

160



	List of abbreviations
	Introduction
	Aprobation
	Literature Overview
	Guided Mode Resonance filters and their properties
	Introduction to 1D guided modes
	Rayleigh anomaly
	Guided Mode Resonance
	Temporal Coupled Mode Theory
	Resonance quality and Purcell effect
	Polarization in spherical coordinates
	Diffraction efficiencies
	Manufacturing of thin film GMRFs via IBS method

	Numerical methods for GMRF simulation
	Maxwell's equations in Frequency Domain
	2D Finite Difference Frequency Domain
	Plane wave expansion of Maxwell's equations
	Implementation of 2D RCWA

	Matrix methods for sub-layer connection
	Implementation of T matrix method
	Field computation
	Scattering matrix method

	Optimization methods
	Genetic algorithm


	Broadband reflection and angular filtering based on anomaly
	Trapezium interfaced waveguide concept
	Numerical results
	Experimental results
	Summary

	Investigation of GMR near the ‘Edge of Continuum’ in conformal thin film gratings
	Analytical model
	Numerical results
	Experimental results
	GMR based broadband reflectance filter comparison
	Summary

	Enhanced absorption via Parity-Time symmetry breaking in GMR filters
	Absorption Enhancement with unmodulated substrate
	Absorption Enhancement with modulated substrate
	Fabrication and spectral characteristics
	Summary

	Application of GMRs for enhanced optical gain
	Perovskite thin films
	Resonant characteristics of passive GMR filter
	Oscillator Chain Model
	Summary

	Open-Source User Interface of Frequency based numerical algorithms – “ZenScat”
	Application concept
	Benchmark of ZenScat
	Validation with FDTD
	Validation with RCWA

	Optimization of DFB for enhanced, narrow-band absorption and gain
	Application performance
	Summary

	Conclusions and summary of results
	Appendix
	Maltab 2D RCWA code
	S matrix method for transmission and reflection regions
	Dispersion parameters
	1D eigen-value problem for slab-waveguides

	Santrauka lietuvių kalba
	Acknowledgments


