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Abstract

The aim of this research project is the modelling of complex anisotropic composites
and metamaterials with sub-wavelength inclusions at low frequencies. Metamaterials are
artificial materials with properties which do not exist in nature. These properties are
achieved by merging resonating metallic inclusion in a dielectric matrix. Depending on
the shape of the inclusions, they may change the polarisation of the incoming light or
completely stop the transmission for a given frequency. Such materials are very chal-
lenging to model due to their frequency dependence, anisotropy and coupling between
the electric and magnetic fields. A metamaterial may consists of hundreds or thousands
of inclusions that interact with each other. To reduce the computational costs, a multi-
scale approach is developed that allows the computation of effective medium parameters
from a unit cell of a metamaterial. Finally an experimental setup was build to compare
the theoretical predictions with the experiment. For most of the simulations I rely on a
Finite Difference Time based Method, a generalised version of the Yee algorithm. The
classical Yee algorithm is a second order time domain algorithm and often the method of
choice for industrial simulations because of its simplicity and low computational costs.
Furthermore the boundary conditions are naturally treated in the algorithm when the
physical boundary conforms to the orthogonal mesh, which is not the case for curved
boundaries introducing simulation errors. To circumvent this problem we generalised the
Yee algorithm to unstructured meshes using a Delaunay mesh and its orthogonal Voronoi
dual graph. I demonstrate how this method can be used to model isotropic, anisotropic,
dispersive and even more complicated materials. As we demonstrate throughout this
thesis this method may significantly reduce the computational costs and it still allows to
model numerically challenging materials like bi-anisotropic metamaterials.
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1. Introduction

1.1. Motivation

During the last decades so called composites started to play a significant role in our
everyday life, by replacing metals and metallic alloys in items we use on a daily basis.
As the name says a composite is a combination of different materials. The idea is to
combine two or more materials, the combination of which are stronger than the individ-
ual materials by themselves. This allows, for example, the construction of composites
that are far stronger than steel or aluminum and at the same time being lighter and
more flexible than their “normal” counterparts. Typically the name composite refers to
Fiber Reinforced Polymer (FRP) composites. In the past they were named reinforced
plastics. The development of composites started with the discovery and development
of plastics (vinyl, polystyrene) at the beginning of the twentieths century. Later, the
defense industry significantly pushed the research in composites until in the 1940s the
first FRP was developed. These were a class called glass fiber reinforced composites
uniting high mechanical strength and light-weight in comparison to metals. Also in the
following decades military were pushing the development of composites particularly for
aerospace and naval applications due to their inherent resistance to weather and corro-
sive defects. Simultaneously, the emergence of new polymers helped to further refine and
adapt the properties of composites [3]. Nowadays composites are part of our everyday
life. They are used in snowboards (Figure 1.1a), golf clubs, cars and increasingly in civil
aircraft. According to Airbus, 50 percent of the A350 XWB (Figure 1.1b) is constructed
of composites (mostly Carbon Fiber Reinforced Plastic (CFRP)). Although it is harder
to manufacture an aircraft mainly based upon composites, it offers several advantages.
First of all, they are lighter and more resilient than metals, reducing the fuel consump-
tion. Furthermore the service intervals can be increased from 6 to 12 years, less fatigue
related inspections are required and the number of corrosion-related maintenance checks
are decreased, reducing significantly maintenance costs for the customers |2]. Besides
composites, a new class, so called metamaterials has recently attracted the interest of re-
searchers due to the numerous possible applications such as antenna radomes [130, 131],
waveguides [145, 22, 23|, polarisation transformers [105], cloaking materials [58, 6, 114]
and many more. Metamaterials can be generally defined as a class of artificial media,
possessing extraordinary properties that cannot be found in nature [61]. In this work
I restrict my attention to the electromagnetic properties of these materials therefore I
use the more specific definition: “A metamaterial is an artificial material in which the
electromagnetic properties, as represented by the permittivity and permeability, can be
controlled. It is made up of periodic arrays of unit cells, metallic resonant elements.
Both the size of the element and the unit cell are small relative to the wavelength”. Such
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Figure 1.1.: (a) Amplid builds lightest Snowboard in the world using composite materials.
; (b) Airbus A350XWB.

electromagnetic metamaterials have first been theoretically predicted by H.Lamb [63]
in 1904 and later by the Russian physicist Georgievich Veselago in 1968 when he was
thinking about the effects on the reflection and refraction of electromagnetic waves in
materials with simultaneously negative permittivity and permeability [135]. In 1999 Sir
John Pendry [101] suggests a method of creating a lens based upon a metamaterial with
a theoretically perfect focus. In 2000 David R.Smith was able to build the first meta-
material with a negative permittivity and permeability, leading to a negative index of
refraction, in the microwave range [119]. In Figure 1.2 such a metamaterial used by R.A.
Shelby [117] with a simultaneous negative permittivity and permeability is represented.
The simulation of electromagnetic phenomena in such complex (anisotropic, frequency

Figure 1.2.: (a) Split ring resonator unit cell. ; (b) Metamaterial consisting of a periodic
array of wires and split ring resonators. [117]

dependent) materials becomes increasingly important due to rising manufacturing costs.
Imagine a plane manufacturer that would always have to build an entire plane to test
for the effect of lightning strike until they found the best suited material and shape.
To prevent such time consuming and expensive tests during the development of a pro-
totype, numerical simulations replace the experiments during the development process.
The development of faster and cheaper computers lead to an extensive use of simulation
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methods in Computational ElectroMagnetics (CEM) to replace usually unfeasible or very
costly real world measurements. For example a wafer fabrication of different electrical
components may take 6 months and cost a couple of millions of dollars. Or the develop-
ment of a stealth aircraft like the Lockheed F117 Nighthawk or the B2 Spirit. In 1998
an F117 cost 80 Million US Dollars. This plane was designed to allow the supercomput-
ers at that time to calculate the Radar Cross Section (RCS) (parameter characterising
the scattering properties of an object) in a reasonable amount of time. So, again the
military pushed the development of numerical methods since the 80’s during the cold
war to improve the design of radar systems, aircraft and ships. After the end of the
cold war the rapidly developing market in mobile telephony and personal communica-
tion systems, and the proliferation of electronic systems in motor vehicles, continued
to drive the technology forward [35]. The complexity of electronic system is increasing
rapidly and so is their sensitivity to electromagnetic disturbances. Often it is crucial to
prevent these disturbances of different electromagnetic components. These problems are
classified as ElectroMagnetic Compatibility (EMC), which is the ability of an electronic
system to (1) function properly in its intended electromagnetic environment and (2) not
be a source of pollution to that electromagnetic environment [136]. A simple example
of ElectroMagnetic Interference (EMI) is the characteristic noise we hear when a mobile
phone is close to a radio when a call or SMS is incoming. Another example concerns
businessman or other frequent flyer. Probably a lot of people are wondering why it is
forbidden to use the cell phone or Laptop during take off and landing of an airplane.
The reason is again EMC issues. Personal Electronic Devices (PEDs) like smart phones,
laptops... may interfere with the electronics of an airplane. Studies from the Radio
Technical Comission for Aeronautics (RT'CA) which have been conducted in the 1960’s,
80’s and 90’s found that while the risk of interference with on board electronic equip-
ment due to PEDs is extremely low, it is highest during take-off and landing. Finally
it depends upon the sensitivity of the on board electronic to a given frequency. The
navigational receivers located in or close to the cockpit are most likely to be disturbed
by radio frequency (RF), emitted by PEDs. Airplanes nowadays are equipped with at
least two Very high-frequency Omnidirectional Range (VORs) receivers, two Instrument
Landing Systems (ILS), two Global Positioning (GPS) receivers. PEDs may interfere
with any of those receivers but the area of concern is their effect on the GPS system. In
a NASA report from 2004 GPS receivers lost satellite lock in several general aviation air-
craft during their approach to landing due to interferences with a cell phone [31]. Other
NASA reports stating that pilots suspect problems during flight due to PEDs. But until
now not a single plane crash has been proven to be caused by a PED on board a plane.
Whereas the risk of a plane crash induced by a smartphone is quite small, the effect of
a lightning strike however is much more dangerous. Statistically every plane is struck
once a year by a lightning strike, inducing very high surface currents which may damage
the electronic systems in an aircraft. Simulations of these effects of EMI and protecting
the system against it (EMC) is a crucial part, underlying very high requirements, in the
development of an electronic device [43]. With the development of aircraft mainly based
upon composites, EMC is even more crucial than before because composites generally
have a lower conductivity then metal increasing the damages of a lightning. Therefore
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these composites have to be coated with a high conductive paint or metallic wires have
to be added to the composite to increase the conductivity. From the simulation point of
view composites and metamaterials cannot be modelled in the same way as simple di-
electric materials like glass for example because of the microstructure (Figure 1.2). The
orientation of the fiber makes the composite anisotropic, meaning the index of refraction
depends on the orientation of the fibers. The same is true for the metamaterial where
the index of refraction depends upon the orientation of the unit cells. At microscale the
material looks completely different than at macroscale, but it is the microstructure that
gives the material its special properties. During the simulation of a macroscale object,
like an aircraft, the microstructure of the composite has to be taken into account. For
example carbon-fiber-reinforced carbon, a composite commonly used in aerospace engi-
neering due to its high mechanical strength and temperature resistance, is made by very
thin carbon fibers with a diameter between 5— 10 um embedded in a carbon matrix. The
airbus A350 XWB however has a length of 67 m and a wingspan of 64 m. This makes
a difference of about 7 orders of magnitude between the micro and macroscale. These
materials can be considered as a 3 dimensional array of unit cells. In the most general
case, the material parameters of a composite, namely the permittivity and permeability,
are frequency dependent second order tensors due to the anisotropy of the material. In
the case of a metamaterial an additional material parameter tensor may be required to
take the coupling of the electric and magnetic field into account induced by the unit
cells. Direct simulation of every single unit cell is impossible. To overcome the problem
a multiscale approach can be used. The idea of multiscaling is to consider the problem
at two different length scales. First I retrieve the properties of a unit cell (microscale)
using a homogenisation procedure. These parameters are then used to simulate an ef-
fective medium at macroscale with the same electromagnetic properties as an array of
unit cells. Semi analytical homogenisation techniques, referred to as “Effective medium
approximations” or “mean field theories “ based upon very simple mixing formulas as sug-
gested by Maxwell Garnett [50], Bruggemann [21]|, Luebbers [85] and Bergman [17] only
depending upon a single parameter, the volume fraction Vy may give satisfying results
for composites but completely fail for metamaterials. These methods cannot be applied
to metamaterials because the shape of the unit cell may lead to resonance phenomena
which usually do not appear in composites.

1.2. Aims and Objectives

The aim of this work is the simulation of electromagnetic effects on composite and meta-
materials. These materials can be considered as a 3 dimensional array of unit cells.
The standard homogenisation methods working reasonably well for composites cannot
be applied to metamaterials because the shape of the unit cell may lead to resonance
phenomena which usually do not appear in composites. Therefore I suggest a numerical
multiscale procedure which I adapted from a mechanical engineering method as suggested
by El Hachemi et al. [60]. This new method allows me to retrieve all the material pa-
rameters from a single unit cell, even for metamaterials. Tretyakov [128] suggested some
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models, mostly variations of the Lorentz model, to describe the effective material param-
eters of metamaterials. I use these models to fit the data I obtained from the simulation
of a unit cell. The final step consists in the transition from a unit cell to the complete
material using the fitted data. Therefore I use a Finite Difference Time Domain (FDTD)
approach. In contrast to the standard method as suggested by Yee [146], relying on a
structured mesh, I further improved a FDTD method based on an unstructured mesh
[144]. This modified version is referred to as “UM-FDTD” throughout the thesis where
“UM” stands for unstructured mesh. This method was initially limited to perfect electric
conductors (PECs). The different objectives of the thesis to model metamaterials are
listed below.

e Modification of UM-FDTD to model isotropic dielectric conductive (lossy) materi-
als [48].

e Further generalisation to anisotropic lossy materials, allowing the simulation of
composites [49].

e Extension of UM-FDTD to dispersive materials using the Z-transform method [103,
123].

e Development of a numerical simulation technique to model bi-isotropic or in a
specific case isotropic chiral materials characterised by a coupling between the
electric and magnetic fields.

e Development of a numerical simulation technique to model bi-anisotropic materials.
In this case, additionally to the coupling of the electric and magnetic field the
metamaterial is anisotropic.

e Development of a numerical multiscale procedure to retrieve the material parame-
ters from a single unit cell.

e Design of a free space setup [108, 94| that allows me to measure the reflection and
transmission of a material.

e Computation of electromagnetic material parameters [96, 77, 28] from measure-
ments and comparison with numerical results.

1.3. Outline

This thesis is divided in two parts. The first part deals with the theory, the different
algorithms I developed and their numerical validation. The second part is dedicated to
the experimental setup and the multiscale approach.



1. Introduction

Part 1 Numerical Modelling of Maxwell Equations

Chapter 2, Maxwell and Constitutive Material Equations

This chapter introduces Maxwells equations and the corresponding boundary conditions.
My aim is the simulation of electromagnetic in dielectric materials. A typical dielec-
tric is characterised by the electric permittivity, magnetic permeability and electric and
magnetic conductivities. These quantities are introduced and their physical origins are
explained. Depending on the simulation the dielectric material parameters can be simple
scalars, matrices or even complex functions in the case of frequency dependent materials.
Finally T introduce metamaterials, artificial materials with properties which do not exist
in nature and explain their extraordinary physical properties. To finish, I describe how
such materials can be constructed and discuss possible applications.

Chapter 3, Numerical Solution of Maxwells Equations

Chapter 3 is devoted to the numerical simulation of Maxwells equations and is mainly
based upon the published results [48, 49]. First I introduce the scattered field formula-
tion which I employ throughout this chapter to solve Maxwells equations. Next I do a
small recall of the standard Yee algorithm on structured meshes. Before I derive the Yee
algorithm for unstructured meshes (UM-FDTD), I give a brief introduction to the mesh
generation and necessary requirements for a high-quality mesh [144]. UM-FDTD is gen-
eralised to isotropic, anisotropic and frequency dependent materials. To model isotropic
metamaterials, the chirality, describing the coupling between the electric and magnetic
fields needs to be taken into account. For this case, I adapted the method suggested by
[103] to the unstructured mesh. I finish this chapter with a method that allows me to
model bi-anisotropic materials using unstructured meshes. In this case the three material
parameters, namely the permittivity, permeability and chirality are frequency dependent
second order tensors. This last part combines everything I derived so far and follows the
ideas of Nayyeri [95].

Chapter 4 Code Validation and Numerical Examples

The results and benchmark tests validating my algorithms from chapter 4 are presented.
For the different cases I numerically compute the RCS of a sphere or the transmission
through a dielectric slab. Analytical solutions are available for this problems and allow me
to compare the accuracy of my numerical solutions with the analytical ones. Furthermore
I compare the efficiency of the co-volume method with the standard Yee algorithm.

Part 2, Multiscale Approach for Metamaterial Modelling

Chapter 5, Micro to Macro Approach

A metamaterial may consist of hundreds of unit cells which makes it nearly impossible
to model the material by considering every single cell. Therefore I suggest a multiscale
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technique to predict the behaviour of the whole material by restricting the simulation to
a single unit cell.

Chapter 6, Experimental Characterisation of Material Properties

To compare my numerical results with experimental data I built a free space measurement
setup which allows us to retrieve the dielectric material parameters from experimental
measurements. The advantages and disadvantages of different experimental setups and
the retrieval algorithms for isotropic and bi-anisotropic materials are explained. By com-
paring my experimental results for different test materials with data found in literature
I validate my setup.

Chapter 7, Experimentally Measured Material Parameters

To compare the predictive capabilites of my multiscale approach I build a metamaterial
based upon the same unit cell as I used for the numerical simulation. From a transmis-
sion/reflection measurement I am able to compute the material parameters which are
later compared with the results from the multiscale approach.

Chapter 8, Results of the Multiscale Approach

In this chapter the results of the two multiscale approaches are presented. I demonstrate
that the commonly used “indirect” multiscale approach based on the numerical computa-
tion of the scattering parameters reaches its limits for the simulations of metamaterials.
I also present an alternative, “direct” multiscale approach, that I developed, which does
not rely on the scattering parameters but which is based on a field averaging technique.
This method leads to results that are more coherent with experimental measurements.

Chapter 9, Conclusion and Future Work

All the results of the preceding chapters are summarised and some possible perspectives
and further applications are outlined. I discuss the advantages and drawbacks of UM-
FDTD with respect to the standard Yee algorithm by analysing the isotropic, anisotropic
and chiral cases. Furthermore I comment my multiscale technique and the corresponding
results. I finish with a discussion about the free wave setup I used and how to further
improve the measurements in the future.






Part |I.

Numerical Modelling of Maxwell
Equations






2. Maxwell and Constitutive Material
Equations

In this chapter I introduce the basic concepts needed for the theoretical description of
dielectric, lossy, frequency dependent and anisotropic materials. I start with the defini-
tion and illustration of the four Maxwell equations which are later numerically solved.
As soon as interfaces of different media like dielectrics or metals are considered, we have
to be aware of the boundary conditions and assure that they are also fulfilled in our
numerical scheme. A revision of the boundary conditions and its effects on the electric
and magnetic fields is given. Next I introduce the definition of TE “transverse electric”
and TM “transverse magnetic” modes because this definition is commonly used in lit-
erature. The first solver, generalising the Yee algorithm to unstructured meshes [144]
was limited to perfect electric conducting materials in free space. I extended it to di-
electric materials [48]. Therefore in my opinion a small repetition of the physical origin
of the materials parameters like electric permittivity €, the magnetic permeability p and
the conductivity o is helpful for a good understanding of the different concepts. Many
isotropic materials may be described in a good approximation by frequency independent
(non-dispersive) material parameters. For other materials, especially metamaterials, the
frequency dependence of the material parameters has to be taken into account. I make
a brief summary of the different models, namely, the Drude, Lorentz or Debye model
before T introduce the concept of metamterials and investigate the uncommon physical
properties they have. First I demonstrate how metamaterials influence the phase and
group velocity before I examine the effect of a negative index of refraction on the electric
and magnetic field vectors at an interface. These effects which cannot be observed in
materials found in nature are due to the microstructure, an arrangement of unit cells.
These cells typically are a combination of two different structures. One structure influ-
ences the electric permittivity and the other one the magnetic permeability. I explain
how a wire grid allows me to tune the electric permittivity depending on the frequency
and how magnetic resonators allow the control over the magnetic permeability. Adding
both structures together and arranging all the resulting unit cells periodically leads to a
metamaterial. Different kind of metamaterials need to be distinguished. A very common
one is based upon a magnetic resonator and wire combined in a single unit cell which may
lead to a negative index of refraction. Chiral metamaterials on the other hand are based
on chiral unit cells and show other interesting phenomena. As an example, left or right
handed (chiral) steel springs dispersed homogeneously in a matrix may lead to a coupling
of the electric and magnetic field in the constitutive equations changing the polarisation
of the incident field. This and other effects will be discussed in the corresponding sub-
chapter. Finally I finish this chapter with so called pseudochiral materials. Pseudochiral
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2. Maxwell and Constitutive Material Equations

means that the unit cell by itself is not chiral, nevertheless due to its special shape and
spatial orientation, it leads to the same electromagnetic phenomena than materials with
chiral unit cells.

2.1. Maxwell equations
The Maxwell equations, a set of four coupled equations describe the interactions of electric

and magnetic fields with matter[118, 57]. They form the foundation of classical optics,
electrodynamics and circuit theory.

Maxwell Equations in Differential form

oD
H = — 2.1
V x T (2.1)
0B
E = - —-1J, 2.2
V x 5 J (2.2)
V-B = 0 (2.3)
V-D = p (2.4)
Maxwell Equations in Integral Form
H-dl = / (Jf—i—aD>-dA (2.5)
oA A ot
/ E-d = —/ (Jm+8B)-dA (2.6)
A A ot
D-dA = / pdV = Q (2.7)
v v
B-dA = 0 (2.8)
v

Where E is the electric and H the magnetic field respectively and B and D represent the
magnetic and electric flux densities. Jy¢(r,t) = J. + J is the total current density where
J. is the electric current density and J the current density arising from sources other than
conductivity. J,, = o, H with o, the magnetic conductivity, no real physical quantity
but usually used for artificial absorption at simulation space boundaries. p corresponds
to the charge density and @ to the total charge. In the integral formulation dl is an
infinitesimal line segment, dA is an infinitesimal surface element, dV refers to a volume
element, 0A is the contour enclosing the surface A and 9V is the surface enclosing the
volume V. The different fields and currents are position and time dependent vectors. For
simplicity we omit writing explicitly the time and spatial dependence e.g E = E(r,t).
If we allow materials with isotropic, non-dispersive (¢ and p are independent of the
frequency of the incoming wave) electric losses attenuating E fields via conversion to
heat energy, the electric current density becomes J. = oE, where o is the conductivity.
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2.1. Maxwell equations

Figure 2.1.: (a) Ampere’s law ; (b) Faraday’s law

For the simplest case, a linear, isotropic and non-dispersive material we have the following
constitutive relations

D = ¢E (2.9)
B = uH (2.10)

Relating the flux densities to the fields, with p the magnetic permeability and e the
electric permittivity where ¢ = e,¢9 and p = prpg. €9 = 8.854187817 10_12A5/Vm is
the electric permittivity of free space and g = 47 1077 N/A? the magnetic permeability
of free space. &, and u, are the relative electric permittivity and relative magnetic
permeability. They characterise a dielectric material and are explained in all detail in
section 2.4.

2.1.1. Interpretation of Maxwell equations
Ampere’s and Faraday’s laws

To graphically illustrate Maxwell’s equations we restrict ourselves to the integral for-
mulation. Equation (2.5) is referred to as Ampere’s law and states that a time varying
electric flux density 0D /0t and an electric current density J¢ create an eddy magnetic
field as illustrated in Figure 2.1a. Equation (2.6) represents Faraday’s law and states that
a time varying magnetic flux density 0B /0t creates an eddy magnetic field as illustrated
in Figure 2.1b.

Gauss’ law for magnets and electric charges

Equation (2.7) is the Gauss’ law for the electric field. It mathematically expresses the ex-
perimental fact that electric charges attract or repeal each other. A surface dV encloses
the Volume V' which contains a volume charge quantity p. If equation (2.7) is positive
the electric field lines point away from the charges (positive charges), this corresponds
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2. Maxwell and Constitutive Material Equations

to a source. If on the other hand equation (2.7) is negative the electric field lines point
towards the charges (negative charges), this corresponds to a sink. In the differential

Surface dV
enclosing volume V'

Volume V

Volume V

Magnetic
field lines

Surface dV enclosing the volume V'

(a) (b)

Figure 2.2.: ; (¢) Gauss’ law for a positive charge density ; (b) Gauss’ law for magnetic
field

formulation a source corresponds to a positive divergence of the field vector and a sink
to a negative divergence of the field vector. Similarly equation (2.8) is called Gauss’ law
for the magnetic field. In contrast to the Gauss’ law for electric fields it states that no
magnetic charges (monopoles) exist. Therefore the field lines always close on in contrast
to the electric Gauss’ law. Figures 2.2a and 2.2b illustrate the difference between the
electric and magnetic case.

2.2. Electromagnetic boundary conditions at material
interfaces

Boundary conditions describe the behaviour of the field at interfaces. Typical interface
that occur may be air-metal or dielectric-metal or other combinations. A metal, also
referred to as perfect electric conductor (PEC) has a very high conductivity o of several
million S/m, therefore for metals commonly o = oo is used. This is typically not the
case for dielectrics which called finite conductivity media with ¢ # oo. The boundary
conditions for two finite conductivity media o1, o9 # oo defined by €1, €2, p1, o are

Ax(Ey—E) = 0 (2.11)
Aix(H,—Hy) = 0 (2.12)
fi-(Dy—Dy) = 0 (2.13)
fi-(By—By) = 0 (2.14)
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2.3. TE and TM modes

They may also be displayed in a slightly different form

Eyy = FEy (2.15)
Hyy = Hyy (2.16)
FEonea = FEine (2.17)
Honpa = Hinpm (2.18)

where “t” refers to “tangential” and “n” to “normal”. For further information please refer
to [12]. The boundary conditions for the electric field are graphically represented in
Figure 2.3

€1 &2

E;

Eq

Figure 2.3.: Boundary condition for electric field vector with €1 < &g

2.3. TE and TM modes

Because the boundary conditions differ for the normal and tangential components it is
often useful to split the incoming wave in two parts by defining a plane spanned by the
incident and reflected wavevector k; and k,.. The incoming electric field vector is now sep-
arated in a part perpendicular to the plane of incidence, the s-polarised wave (TE mode)
and another part parallel to the plane of incidence, the p-polarised Wave (TM mode).
S-polarised comes from the German word “senkrecht” which means “perpendicular” and
p-polarised from the German word “parallel”. E = E, 4+ E; is graphically represented
in Figure 2.4. For the TE mode only the electrical field component is perpendicular
to the direction of propagation, whereas the magnetic field component is parallel with
respect to the wavevector. Similarly for the TM mode, the magnetic field components
are perpendicular with respect to the direction of propagation. Only the electric field
components is parallel to the wavevector. Or in a less scientific way: TE means, the
electric field does not exist in the direction of propagation and TM means, magnetic field
does not exist along the direction of propagation.
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2. Maxwell and Constitutive Material Equations

Figure 2.4.: TE and TM mode of an electric field.

2.4. Constitutive equations

This subchapter explains the origin of the electric permittivity and magnetic permeability
in dielectrics and is based upon the book Advanced Engineering Electromagnetics [12].
In a dielectric the charges in atoms and molecules, which are held in place by atomic and
molecular forces, are not free to travel. If an external electric field is applied, the centroid
of these bound positive and negative charges is slightly shifted in position relative to each
other, creating an electric dipole moment. For a polar material, even if no electric field is
applied, local dipole moments dp; exist between the charges. But the electric polarisation
vector is still zero because due to the random orientation of the dipol moments, the
local polarisation vectors cancel each other. Application of an electric field leads to an
alignment of all the charges along the field lines. However, all the charges in between the
top and bottom surface of the dielectric cancel each other. Only the charges +g¢,, and
—@sp at the surfaces remain. These charges create the polarisation density vector P. The
polarisation does not change the value of the applied electric field E but the value of the
electric flux density D inside the material. In free space D fpcespace = €0E in a dielectric
with the same applied electric field D pjgiectric = €0erE = €E or D pjgiectric = €oE + P.
Assuming a linear proportionality between P and E leads to the definition P = ggx.E
where x. is the electric susceptibility (dimensionless quantity). Resulting in

Dpiciectric = €oE+P =¢gE + 50X6E = 50(1 + XE)E = goe, B (219)

For magnetic dipoles in a dielectric under the influence of a magnetic field a similar
relation for the magnetic polarisation vector M = pgx,,,H (for linear dependency between
magnetisation and magnetic field) where x,, is the magnetic susceptibility is obtained.
In general the susceptibilities are tensors and the relation between polarisation and the
corresponding fields are linear if the applied fields are not too strong. To summarise,
the permittivity (permeability) is a measure of how much a medium changes to absorb
electric (magnetic) energy when subjected to an electric (magnetic) field.
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2.4. Constitutive equations

2.4.1. Electric and magnetic conductivites

The conductivity is linked to the amount of free charges inside a material and therefore
how easily a current can flow through it. In dielectrics most of the charges are bound to
the atoms and cannot move freely around. In metals on the other hand, all the electrons
in the outer shell (with energy near Fermi level) are free to move. Therefore conductivities
in metals are much higher than in dielectrics. The permittivity and permeability can be
expressed as a complex number ¢ = &’ +ie” = &' +ic/w,u =y +ip” = P +ioc/w, where
¢/, ' and €”, " refer to the real and imaginary parts of the permittivity and permeability
respectively and w to the angular frequency. As can be seen, the conductivity is linked
to the imaginary part of € or u, representing a power loss. Materials with o, o, =
0 are called lossless materials (air or vacuum). Lossy materials are characterised by
o, oy > 0 (for example, sea water, carbon and germanium). Metals on the other hand
are characterised by a very high conductivity o, o, = oo (for example silver, copper,
iron). The conductivity may vary over a huger range from ~ 10724 S/m (lossless) for
Teflon to 6.3 x 107 S/m for Silver (metals generally have a very high conductivity). The
resistivity is the inverse of the conductivity ¢ = 1/0. Ohm’s law links the electric Field
E to the electric current density J via the electric conductivity.
1
J=0E="-E (2.20)
0
Inside a conductor, after a very short time no electric field exists anymore. To explain
this, imagine bringing a positive charge close to a conductor. For a very short moment
an electric field will form due to the charge separation. This field will displace the
electrons that are free to move until the electric field is cancelled. Therefore metals are
also referred to as perfect electric conductors (PEC). For a lossy (conducting) dielectric,
conductivity corresponds to a power loss because some of the energy is converted to heat
[13]. The constitutive equations for isotropic linear materials are typically written as
in the equations 2.10 and 2.9. The material parameters may be simple scalars as used
in frequency independent cases or frequency dependent functions e(r,w), u(r,w). For
anisotropic cases they even become matrices &, [i.

2.4.2. Lorentz material

The Lorentz type of dispersion is based upon the assumption that, in contrast to a
metal, the electrons are strongly bounded to the atom. An external field will displace
the electrons from their initial position, but due to attraction between the electrons and
the atoms they cannot move freely through the material but start oscillating around their
equilibrium position (see Figure 2.5). The permittivity and permeability linked to this
model are

e(w) (65 — €oo)wd
—_ = 2.21
€0 Eoo wg — w? + 2wpéow ( )
p(w) (1s — too)wd
= 2.22
o Hoo wg — w? + 2wpow (2:22)
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2. Maxwell and Constitutive Material Equations

where €5, €c0(lts, floo) IS the permittivity (permeability) at the lower and upper end
of the frequency band, wq is the resonance frequency, w the angular frequency, & the
damping and I the imaginary unit. For a given set of parameters eoo = 2, €5 =5, we =
21 x 5 GHz, & = 0.5 the Lorentz permittivity is represented in Figure 2.5.

Electrical permittvity €

6 T

Re(g)

Im(g) -----
4t _
2 L
O M- ~ -
2t el ‘__—"—

4 L
0 2 4 6 8 10

Frequency [GHZz]

Figure 2.5.: Lorentz permittivity

The function used for the material parameters depends upon the type of material needs
to be modelled. There are typically three different types of materials. Lorentz , Debye
or Drude materials, depending if one is interested in modelling solid dielectrics, liquids
or metals, whereas Lorentz and Drude models offer the best theoretical description of
metamaterials [153]. The derivation of e(w), pu(w) (the spatial dependence has been
omitted for simplicity) for a given type of material can be found in every standard
textbook [13].

2.4.3. Debye material

Liquids, exhibiting oriental polarisation are often modelled as Debye materials, because
the molecules re-orient themselves under the influence of an electric field. This re-
orientation is not instantaneous due to the inertia of the polarisation. If the frequency
passes a given threshold, the molecules cannot follow the variations of the field, leading
to a relaxation of the permittivity. This is taken into account by the Debye relaxation
time 7 leading to a permittivity

ew) o €s — oo

= _ 2.23
€0 + 14w ( )

For a given set of parameters e, = 2, €5 = 5, 7 = 1 the Debye permittvity is represented
in Figure 2.6.

18



2.4. Constitutive equations

Electrical permittvity €
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Figure 2.6.: Debye permittivity

2.4.4. Drude material

In a perfect electric conductor the electrons are assumed free to move without interactions
and therefore they are accelerated perfectly in phase with the incident field. In a realistic
metal (non-perfect conductor) internal electrons are accelerated, but their motion is
damped by collisions with the atoms or molecules, leading to the dispersion

2
£(w) “p
— = feot T/ 2.24
€0 7wl — w? (2.24)
where wg = ne? /egm is the plasma frequency, with n the density of electrons, e and m

the charge and mass of an electron respectively and T' the collision frequency (probability
that a collision occurs). For a given set of parameters eoo = 2,wp, =21 x5GHz, I' = 0.5
the Drude permittivity is represented in Figure 2.7.
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Electrical permittvity €
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Figure 2.7.: Drude permittivity

2.4.5. Causality condition

In dispersive media, the material parameters are not simple scalars anymore. They
become frequency dependent functions e, u — £(w), u(w). Modelling of frequency de-
pendence is crucial for the simulation of metamaterials because frequency-independent
negative material parameters are not realizable [61]|. To verify this we consider the rela-
tion between the energy density W, and the electric E and magnetic H fields respectively

1 2 2
W= (5|E| + ulHP) (2.25)

If the permittivity and permeability are frequency-independent and negative, this would
lead to a negative energy violating the causality principle. For frequency-dependent
material parameters equation (2.25) has to be rewritten to

_ 1 (0ew)w] o, Opw)w] 1o
W = 5 < R |E|” + % |H| (2.26)
and the material parameters have to fulfill the condition
0 [e(w)w] 0 ()]

which is fulfilled by the Lorentz and Drude model.

2.5. Anisotropic material

In anisotropic materials, the electromagnetic material parameters, such as permittivity,
permeability and conductivity, may vary in the different crystal directions, so that they
must be treated as tensors. It is assumed that already 1000 years ago, before the in-
vention of magnetic compasses, Vikings used crystals, a naturally occurring anisotropic
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2.6. Metamaterial modelling

material, in Norse sagas referred to as sunstones to navigate on open water on cloudy
days. In accordance to researchers these sunstones could have been calcite crystals where
anisotropy leads to the phenomenon of birefringence (crystalline materials with differ-
ent indices of refraction with different crystallographic directions). Their sunstone came
within 1% of the true location of the sun [109]. Nowadays anisotropic materials offer
many new and interesting perspectives in engineering. A thin anisotropic coating may,
for example, significantly change the radar cross section of an aircraft. Composites,
anisotropic materials with applications initially limited to stealth bombers, satellites and
space shuttles become part of our everyday life. Due to their advantages with respect to
mechanical strength and weight compared to metals they are now used in civil aircrafts,
trains, automobiles, trucks, sports equipment and so on. Especially in plane and cars
electromagnetic compatibility is an issue which can be dealt with using numerical sim-
ulations. Other applications are the design of patch antennas where anisotropy can be
used as a design parameter [82]. Analytical solutions to wave propagation problems in
electromagnetics are mainly restricted to problems involving simple geometrical shapes
and diagonal, uniaxial or biaxial, tensors [39, 113|. In anisotropic materials, like crys-
tals or composites, the material parameters (e, u, o, o,,) are a function of the vector
direction of the wave electric and magnetic fields. In 3D they are represented as 3 x 3
matrices.

a = Ayzr  Qyy  Qyz y =&, W, 0, Om

The constitutive equations become

D = ¢E (2.28)
B = jH (2.29)

This means that the electric and magnetic fields are generally not parallel anymore to
the electric, magnetic fluxes. The only exception would be if a;; = a for ¢ = j and a;; =0
for ¢ # j. More intuitively this means the index of refraction depends on the direction
of the field vectors. The components a;; may also be frequency dependent functions
a;j — ai;(w) following a Drude, Lorentz or Debye model. This becomes important for
metamaterials which are introduced in the next section.

2.6. Metamaterial modelling

The term metamaterial first appeared in the year 2000 in the paper [119] but until now
there is no consensus about the definition of a metamaterial. I only concentrate on
materials with exceptional electromagnetic properties were the unit cell is small relative
to the wavelength [121]. It is however important to mention that metamaterials can also
be designed for acoustic [33], structural [151] or thermodynamic applications [89].
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2. Maxwell and Constitutive Material Equations

2.6.1. Group and phase velocity of double negative metamaterials

The underlying principle of metamaterials has been discovered by the The Russian physi-
cist Victor Georgievich Veselago. He was the first (known) person noticing that Maxwell’s
equation do not exclude the existence of materials with negative permeability and per-
mittivity. In his paper published in 1968 [135] Veselago thinks about the effects on the
reflection and refraction of electromagnetic waves in a material with negative permittivity
and permeability. For him, there are three possible results

1. Properties of a substance are not affected by a simultaneous change the signs of &
and p.

2. Simultaneously negative values of € and p conflict with some fundamental laws of
nature and therefore no such substance can exist.

3. Simultaneously negative values of € and p are possible, but the electrodynamics of
such materials differs from electrodynamics for the case of positive € and p [134].

Veselago comes to the conclusion that only the third case is correct. What effect does a
negative permeability and permittivity has on the propagation of a wave in a medium?
First a small reminder on physical relations:

e v, = w/k phase velocity (magnitude)

e v = Ow/0k group velocity (magnitude)

e n = ,/g.pt, index of refraction

c=1/\/p€ = 1/\/tofiréoer = co/+\/Erltr = co/n speed of light in a medium
o= \/;7 = non/e, impedance

Introducing a plane wave ansatz in equations (2.2) and (2.1) leads to

kxE=wB=wuH (2.30)

and
-k xH =wD =weE (2.31)

These two equations give us information about the relative position of the vectors to each
other. E, H, k are perpendicular to each other. But their orientation depends upon the
sign of € and p. If € > 0 and p > 0 the field vectors form a right handed system with
B parallel to H and D parallel to E and the material is called right handed material
(RHM). If ¢ < 0 and p < 0 the field vectors form a left handed material (LHM) and B
anti parallel to H and D anti parallel to E. Materials with € < 0 and p < 0 respective
e > 0 and p > 0 may also be referred to as “double negative” (DNG) or double positive
(DPS).
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2.6. Metamaterial modelling

(a) (b)
Figure 2.8.: (a) Left Hand Material (LHM) ; (b) Right Hand Material (RHM)

Materials with one negative parameter are named “single negative” (SNG) and can even
further be specified as “epsilon-negative” (ENG) or” mu-negative” (MNG). For a DPS (or
RHM) and DNG (or LHM) the Poynting vector defined as S = (ExH) = 1/(eu)(D x B)
, representing the energy flux, always points in the same direction. Waves with a wave
vector pointing in the opposite direction with respect to the Poynting vector are referred
to as backward waves. Figure 2.8 illustrates the difference between a RHM and LHM. To
clarify the consequences of this new concept let’s introduce the phase and group velocity.
The phase velocity v, = (w/k) k, with the unity wave vector k, points in the same
direction as the wavevector.

RHM LHM RHM Ve LHM

'

vl,G = 'Ul,p

v1p Vo p Vip P Usp

- —
=d: L -

(a) [99] (b) [99]

Figure 2.9.: Phase- and group velocity of a plane wave and a wave packet in a LHM and
RHM (a) plane wave; (b) wave packet

Therefore the group velocity is parallel to the wavevector and it is negative for a LHM and
positive for a RHM. The group velocity vy = (Ow/0k) k = 8/0k (k:/\/@ R) = 1/\/@1;
on the other hand is independent of the direction of k. The group velocity is parallel to
the Poynting vector and pointing in the same direction. A wave with a positive Poynting
vector and anti-parallel wavevector as in a LHM corresponds to a wave where the phase
and group velocities go in opposite directions as illustrated in Figure 2.9
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2.6.2. Negative index of refraction

Using the boundary conditions and the definition of the TE, TM modes (section 2.3) I am
now able to derive a continuity condition for the wavevector. For a TM mode, H, is equal
to zero for a wave propagating in z direction, leading to H; = H,, H, = H, + H, = 0,
where “t” refers to tangential and “n” to normal. For simplicity I define the interface
at z = 0. The magnetic field inside the material is referred to as Hs and elsewhere as
H = H,. H, is assumed to be a plane wave. H, is the sum of the incident and the
reflected wave whereas Hs,, only contains the transmitted wave propagating along the 2
direction

Hy = Ae i(k:=thea) o peilhez—hon) (2.32)
Hy, = Qe 'k2ezthaar) (2.33)

where A, B, C are the amplitudes. Using the boundary conditions (equation (2.16)) and
the fact that the boundary is located at z =0

Hy = Hoyy (2.34)
(A+ B)e ™ = Qe h2e (2.35)

This condition can only be fulfilled if k, = k2, and A + B = C. The similar reasoning
follows for a TE mode with a tangential E-field. If the second medium is a LHM, the
wavevector inside this material ks is anti parallel to the wavevector in the RHM k (see
section 2.6.1). But the condition k, = ko is still valid, so k2 , has to be negative leading
to a wave (ks) which is refracted above the perpendicular as illustrated in Figure 2.10.
This is called a negative refraction. To derive Snell’s Law, the condition k, = ko, with

Figure 2.10.: (a) p-polarised wave ; (b) s-polarised wave

ky = ksin(0) and ko, = ks sin (62) needs to be fullfilled. With the dispersion relation
w = k/\/epn this leads to

24
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Vep sin(0) = \/eapg sin (62) (2.36)

& nsin(fd) = ng sin(62) (2.37)
For a negative refraction ' becomes negative. Next I use sin(—6) = —sin(fy) and
introduce it in equation (2.37). Rearranging it leads to
sin(6)
=n——~2 2.38
"2 0 (0,) (2:38)
but in this case equation (2.37) would be violated because n sin (f) = —ng sin (0’) there-

fore no has to be negative. Corresponding to a negative index of refraction in a LHM.
This is illustrated in Figure 2.11.

Figure 2.11.: Snell’s law

Let us now further investigate the index of refraction, which is defined as n = /ep.
According to this definition the material parameters &, ; have to be complex for a LHM,
otherwise a negative index of refraction is not possible. The real part of n, Re(n) = n’
corresponds to the classical index of refraction and the imaginary part Im(n) = n”
corresponds to the absorption .

n® = eu (2.39)
& (n' + in”)2 = (& +ie") (W +ip") (2.40)
e n2 - gionn" = E/,LL/ . glllull ny (5//1«// + ie’:‘”/f) (2.41)

Everything I derived until now remains true for the real parts of the considered quantities

e <0, i <0, n <0. Therefore, by only considering the imaginary part of equation
(2.41) T get
;L &_IMII + gllu/
n=22_"=-"
2n//

The absorption n” is always > 0. Therefore the remaining condition is

e <0 (2.43)
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2.6.3. Absorption and evanescent waves

To prove that n; is linked to the absorption of a wave let’s consider a plane wave propa-
gation in x direction inside a medium with index of refraction n.

E(t,z) = Eye t(kz=wt) (2.44)
using the dispersion relation
nw w
k=—=(n"4+in") = 2.45
- (n +in") . (2.45)

and introducing it in equation (2.44) leads to

E(t,z) = Eoeﬂ(%n wwt) e ™" (2.46)
where n” leads to an exponential damping of the incident wave. In the next step I link
the imaginary part of the index of refraction using Lambert Beer Law which is only
defined for intensities

I(x) = Ipe™** (2.47)

with x the thickness of the sample, « the absorption coefficient and Iy the initial intensity.
The intensity of the electric field is proportional to the square of the field

in’z—wt) —2%nx —2%n/'y
CO e

I(2) o |EP = B2 0™ = e e (2.48)

where Egefi2<ci0n/x7m> got absorbed in Ip. Comparing the coefficients from equations
(2.47) and (2.48) leads to

2wn’!
o =

-, (2.49)

Until now I investigated how the wave propagates in RHM (e, u > 0) and LHM (e, u < 0).

But, what happens if e <0, ¢ >0 or € > 0, u < 0. Using the dispersion relation, leads
to

k= we =wn = w\/Eolo\/ElL (2.50)

where p, € refers to the relative material parameters in this case. If ¢ < 0, p > 0 or
€ >0, u <0,k has to be a complex number k = k' + ik” | so k" is again linked to the
imaginary index of refraction n”. For a plane wave, propagating in positive = direction
the electric field is

E(t, l‘) _ Eoe—i(km—wt) _ Eoe—i(k’m—wt)ek”x (251)

Where the term exp(k”z) leads to an exponential damping in x direction. Therefore the
penetration depth is very limited. Such a wave is referred to as evanescent. A summary
of the reflection /transmission properties for different material parameters is summarised
in Figure 2.12
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Figure 2.12.: Reflection and ransmission properties for different material parameters

2.7. Electrical wire grid resonators

Until now no DNG materials has been discovered in nature. But in 1999 Sir John Pendry
[101] got the idea to build a LHM by assembling two different structures. One leading
to a p < 0 and another leading to a € < 0 by using split ring resonators and wires. The
basic idea is to choose inclusions on a mesoscopic scale (smaller than the wavelength
but larger than atoms) with respect to the wavelength, because they will behave like a
homogeneous material. The size of such inclusions should be at least A/6.

wire grid resonator

According to the Lorentz model e(w) < 0 close to the resonance frequency. Unfortunately
no naturally occurring dielectric material is known with this property. But many metals
have this property £(w) < 0. In contrast to dielectrics where electrons are bound to the
atoms, metals are described using a Drude model because the conducting electrons are
free to move. There exists no restorable force and the electrons oscillate with the electric
field. In Figure 2.13 a negative permittivity occurs for angular frequencies smaller than
wp. Due to the absorption only a small band may be used for creating a negative index
of refraction which can be controlled by tuning the the plasma frequency by changing
the density of charges.
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Figure 2.13.: Drude permittivity, with Re(¢) = ¢’ and Im(e) = ¢

Unfortunately it is not simply possible to generate a plasma and control the position of
all the charges. Therefore Sir John Pendry had the idea to assemble long metallic wires
which appear to an incoming wave as effective electron plasma (because the charges
are free to move along the wire) if the wavelength is long enough. The electric field is
polarised along the wires. This allows the design of negative permittivity materials in
the frequency range below 2GH z. But the exponentially increasing absorption limits the
use of such a material. To improve the efficiency the “cut wire grid” method is developed.

Cut wire grid resonator

To increase the bandwidth the resonant behaviour of short wires can be used. For this
case the Drude model is not suited because due to the short wires the ideal plasma
assumption doesn’t hold anymore. For short wires the electrons will accumulate at the
boundaries generating an opposing field leading to a resetting force proportional to the
deflection. This force depends on the length of the wire. By considering this effect, the
permittivity becomes a mixture between a Lorentz and a Drude model leading to

w2 —w?
=1-—-—r = 2.52
ew) w? — w2+ iw (2.52)
with
271'0(2) mCo
_ B 2.53
“p a?ln(a/r) “o l (253)

where @ is the lattice parameter, r the radius and [ the length and wy the fundamental
mode. Details about the derivation of this function can be found in [100] and [45].
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Figure 2.14.: (a) cut wire grid resonator ; (b) comparison between “wire” and “cut wire”

transmission and permattivity

The wire has an inductive behaviour and the edges are the capacity. The “cut wire
grid” is represented in Figure 2.14a. In Figure 2.14b the transmission and permittivity
of a “wire” and “cut wire” are compared. As can be seen the transmission for a “wire
grid” decreases exponentially to zero. Due to the resonance in the ” cut wire grid “ the
frequency band from wp to wy, is much wider. Such “cut wire” materials are not only
interesting for DNG materials but are already used to improve standard horn antennas
[79].

2.8. Magnetic resonator

On a microscopic scale magnetism is the result of unpaired electron spins. Probably the
simplest way to generate a magnetic moment on a macroscale is to bend a metallic wire
to a circle and apply a current to it. A magnetic moment perpendicular to the plane of
the wire is generated according to

m—;/v(rxJ)dV (2.54)

with J the current density and r the radius. As depicted in Figure 2.15 incoming plane
wave with a time varying magnetic field perpendicular to the plane of the conducting ring
will induce an electric field along its contour leading to an electric current I. According
to Amperes law this time varying current will induce an magnetic field leading to an
magnetic moment m. Unfortunately this magnetic moment is too weak. Even for a
closed packed configuration of conducting rings only p < 1 is realisable, but not p < 0.
As for the electric case, the magnetic moment may be increase by making use of a
resonance, leading to the design of the so called split-ring resonator.
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T ot

Figure 2.15.: magnetic moment generated by incident wave.

In contrast to the conducting ring the split ring is not completely closed leading to a ca-
pacitance C' at both ends of the wire connected in series to the inductance L of the ring.
Strictly speaking the split ring resonators do not have to be rings. They may appear in
different configurations as depicted in Figure 2.16.

100 Q

Figure 2.16.: Rectangular SRR, circular SRR, nested SRR (Double split ring resonators
(DSRR)), SRR back-to-back configuration. [99]

For a known L, C and resistance R, the differential equation describing a RLC-circuit is

d?I(t) dI(t) 1
L+ R— +6I(t) =0 (2.55)
d*I(t) art) 5 B

72 +a o +wil(t) = 0 (2.56)

where the damping is & = R/L and the resonance frequency wp = 1/v/LC. L, C mainly
depends upon the geometry. DSRRs (Figure 2.16) show a sharper resonance and are a
popular choice for metamaterials with y < 0. They lead to an effective permeability of
|74]

2 2

Wi, — Wi

pll(w)y=1- (2.57)

w? — wi +iaw
where w,, is the “magnetic plasma frequency” equivalent to the plasma frequency, for a
closed packed arrangement a strong magnetic response leads to p < 0.
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2.9. Effective LHM medium

2.9. Effective LHM medium

To finally build a negative index of refraction metamaterial typically alternating layers
of electric and magnetic resonators are used. The first metamaterial developed by Smith
[119] is represented in Figure 2.17a. The wires and DSRRs are clearly distinguishable.
Later, printed circuit board (PCB) technology is used to reduce the dimensions of the
metamaterial making it useful for smaller wavelengths. On PCBs the DSRRs are printed
on one side and the wires on the other side of the board as depicted in Figure 2.17b.
These are only examples of 2D metamaterials.

Figure 2.17.: (a) Metamaterial developed by Smith et al. [119] ; (b) Metamaterial suited
for smaller wavelengths build using print circuit board technology

2.10. Chiral and pseudochiral materials

A Chiral material is a metamaterial but it is not part of the double negative materials
because the permittivity and permeability may remain positive. The negative index
of refraction may be obtained using an additional material parameters referred to as
chirality. Chirality is derived from the Greek word for “hand”, therefore it is also referred
to as handedness. An object is chiral if it is distinguishable from its mirror image and
consequently if it cannot be superimposed with it by translation and rotation. This is for
example the case for the left and right hand. In chemistry, chiral molecules are referred to
as enantiomers (Figure 2.18a). If a chiral object is left handed, its enantiomorph is right-
handed (see Figure 2.18b). On the other hand, an achiral object like a sphere cannot
be distinguished from its mirror image. The interaction of an electromagnetic wave with
a collection of randomly oriented chiral objects (small helices for example) leads to the
phenomenon of optical activity causing a rotation of the plane of polarisation to the right
or to the left depending on the chirality of the object [67]. In 1811 Argo [7] first discovered
optical activity in quartz crystals and 1815 Biot [18] discovered this phenomenon in other
media such as oil of turpentine. 1848 Louis Pasteur [83] identified the chirality of the
molecules as cause of the optical activity. Finally, in 1920 and 1922, Lindman [73, 81|
set up a model based upon microwaves instead of light by replacing chiral molecules by
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wire spiral entities (macroscopic molecules). Which has been experimentally validated
by Pickering [104]. Lindman and Pickering showed that a collection of randomly oriented
left-handed helices turns the plane of polarisation of the incident wave one way whereas
the right-handed helices turns it the other way [94].

Figure 2.18.: (a) hand and chiral molecules ; (b) left- (on the left) and right-handed (on
the right) helices

Chiral materials are a special case of bi-isotropic materials. Due to the discovery of
new properties and fabrication techniques they become increasingly popular. Especially
because they offer a negative index of refraction without requiring a negative permittivity
or chirality. In the mathematical description bi-isotropy is taken into account in the
constitutive equations

D(w) = e(wE+¢(wH (2.58)
B(w) = pwH+((wE (2.59)

&, C are the cross coupling parameters defined as

((w) = x(w) + infw) (2.60)

Cc

X(w) — ik(w)

(o) = X (2.61)
where c is the speed of light, x the Tellegen parameter and k the chirality, sometimes
also referred to as Pasteur parameter. In this thesis I will only focus on chiral materi-
als therefore we neglect the Tellegen parameter especially because it’s existence is still
controversial. Hence our constitutive equation simplifies to
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2.10. Chiral and pseudochiral materials

—*H (2.62)

ik(w)

Bw) = plwH-+ E (2.63)

As can be seen the chirality leads to a coupling between the electric and magnetic fields.
The Pasteur parameter leads to two interesting effects

e Optical rotatory dispersion (ORD): continuous rotation of the plane of polarisation
of a linearly polarised incident wave inside the chiral material

e Circular dichroism (CD): change of the polarisation from linear to elliptical due to
different absorption coefficients of a right and left circularly polarised wave

These phenomenon are illustrated in Figure 2.19.

E,, (V/m)

z,(m) . -1 E,, (V/m)

Figure 2.19.: Effect of Pasteur parameter (a) Optical rotatory dispersion (ORD). ; (b)
Circular dichroism (CD)

A pseudochiral material is used in bi-anisotropic metamaterials and may show a similar
optical activity with the phenomena of CD and ORD without being chiral [110]. The
unit cells of a pseudochiral material are by itself not chiral but they nevertheless lead to
a coupling between the electric and magnetic field, described by the chirality (Pasteur)
parameter if they are arranged in a specific way. This coupling does not exist in a LHM
where the magnetic resonators (SRR) are spatially separated from the electric resonators
(wires). An omega particle for example (Figure 2.20) is a combination of the SRR and
wire. Therefore the coupling of the electric and magnetic field arises, mathematically
taken into account by the chirality parameter in the constitutive equations.
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Figure 2.20.: Standard unit cell of Q-Medium. [10]

2.11. Classification of metamaterials

In 1998 Tretyakov et al. [129] suggested a method to classify different kind of metama-
terials. They define the constitutive equations as in the isotropic case but the material
parameters are complex tensors instead of scalars.

D = FE+¢H (2.64)
B = iH+(E (2.65)
: |
& = E(X —ik") (2.66)
( = %()?Jriﬁ) (2.67)

X is the Tellegen or non-reciprocal parameter which I do not consider in the following
classification because I am only interested in reciprocal bi-anisotropic media. In this
case ¢ and [i are symmetric tensors and £ = —(? = —ik! where & is the chiral tensor
responsible for the magnetoelectric coupling. Rewriting & as

_ 1 _. = =
o= STr(R)I+M (2.68)

where T'r() is the trace of a matrix. In the original publication the term 1/3 in front of
the trace is not used but in our opinion it should be added. I is the unity matrix and
the trace of M equals zero. It is furthermore possible to decompose every square matrix
in a symmetric and antisymmetric matrix.

M = N+J (2.69)

Where N = (]\:4 + ]\ZTT> /2 is symmetric and J = (]\7[ - ]\:4T) /2 is antisymmetric. As

a reminder a matrix A is symmetric if A;; = Aj; and antisymmetric if A;; = —Aj;. In
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2.11. Classification of metamaterials

our case T'r (]\:4 ) = 0, therefore T'r (]\:f ) = (0. Therefore there must be at least two

set of virtual inclusions with opposite handedness. In these media effects known from
isotropic chiral media like optical rotatory dispersion and circular dichroism may occur.
Interestingly the microstructure of these materials doesn’t has to be chiral to lead to the
same effects as observed in isotropic chiral media. Therefore they are called pseudochiral.

_ 1 . .= = =
kR = gT’F(E)I‘l‘N"‘J (2.70)

Equation (2.70) allows us to classify several metamaterials (Table 2.1)

’ Coupling Parameters ‘ Class ‘
Tr(R)#0, N=0,J=0 Isotropic chiral medium
Tr (k) #0, N#0, J=0 Anisotropic chiral medium
Tr (k) =0, N#0,J=0 Pseudochiral
Tr(k)=0, N=0,J#0 Omega medium
Tr(R)#0, N=0,J#0 Chiral omega medium
Tr (k) =0, N#0, J#0 Pseudochiral omega medium
Tr (k) #0, N #0, J#0 | General reciprocal bi-anisotropic medium

Table 2.1.: Classification of reciprocal bi-anisotropic media
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3. Numerical Solution of Maxwell
Equations

In computational electromagnetics (CEM) there exist various methods for solving Maxwell’s
equations. They all have their advantages and disadvantages and depending on the case
one method may be better suited than another.

3.1. Review of numerical techniques for the solution of
Maxwells equations

Time Domain vs Frequency Domain

CEM programs can be separated in two main groups. Time domain (TD) and frequency
domain methods. Time domain methods are interesting if a broadband analysis is re-
quired. An example would be the transmission and reflection coefficients (expressed in
the frequency domain) of an electromagnetic pulse (time domain) interacting with a di-
electric material. Therefore a pulse is defined in the time domain and after it interacted
with the dielectric when the Fourier transform is applied to convert the response from
the time to frequency domain. The result is a very broadband response in the frequency
domain by running the algorithm only once in time domain. If on the other hand we
are only interested in a time-harmonic steady state solution at a single frequency the
frequency domain method is much more efficient because no time stepping is required
and the solution is obtained through a matrix inversion process. Another big advantage
of a frequency domain method is the simplicity to implement frequency dependent (dis-
persive) material parameters (g, u, o), because the scalar values can be used directly. In
the time domain this is more cumbersome because the constitutive equation, which is a
multiplication in the frequency domain, becomes a convolution in the time domain. To
obtain a broadband response a frequency domain method can also be used by running
multiple simulations, one at each frequency. Although it is more complicated to deal
with frequency dependent material parameters in a TD method, the broadband response
obtained in the frequency domain after a single run in the time domain outweights the dis-
advantages. Therefore I restrict my attention only to TD methods. The advantages and
disadvantages of the most common methods are presented in the following paragraphs.

Method of Moments (MoM) or Boundary Element Method (BEM)

The Method of Moments (MoM), or Boundary Element Method (BEM) solves linear
partial differential equations formulated as integral equations. Applications range from
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electromagnetics over acoustics to fracture mechanics. The numerical implementations
of the method go back to the 60s but it became popular in the late 1970s. The main dif-
ference between the MoM and the presented finite element and finite difference methods
(FDM) is that the MoM is a boundary method whereas the others are domain methods.
In a BEM method for a 3D case, the discretisation is only applied to the boundary sur-
face, whereas in domain methods, the whole space needs to be discretised. This reduced
dimension leads to lower computational requirements due to the smaller systems. This
method is especially suited for problems with a small surface to volume ratio and ex-
cel in modelling open radiation problems, particularly when the geometry includes large
metallic surface or resonant length wires. The ray tracing techniques is part of the BEM
methods and results from the high frequency approximation of Maxwell’s equations. As
a geometrical method ray tracing adds no penality on the runtime if the frequency is
increased. This becomes useful when other methods become computationally to expen-
sive because of the vanishing wavelengths. If the size of the obstacle is much bigger than
the incoming wavelength this method is typically applied. Common applications of ray
tracing are the propagation of radio signals through the ionisphere, ocean acoustics or
the design of lenses and optical systems. I am however interested in objects with a size
in the order of magnitude of the exciting wavelength, making this method not suitable
for my applications. Generally BEM methods result in fully populated matrices, lead-
ing to a grow of the storage requirements and the computational time proportional to
the square of the problem size. For Finite Element Methods the storage requirements
however only grow linearly with the problem size [29]. BEM methods are best suited for
problems in linear homogeneous media where Green’s functions can be calculated, which
is a non-negligible restriction for this method especially for my applications. Therefore I
concentrate on volume discretisation methods.

Finite Difference Time Domain Method

The publication from 1928 from Courant, Firedrichs and Lewy can be considered as start-
ing point of the Finite Difference Method [32]. They investigated the solution of problems
by means of finite different methods. They even defined a finite difference approxima-
tion for the wave equation and the derived the CFL stability condition necessary for the
convergence of the solution. This condition is a key parameter in the FDTD formulation
because it links the time step to the spatial step of the mesh. In 1930 Gerschgorin [53]
derived the error bounds for the difference approximation of elliptic problems. Twenty
years later after the Second World War, the improvement of computers lead to practical
applications pushing the development of the Finite Difference Time Domain Method.
During the 1950s and 1960s key protagonists in the further development and generali-
sation of the method where O’Brian, Hyman, Kaplan [98], John [68] and many others.
Probably the most common FDTD method in electromagnetics is the Yee algorithm [146]
named after his inventor Kane S. Yee. A two-point centered difference form is used to
obtain second-order accuracy. In its standard form a structured staggered spatial mesh is
used. The staggered mesh allows the interleaved placement of the electric and magnetic
field components. The main advantages of this methods are [118, 126]:
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e Simple discretisation procedure allowing to model a 3D problem in less than 100
lines of code

e Easy to understand due to simple discretisation

e No inherent limit to the size of a simulation due to explicit nature. No linear
algebra or matrix inversions are required

e Gauss laws are inherently fulfilled
e Scheme preserves the energy and amplitude of the wave

e As a time domain method one single run of the simulation allows the whole repre-
sentation of the frequency domain by using the Fourier transform.

e Accurate and robust method
e Method can easily be parallelised on CPU’s and GPU’s
The main drawbacks are:

e A stability condition links the time step to the spatial size of the smallest mesh
elements. This makes it problematic for the method to deal with large scale appli-
cations.

e As a low order method the accuracy of the results may suffer from numerical
dispersion.

Finite Volume Time Domain (FVTD)

Initially finite-volume techniques were used to solve the governing equations in fluid
dynamics. Beginning of the 90’s Madsen [88|, and Shankar [116] adapted this method
for the solution of Maxwell’s equations. Similar to the Yee algorithm, Madsen suggested
an interleaving of the fields. In this case the method may be referred to as a hybrid
FDTD-FVTD method. The electric and magnetic field components are stored on the
edges of the primal and dual cell respectively. Yee and Chen [147, 148| also suggested
their own FVTD method. In contrast to Madsen they store the fields on the vertices
of the cells, simplifying the derivation of the update equations. In FVTD the integral
form of Maxwell’s equations is used to conserve the field quantities. Whereas in the
standard FDTD formulation the electric and magnetic field vectors are stored on the
nodes of grid cells, in FVTD the fields are defined in small volumes in space. The
main advantage of the FVTD method compared to the standard FDTD method is the
generalisation to unstructured meshes, allowing the conformal approximation of curved
surfaces. Furthermore the method can be used on non-uniform meshes. For linear, non-
dispersive materials the spatial discretisation has to be smaller than Ap;/10, where
ADiel 18 the wavelength inside the dielectric. Materials with a large electric permittivity
can be discretised with smaller cells compared to low electric permittivity materials.
The unstructured mesh allows a smooth transition between high and low permittivity
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materials. This significantly reduces the number of cells in the overall mesh. Overall the
FVTD method combines an explicit time domain method with an unstructured mesh.
The drawbacks of the methods are the required dual grid, which may be challenging to
generate and the larger stencils, required for higher accuracy, destroying the locality of
the scheme. Furthermore this method is not divergence free.

Finite Element Method (FEM)

The finite element method has originally been developed in the 1940’s for structural
mechanic applications [152]. The popularity for electromagnetic application rise end of
the 1960s. Nevertheless FDTD was the most popular method until the 1990s due to its
simplicity and efficiency with respect to computational ressources. By further developing
the Finite Element method in Time Domain (FETD) and by using improved algorithms
higher accuracy and efficiency could be achieved. In contrast to the standard FDTD
method, FETD can be used on unstructured meshes. FETD on the other hand can
deal with higher-order polynomial basis functions. There is also a conceptual difference
between the finite difference and finite element methods. FD methods approximate the
operators (derivatives) Ou/0t ~ (u(t;+1) — u(t;)) /At whereas FE methods approximate
the solution of the differential equation u (t) = SN u;¢;(t) ,where ¢;(t) is a local basis
of expansion function defined over a local finite element, and then adapt the solution
to minimise the difference between the numerical and exact solution. A big drawback
of the FE method is that a large albeit often sparse matrix has to be solved in implicit
schemes, to enforce continuity at element boundaries, leading to a serious overhead often
limiting the applications of the method. In a second order central finite difference method
the scheme is explicit. Restricting the method to low orders allows an iterative scheme
through mass lumping for example. However, in this case it is not divergence free and it
introduces dissipation [44].

Discontinuous Galerkin Finite Element Method (DG-FEM)

The Discontinuous Galerkin Method (DGM) has first been used by Reed and Hill [142]
to solve the neutron transport equation. Over the decades the method has been further
refined and has been successfully applied in electrodynamics, fluid mechanics and plasma
physics. In the last decade a lot of research has been done in the development of high-
order discontinuous galerkin methods for electromagnetic simulations in time domain
[62, 30, 84, 70, 27]. DGM combines the advantages of the FEM and FVTD method,
leading to a scheme that is local, explicit in time and able to deal with higher order of
accuracy. In contrast to the standard FDTD, DGM works on unstructured meshes and
no staggered grids are required. Furthermore, the block-diagonal structure of the matrix
induces a trivial parallization of this scheme. Another major advantage is the facility
to use non-uniform-uniform degrees of approximations. As with all the FE methods the
problem lies in the complexity of the algorithms compared to FDTD methods, but it
would in my opinion be the best choice out of the FE methods.
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UM-FDTD (Co-Volume Method)

Although FE methods can employ polynomials of higher orders and are not restricted to
a structured mesh, the algorithms itself are much more complicated to implement and
computationally expensive compared to FDTD schemes. A possible solution would be
the use of hybrid solution techniques. In this case an unstructured finite element or finite
volume method is combined with a structured FDTD method [59, 36]. This allows one
to model the scatterer accurately with tetrahedra for example whereas the rest of the
domain is filled with hexahedra, significantly reducing the computational costs. However
special care has to be taken at the transition between the higher order FE and FD regions
because non-physical diffraction effects may occur due to linear approximation of curved
boundaries [115]. Although the hybrid method is more efficient than the standard FEM
it complicates the algorithm even more. The main advantages of the FDTD method with
respect to FEM are as mentioned above, the simplicity of the discretisation procedure,
the low memory requirements, the explicit nature of the scheme... but the method is
typically limited to a structured mesh. This leads to a loss of accuracy due to staircasing.
A finer mesh is necessary to improve the accuracy, but the CFL condition requires a
reduction of the time step and an increase in the computational costs. To improve the
accuracy of the scheme in the case of curved interfaces non-uniform and unstructured
mesh implementations have been suggested like the generalised Yee algorithm [51] or the
Yee-like algorithm [20]. Unfortunately these methods are not as efficient as the original
scheme [87]. Xie used another approach to generalise the Yee algorithm to unstructured
meshes by employing a primal unstructured Delaunay mesh and its orthogonal Voronoi
dual graph [144]. This method was initially limited to perfect electric conductors but in
this work I was able to extend the method to isotropic, anisotropic, frequency dependent
and chiral dielectrics [48, 49]. This allows me to model composites and metamaterials.
I refer to this method as “UM-FDTD”, where UM stands for unstructured mesh. UM-
FDTD preserves the advantages of the FDTD algorithmm by significantly increasing the
spatial and temporal step by using unstructured meshes to match a curved boundary.
My results demonstrate that a 6 — 8 times coarser meshes can be employed leading to
important savings with respect to memory and time. UM-FDTD is a generalisation of
the classical Yee algorithm to unstructured meshes. Hence it simplifies to the classical
method on a structured mesh. Thus it can naturally handle hybrid meshes without
requiring any kind of interpolations between the structured and unstructured mesh and
therefore no non-physical diffraction effects occur at different mesh interfaces. As edge
and face based method it is not even limited to specific mesh elements like a hexahedron
or tetrahedron. It can handle any kind of polyhedra. With the development of the
UM-FDTD the advantages of an unstructured mesh method could be united with the
simplicity and most of the other advantages of the FDTD method. Especially for 3D
isotropic materials the simplicity of the implementation of UM-FDTD corresponds to
a the implementation of a 1D FDTD scheme. For anisotropic materials it is however
slightly more complicated as I will show later in this chapter.
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Commercial Software

According to Cheng [29], after a keyword search in the Science Citation Index Expanded,
the total number of journal publications of the three most common numerical methods
in 2004 leads to about 60’000 results for the FEM, 19’000 for FDM and about 10’000
for BEM making it the third most used technique. These three methods therefore form
the basis of most of the commercially available software tool in engineering ([25]). The
softwares are first categorised in partial differential equations or integral technique solvers.
For the first case, a volume mesh is needed whereas integral solvers require a surface mesh.
A further classification can be done by regrouping the software as frequency or time
domain methods. In the frequency domain, the FE method is typically used because it
allows the use non-uniform meshes and can model complicated geometries. T however will
only consider commercial software codes based upon the FDTD method. As mentioned
before this techniques also allows the modelling of complex and inhomogenous structures,
but doesn’t create a larges set of linear equations and therefore doesn’t require matrix
solvers. The most popular FDTD commercial codes are probably CST Studio from
CST, XFDTD from Remcom and Lumerical. For a more general overview, please refer
to the paper by Su et al. [25]. These softwares are also able to model metamaterials
demonstrating the importance of accurate modelling techniques of these materials for
industrial applications. To improve the efficiency, conformal meshes are used, which
account for subcell features, to reduce the stairstepping effect [149, 122, 38]. However
the accuracy and stability can still not compete with those obtained by unstructured
meshes. To our knowledge no FDTD method generalised to unstructured meshes is so
far used in commercial software, which is one of the reasons for the development of
UM-FDTD.

3.2. Pure scattered field formulation

The total and scattered field formulation allows me to generate an incident wave which
appears to simulation as if the plane wave source is external to the simulation space e.g
as if a wave has been generated at a great distance away. To establish this formalism I
use the linearity of Maxwell’s equation stating: If the fields Eq and Eo separately satisfy
Maxwell’s equations than Eio = E; + E9 also satisfies Maxwell’s equations. This allows
me to split the total electric field into an incident and scattered part, Eiot = Ejne + Escat.
The analytically specified incident field corresponds to the field present in a region in the
absence of any objects (dielectric or conductor). The incident field thus fulfills Maxwell’s
equations of free space.

aI_Iinc

ot
a]Einc

ot

VXEmC = —up (31)

VXHmC = £ (32)

The presence of a scatterer and the electromagnetic boundary conditions lead to the
formation of the scattered field as the incident field interacts with the object. This
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field must satisfy Maxwell’s equation inside the scatterer with the medium parameters
€, W, 0, oy as well as Maxwell’s equations for free space outside the scatterer. The total
field corresponds to the superposition of the incident and scattered field and has to obey
within the scatterer the following equation

OHy,
V X Eqot —H 8; L omHiot (33)
OE;,
VxHy = € 8; Ly oE¢ot (3.4)

with € # €g and p # po. Using Eior = Ejpe + Egeor and Hyor = Hype + Hgeqr 1 rewrite
equation (3.3) and equation (3.4)

0 Hinc Hsca
V x (Einc + Escat) = —K ( at t) —Om (Hznc + Hscat) (35)
0 Einc + Esca
V X (Hinc + Hscat) = £ ( ot t) +o (Einc + Escat) (36)

Subtracting equation (3.1) from equation (3.5) and equation (3.4) from equation (3.6)
leads to

aHSC(Lt 8I_Imc
Esca = - - mHsca - - mHinc .
V X Egcar P = O : [(M po)—p,— tO ] (3.7)
a]Escat a]Emc
V X Hcat ot + 0Egscat + |:(E - 50) ot + O'Eznc:| (38)

Rewriting equation (3.7) and equation (3.8) with the time derivatives on the left hand
side leads to

OH o o — po OH;

a‘icat = —iv X Escat —7;7 Hscat - [THWLC - K MMO a;”C (39)
OE o o € —¢gg OE;

a;cat = %V X Hscat _gEscat - gEmc - c 0 a;nc (310)

In the scattered field formulation the incident field is an analytically defined function.
Therefore the only unknown is the scattered field.

3.3. Classical 3D Yee algorithm

For completeness and to illustrate the differences between the classical Yee algorithm and
our Co-Volume scheme I derive the discretised update equations for a lossless dielectric.
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3. Numerical Solution of Maxwell Equations

Starting with Faraday’s law equation (2.2) and writing it in components

agz _ ;(aa% ‘%?) (3.11)

8;? _ ;(88% B 8£z> (3.12)

agz _ ;(égﬁj_ 85;5) (3.13)
similarly for Ampere’s law equation (2.1) becomes

aaEtx _ % (6;; B 81‘?) (3.14)

a;y _ i(@;? B 88121:) (3.15)

8£z _ é (gﬁ _ 359&) (3.16)

The electric field is updated at integer time steps n and the magnetic field at half integer
time steps n + % The electric field component E, for a = z, y, z is at half-integer
steps for the a-location and integer for the other two components. For the magnetic field
components it is the opposite. H, for a = x, y, z is at integer steps for the a-location
and half-integer for the other two components.

N (i, k+1) e |
i plane
O
é ¥ €
z.
(i, j. b 2 (i, j+1. k)
(F1/2,j. k1) @— !,\. °
o *: & i—1/2 plane
9, 9, z
: .
x y
. Ex A ELCT )
(i-12. /. k) @ TN ® (i-12./+1. k)

Figure 3.1.: (a) 8D Yee cell for a rectangular grid. .; (b) slices of the Yee cell at positions
i and i— 3 [118]

Applying the finite difference approximation for time and space as indicated as example
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3.3. Classical 3D Yee algorithm

in equations (3.17) and (3.18)

OF, n+1/2 N E;L—‘rl _ E;L
ot o At
n n
oE,|" Ey|i,j+$7k+1 N Ey|i,j+%,k
0z - Az

(3.17)

(3.18)

to equations (3.11)-(3.16) leads after rearranging to the interleaved leap frog algorithm
update equations

|n+% . |n+%
nt1 n At Hitggtyk Flitgg-gk
o i+1.4k = El“i+l 3.k + A (319)
2 2P Ei Lk y
1 1
H ’n+§ - ’n+§
Yl gkt Ylitd jk—1
Nz
‘n+% ’nJr%
nt1 At “lijtgkts “lijtgk—g
vlijiin = Bulijesnt: Az (3.20)
2 2 i+ 5.k
1 1
Hz|n+1§ 1 z|7-L+1§4 1
o 7’+§7]+§7k Z7§7]+§7k
Az
‘n+% ‘nJr%
1 1 S 1
E |n+1 o E ‘n + At Y 1+§,],k+§ Y 7475,_],164’5 3 21
# 7”]7k+l o # Z’J’k+% 3 1 AJ/‘ ( . )
2 i77j7k+§
1 1
1’|n+§1 1 x|n+§1 1
_ t,J+35.k+3 i,j—5.k+35
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45



3. Numerical Solution of Maxwell Equations

E,|". — E,".
|n+% . ‘n—% . At y|z,]+%,k+1 y"b,]-‘r%,k‘ (3 22)
Tighgkty T ikt o Az '
’ 27 2
n _ n
Ez‘i,j+1,k+§ EZ'z',j,k:Jré
Ay
E " — E,|".
H Tl—'—% _ H ’I’L—% At z 7'+17.]7k+% Z’Z7J7k+% 3 23
y|i+l ikl y|i+l i kL + A ( . )
2’.]’ 2 21.]1 2 MZ—F%,],]{?-‘F% €T
E " —Ex|"
_ x’z+é,y,k+1 $|Z+%J,k
Nz
E.|" — E.|"?
‘n+% _ ‘nf% n At m‘i+%,j+1,k x’iJr%,j,k (3.24)
Hitgatyk T T i gagk o Ay '
2 2

n _ n
Ey‘i+1,j+%,k Ey’z',j+§,k
Az

Keep in mind that the electric field is updated at integer time steps n — n+1 and spatial
steps ¢ — i+ 1 and the magnetic field at half integer time steps n—% — n—i—% and spatial
steps 7 — % — 1+ % The time step only changes when a derivative with respect to time
is applied. In that case n — n + 1, the spatial grid points stay the same i + % — 1+ %
Approximating a spatial derivative has no effect on the time step n + % - n+ % Taking
the derivative with respect to j for example, means, only the variation of the magnetic
field in j direction is considered and therefore only j will change during the discretisation
process j — % —j+ % After discretising the derivatives with respect to space and time
I rearrange the terms with respect to the electric or magnetic field components.

3.4. Modelling of isotropic dielectrics using the co-volume
method

3.4.1. Problem formulation

The formulation employs the integral form of Maxwell’s equations [144]. For a three
dimensional lossy dielectric medium, Ampére’s and Faraday’s Laws are expressed, in
scattered field formulation, as:

9 9
O BmdA = G Hymgdl— 2 [ (e = 20) BinedA 2
/Eat t 55 t 8t/(€ co) (3.25)

A 0A A
_ / BpedA — / B dA
A A

and
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3.4. Modelling of isotropic dielectrics using the co-volume method

B, 0
/ po HacardA - = —55 Bicardl — = / (1 — p1o) Hined A (3.26)
A 0A A

_/UmHinch_/UmHscatdA
A A

The total fields are formed as the sum of the corresponding incident and scattered fields.
To model a perfect electric conductor, the first term on the right side of equations
(3.25,3.26) is sufficient. For modelling a non-lossy dielectric material the first two terms
have to be considered and for a lossy dielectric material every term on the right side needs
to be taken into account. In addition E;,., Hjne. and Egcqr, Hgeqr represent respectively
the incident electric and magnetic fields and scattered electric and magnetic fields. The
incident field is assumed to be a plane wave illumination from the far field, which has the
form E;p. = Eg cos(wt —k-r), where Ey is the electric field vector, k is the wave vector,
r is the position vector. From the known incident electric field, the incident magnetic
field may be determined, using Faraday’s Law, as

1 .
Hinc = —k x Einc (327)
o
where k is the unit wave vector and Mo = +/po/€o is the impedance of free space.

3.4.2. Discrete equations

The Yee algorithm is a low operation count method for the solution of Ampére’s Law and
Faraday’s Law. The algorithm is implemented on two mutually orthogonal meshes. For
the present implementation, a primal tetrahedral mesh is generated using a Delaunay
method [139]. The Voronoi diagram associated with this primal mesh is used to define a
dual mesh. Each Voronoi face is a perpendicular bisector of the corresponding Delaunay
edge and each Delaunay face is perpendicular to the corresponding Voronoi edge. It is
assumed that the Delaunay mesh has NP edges and that the Voronoi mesh has NY
edges. Thus each Delaunay edge has a perpendicular closed loop of Voronoi edges and
similarly each Voronoi edge is surrounded by a closed loop of Delaunay edges. For the
leapfrog scheme to be second order accurate, the unknowns are located at the midpoints
of these edges. The unknown at the centre of the ¥ Delauany edge corresponds to
the projection, Fgcq i, of the scattered electric field onto the direction of the edge. The
unknown at the centre of the j% Voronoi edge corresponds to the projection, H, scat,j; Of
the scattered magnetic field onto the direction of the edge.

Applying the central difference approximations to the fields according to the following

47



3. Numerical Solution of Maxwell Equations

equations

o B € (En—H _ E”) AV )
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A
and applying them to Ampére’s Law and Faraday’s law leads to
2e — oAt 2At
Ertl o — — | EV .. —_— 3.34
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grz = (ZEZ0men ) pgeel) 3.35
scat,j 2'u + O’mAt scat,j + (2/1, + O'mAt) AJD ( )

0
D D
Z scatz,]k Tk UmA HZT;LCJ (,LL—,U()) Ag atHZ’an,]

where /At denotes the time step, the superscript n denotes an evaluation at time level
t = n/t, ZZD represents the length of the i*" Delaunay edge and AZV corresponds to the
area of the Voronoi face spanned by the Voronoi edges surrounding Delaunay edge <.
Similarly, l}/ represents the length of the j** Voronoi edge and AJD corresponds to the
area of the Delaunay face spanned by the Delaunay edges surrounding Voronoi edge j.

The numbers j; 1, k=1, ..., M} refer to the M) edges of the Voronoi face corresponding
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3.5. Mesh generation

to the i** Delaunay edge, as illustrated in Figure 3.2a. Similarly, the numbers 05 ks
k=1, ...,MJ-D refer to the M]D edges of the Delaunay face corresponding to the j**
Voronoi edge, as illustrated in Figure 3.2b.

. ; - \J“
S ~
P . ', ]r‘.(i AI
1 . o el

oe— 1! ] ’ -|,-] i2

- . . i -.: ..... ﬁ\'-_
) =0
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(a) The i'" Delaunay edge, connecting De- (b) The ™ Voronoi edge, connecting
launay vertices p1 and p2, and the cor- Voronot wvertices vi and vz, and the
responding Voronoi face, formed by the corresponding Delaunay face, formed by
Voronoi edges ji 1, ..., Ji6 the Delaunay edges ij,1,152,%,3

Figure 3.2.: (a) Delaunay Edge and Voronoi face. ; (b) Voronoi Edge and Delaunay face.

These staggered equations are used to advance the solution in a leapfrog manner; with
the magnetic field updated over the dual graph at the half time step, using equation
(3.35), and the electric field updated over the primal graph at the full time step, using
equation (3.34). At the interface boundaries, the material parameters in the equation
are not constant over the area of integration, therefore the values of ¢, y, o and o,
are averaged at a dielectric interface, leading to the values €44, tav, Tav and o,,,,. The
evaluation of these averaged values is detailed in section 3.5.1.

3.5. Mesh generation

The main difference between our Co-Volume approach and the standard Yee algorithm
is the generalisation of the method to unstructured meshes. Before investigating the
requirements and challenges linked to the 3D unstructured mesh generation it is easier
to first consider an example in 2D illustrating the principle and relation between the
Voronoi and Delaunay mesh (Figure 3.3a). Firstly the space is filled with triangles
forming the Delaunay mesh. Next , the circumcircle, a circle connecting the 3 corners of
a triangle is drawn and the position of the circumcenter for each triangle is retained. If
two circumcenters from neighbouring triangles are connected, they form a Voronoi edge.
By construction, the Voronoi edge is the bisector of the Delaunay edge. This means a
Voronoi edge is perpendicular to a Delaunay edge and it intersects it in the middle.
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3. Numerical Solution of Maxwell Equations

Circumcircle Voronoi Edge

Circumcenter

(a)

Figure 3.3.: (a) Delaunay and Voronoi mesh in 2D. ; (b) Cut through hybrid mesh used
to model sphere object. The displayed mesh consists of tetrahedra inside the
sphere (white) and it’s vicinity with few layers (blue). One layer of pyramids
(yellow) links the tetrahedra to the hexahedra (red).

This was only a very brief and simplified explanation about the relation of the primal
Delaunay and its dual Voronoi mesh. In reality numerous challenges had to be overcome
especially in 3D. Not only employ an unstructured but a hybrid mesh is employed to
represent the computational domain. Most of the free space region is filled with hexahe-
dral elements. This is efficient in terms of managing the number of degrees of freedom
required and enables a standard PML boundary condition to be implemented at the
outer surface of the domain. Tetrahedral elements are used near to, and inside, scat-
tering bodies. The tetrahedral and hexahedral elements are connected using pyramidal
elements, which means that hanging edges may be avoided, as shown in Figure 3.3b.
Mixed meshes of this type are readily generated using the cut cell technique detailed in
[144]. Of importance here are the methods applied to ensure the quality of the elements
in the unstructured tetrahedral mesh. Traditional automatic unstructured mesh genera-
tion methods, such as the advancing front technique [102] and the Delaunay triangulation
[139], or their combination [47|, do not guarantee the regularity of the edge lengths of the
dual mesh and the absence of bad elements, e.g. for an acceptable Delaunay mesh, the
corresponding Voronoi diagram is often highly irregular and can include some very short
Voronoi edges. Methods based on improving mesh quality by swapping, reconnection
and smoothing [127] cannot be used to guarantee suitable meshes[112]. To circumvent
this problem, the approach adopted is to construct the unstructured mesh by employ-
ing a CVT ™ (central Voronoi tessellation) [42], with information provided from an ideal
mesh. The CVT is a Voronoi tessellation whose generating points are the centroids of the
corresponding Voronoi regions. All Voronoi and Delaunay edge lengths are required to
be bounded from below, as the update equations will cease to be valid if some edges have
zero length. For the classical Yee algorithm, on uniform Cartesian meshes, the stability

50



3.5. Mesh generation

criterion is generally expressed as c¢At < 1/v/D, where ¢ = 1/ Vel is the speed of wave
propagation in the medium ¢ is the edge length in the mesh and D is the dimension of
the simulation [126]. In contrast to finite element methods taking conductivities into
account has no effect on the stability condition because only the amplitude changes but
not the velocity. This will be demonstrated later in section 4.2.3. Extra care has to
be taken for anisotropic materials because the speed of light differs in each direction.
Therefore T choose the direction leading to the smallest time step. For heterogenous
materials again the material parameters leading to the smallest time step are used. In
the case of chiral materials the index of refraction is written as n = /eu — k2 with &
the chirality. The chirality only has a small downsize effect on the time step. Neverthe-
less it seems that the chirality leads to the instabilities that are not linked to the time
step. This phenomenon is investigated in subsections 4.4.3 and 4.4.4. For unstructured
meshes, experience shows that cAt < Spmin; ; {1}, ZJD } is a practical stability criterion.
In this expression, ¢ is again the speed of wave propagation through the medium, At is
the time step and llV , ZJD are the lengths of the Voronoi and Delaunay edges respectively.
Here, S; is a safety factor, that typically has a value roughy between 0.8 — 2 [144]. This
value can be linked to the edge length depending on the type of element. An equilateral
tetrahedron with edge length [ has a height of (v/6/3)] = 0.811. An equilateral pyramid
with edge length [ has a height of 1/v/2 for hexahedra, [ for hexahedra. Setting [ = 1
leads to the corresponding Safety factors. I typically used a sefety factor of 0.8. The
smallest Voronoi or Delaunay edge length in the mesh is obtained through the use of the
expression min; ;{l}, ZJD }. If two or more adjacent tetrahedral elements share the same
circumsphere, the primal Delaunay mesh may be degenerate. In this case, the Voronoi
edge connecting the circumcentres of neighbouring cells is of zero length. This difficulty
is removed by merging these elements, as illustrated in Figure 3.4.

Merging triangles
to a polyhedron

DelaunayEdge :
Circumcircle VoronoiEdge

Figure 3.4.: An dllustration, in 2D, of the merging process for cells sharing the same
circumcentre.

It is also possible that elements with very small Voronoi edges will be created during
the mesh generation process, which would influence the magnitude of the allowable time
step. To avoid this difficulty, corresponding cells are merged if the distance between their
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3. Numerical Solution of Maxwell Equations

circumcentres is below 10 % of the initial uniform element size of the Delaunay mesh,
that is related to the characteristic wavelength. An additional requirement is that the
centre of the circumsphere should lie inside each Delaunay tetrahedron. If this criterion
is not met, a given Voronoi edge will not intersect with the corresponding Delaunay
face and the approximation of the integral |, 94 Hdl cannot even guarantee first order
accuracy. To avoid this problem, the requirement that a dual edge must be a bisector of
the corresponding Delaunay face is relaxed, as illustrated for the 2D case in Figure 3.5.
To get the bisectors of a triangle I consider three circles with the same radius r. Each
circle is centred at one of the vertices A, B, C of the triangle. The radius has to be larger
than half the length of the longest side of the triangle, i.e. r > distance(A4, B)/2. To
obtain the bisector of the edge AB, I connect the intersection points of the circles centred
at A and B. This procedure is repeated for the other edges. The intersection point of
the bisectors, the dashed line, is by definition the circumcentre O1 of the triangle. In
the illustrated case, O1 is situated outside the triangle, leading to a bad element. The
weighted Voronoi power diagram [138] leads to a shift in the location of the circumcentre
of the element ABC', from position O1 to position O2 by changing the radius from R2
to R2. The dotted-dashed lines intersecting at point O2 are no longer bisectors, as they
do not cut each side of the element into equal segment, but they remain perpendicular
to the respective edges.

R2
R2
R1

R3

Figure 3.5.: shifting the circumcenter from the outside to the inside of a triangle

The relaxation of the bisection requirement allows us to generate unstructured meshes
that meet the requirements of the leapfrog scheme. Additional requirements are that
all Delaunay and Voronoi edges should be bounded above by a number that is not
significantly greater than §, which represents the side length of the cubes forming the
Cartesian mesh; any deviation in the location of the midpoint of a Voronoi edge from the
actual point of intersection with the corresponding Delaunay face should be minimised;
any deviation in the location of the circumcentre of a tetrahedron from its centroid
should also be minimised. The two most important requirements for securing a stable
implementation of the leapfrog scheme are that all Voronoi and Delaunay edge lengths are
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3.5. Mesh generation

bounded from below and the centre of the circumsphere should lie inside each Delaunay
tetrahedron. In practice, the other requirements have usually to be relaxed for complex
three-dimensional geometries.

3.5.1. Boundary conditions
PEC boundary conditions

In a scattered field formulation, the condition
nxEgu=-nxE;. (3.36)

is applied at the surface of a perfect electric conductor (PEC). Here, n is the unit outward
normal vector to the PEC surface. Without changing equations (3.45) and (3.46), I can
strongly impose the electric field unknowns, at the set of edges forming the PEC interface,
to satisfy the condition of equation (3.36). Within this leapfrog scheme, it is possible
to model thin resistive or PEC sheets, by assigning the sheet conductivity only to the
Delaunay edges forming the interface.

Far field boundary conditions

In scattering problems, the incident wave is assumed to be generated by a source located
in the far field and the physical solution domain is infinite in extent. Nevertheless, the
numerical simulation of the scattering problem is undertaken on a finite computational
domain. For example, the computational domain employed for the problem of simulating
scattering by an anisotropic dielectric sphere, located in free space, is illustrated in Figure
3.6. The infinite real physical domain has been truncated and, at the truncated outer
computational boundary, the scattered field should consist of outgoing waves only. The
modelling of this requirement is achieved by adding a wave damping perfectly matched
layer (PML) [16] to the truncated exterior far-field boundary. In earlier work Morgan et
al. [92], and El Hachemi et al. [44], have shown that it is convenient to represent the
PML region with an assembly of regular hexahedral computational cells.

Dielectric interface boundary conditions

I present an easy but powerful averaging method for Dielectric and perfect electric con-
ducting (PEC) interfaces suited for unstructured meshes. Usually in a scattered-field
formulation PEC boundaries must be driven with the negative of the instantaneous inci-
dent field, in order to cancel out the field to zero. In the standard Yee algorithm based on
a structured mesh, the three most common averaging techniques for material parameters
at an interface between two dielectric of generic parameters a; and a9 are:

Arithmetic mean average  : aqy = (a1 + a2)/2 (3.37)
Harmonic mean average D Qg = (2a102) /(a1 + a2) (3.38)
Geometric mean average D Qg = V/a1a9 (3.39)
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It has been reported in [65] that the geometric and harmonic means provide better accu-
racy for cell sizes in the range of A\g/10 to Ag/20, where )\ is the free-space wavelength,
but both show lower convergence with smaller cell size. Meanwhile the arithmetic mean
retains the second order convergence regardless of the grid resolution. Therefore I decided
to use the arithmetic mean average and adapted it to unstructured meshes which do not
necessarily have uniform cells. I will demonstrate shortly that our weighted averaging on
an unstructured mesh corresponds to the arithmetic mean on a structured mesh.

Our averaging method does not require any change in equations (3.34) and (3.35). To
illustrate the method consider a 3D isotropic dielectric object, e.g. a sphere, in free space,
as represented in Figure 3.6. The material properties, € and o, associated to the electric
field, are stored on the Delaunay edges and g and o, associated to the magnetic field
are stored on the Voronoi edges.

PML Plane Wave Free Space

Figure 3.6.: Simulation of scattering by o 3D dielectric sphere in free space.

In Figure 3.7a and 3.7b I use the same colours as in Figure 3.6. Blue edges correspond
to Delaunay edges in free space, green edges correspond to Delaunay edges inside the
dielectric and red Delaunay edges form the interface between dielectric and free space. As
can be seen in Figure 3.7a, which corresponds to Figure 3.2a, some of the Voronoi edges
(black) surrounding a given Delaunay edge at the interface are in free space, whereas
others are inside the dielectric or even intersect the interface
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£1,09

Figure 3.7.: Averaging of material properties at interfaces for : (a) Delaunay edges in
free space in blue, within the dielectric in green, at interface in red. ; (b)
Voronoi edges crossing triangles at the interface in black.

In equations (3.25) and (3.26) €, i, o and oy, are inside the integrals. I take them outside
the integral for the discretised equations (3.34), (3.35) by averaging over the closed sur-
face loop. For these Delaunay and Voronoi edges, the material properties are evaluated
using the weighted average formulae

When
2]VVor 2
Y. WiGcell >~ Grbeen
k=1 k=1
aavDel,i = 2Ny o (340) baUVOT,j - B (341)
> Wk Z Wi
k=1 k=1

equation (3.40) is used for averaging a = ¢ and a = o, the corresponding material pa-
rameter assigned to one of the cells surrounding Delaunay edge i is acey;- The kP volume
spanned by the two endpoints of Delaunay edge i, the intersection point of the Voronoi
edge with the Delaunay face and the position of the circumcentre of the cell is wy. For
example, in Figure 3.7a, wy would be the volume spanned by the points P1, P5, P9, P8
and, in free space, ey = €1 OF Qe = 01, wo would correspond to the volume spanned
by the points P1, P5, P9, P10 and, inside the dielectric, aceyy = €2 Or ey = 02. The
averaged material parameter assigned to Delaunay edge 7 is aqyper;- Simply using the
length between two points, like P8 and P9 for example as a weight instead of a volume,
is not sufficient because although the distance between two points may be identical, the
volumes might be very different depending on the cell. The volume averaging I use led
to the best results. Equation (3.41) is used for averaging values of the parameters b = p
and b = o, which are linked to the Voronoi edges. The length of a Voronoi edge inside a
given cell is g, which corresponds to the distance between the intersection point of the
Voronoi edge j with the Delaunay face and the circumcentre of the cell. For example,
in Figure 3.7b, the distance between the points P1 and P3 is g1, and the coefficient
beeit = 11 OF beeyp = o, - In the co-volume scheme we can also simulate a PEC by means
of a resistive sheet, by assigning only to the Delaunay and Voronoi edges forming the
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interface a very high conductivity. T do not have to assign a conductivity to the edges
inside the object, because the electric wave is already reflected at the interface.

To prove that the weighted averaging on an unstructured mesh corresponds to the arith-
metic mean on a structured mesh, I consider four cells (cubes) of a structured mesh and
choose the Delaunay edge in the centre (magenta) in Figure 3.8a.

(a) (b)

Figure 3.8.: Averaging of material properties at interfaces for (a) Delaunay edge (ma-
genta) surrounded by four Voronoi edges (dark red). ; (b) two sub-volumes
(blue, yellow) of equal volume inside a given cell.

This Delaunay edge is surrounded by four Voronoi edges (dark red) that connect the of
cell centre and passing through the centre of cube faces. Due to the structured uniform
mesh, every cell has the same volume and, therefore, the two sub-volumes shown in blue
and yellow in Figure 3.8b will also have equal volume. If I consider that two cells are
located inside Dielectric (1) and two cells inside Dielectric (2), equation (3.40) becomes:

2Ny or 2Ny or
Wi Gcell Y. Wacen
a k=1 _ k=1 _ a1tag (3.42)
(J,UDEZ,Z 2NV0T - 2Ny or - 2 '
w, >oow
k=1 k=1

I also investigated the accuracy of different averaging methods, namely the weighted
arithmetic mean average (which I adopted for the unstructured mesh), the arithmetic
(3.37), harmonic (3.38) and geometric (3.39) mean averages on an unstructured mesh.
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10

arithmetic
arithmetic weight
geometric -
5t harmonic
Analytic

Bistatics RCS (dB)
o

Sy Averaging Technique ‘ L? Error
Weighted Arithmetic Mean | 0.903 %

10 - o - o o o Arithmetic Mean 0.931 %
o (deg) Geometric Mean 0.947 %

Harmonic Mean 0.948 %

(b)

Figure 3.9.: Results of o comparison of the use of different averaging methods across
dielectric interface : (a) RCS calculations. ; (b) Relative L?Errors of each
method.

I considered the problem of 2\ dielectric sphere illuminated by a monochromatic plane
wave as described in section (4.2.3), then I computed the logarithmic L? error of the
different averaging techniques of the RCS against the corresponding Mie solution. The
results are represented in 3.9b. The relative error of all the methods varies only by about
0.05%. However differences can clearly be observed in Table 3.9a due to the logarithmic
scale. It is apparent that the weighted arithmetic mean average gives the best results for
an unstructured mesh, hence confirming our choice.

3.6. Modelling of anisotropic dielectrics

Analytical solutions to wave propagation problems in electromagnetics are mainly re-
stricted to problems involving simple geometrical shapes and diagonal, uniaxial or biax-
ial, tensors [39][113]|. Numerical techniques are required for the solution of the majority
of problems, which involve arbitrary shaped objects. In earlier work [48], I demonstrated
the capability of a generalised Yee algorithm adapted to unstructured meshes to accu-
rately model the radar cross section (RCS) of arbitrarily shaped lossy dielectric objects.
For isotropic cases our method shows significant savings with respect to memory and
time with respect to the standard FDTD scheme due to the unstructured mesh I employ.
Here, I describe the extension of the method to deal with anisotropic materials, such as
composites.

There are generally two methods to deal with anisotropic materials. Firstly you use the
constitutive equation to replace the displacement field in Maxwell’s equations by the
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3. Numerical Solution of Maxwell Equations

electric field [132]. Another possibility is to obtain the displacement field and afterwards
use it in the constitutive equations. I adopt the latter method which has been proposed
by [82]. This approach was originally presented within the context of a total field for-
mulation, but the unstructured mesh extension adopted here employs a scattered field
formulation.

3.6.1. Problem formulation

The integral form of Maxwell’s equations is employed [144]. For a three dimensional
lossy dielectric medium, Ampére’s and Faraday’s Laws are expressed, in a scattered field
form, as

0 == o = H aE’mc
/ |:8t +o0¢ ] DscatdA - %Hscatdl - /(5 - 50[) ot dA (3‘43)
A 0A

A
— / oE;,.dA
A
and
/ {;ﬁﬁmﬁ‘l} BocatdA = — @ Egqdl — / (ﬁ—uJ)aI;;”"dA (3.44)
A 0A A
— / omH;ncdA
A

I use the same convention as for the isotropic case, with the constitutive equations 2.10
and 2.9. The only difference is that from now on the material parameters are second
order tensors.

3.6.2. Discrete equations

The same mesh and notation as for the isotropic dielectric case is used. When the
leapfrog scheme is used for time discretisation, it will be second order accurate if the
unknowns are located at the midpoints of these edges. The unknown at the centre of
the ith Delaunay edge corresponds to the projection, (Dseat i, Fscati), of the scattered
electric field onto the direction of the edge. The unknown at the centre of the j** Voronoi
edge corresponds to the projection, (Bscat,j, Hscat,j), of the scattered magnetic field onto
the direction of the edge. In the scattered field formulation, the incident field is a known
function, while the scattered field is unknown. At the interface boundaries, the material
parameters in the equations (3.43) and (3.44) need to be averaged because the FDTD
method approximation is continuous. Therefore, T average the values of &, 4, ¢ and
om at a dielectric interface, leading to the values Eqy,ftq, Oav and y,,,. The method
for determining these averaged values is detailed in section 3.6.3. Direct discretisation
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3.6. Modelling of anisotropic dielectrics

of Ampére’s Law and Faraday’ s Law as described in section 3.4.2 then leads to the
equations

D?ja%z = <a;‘: (C:LE— D?cat|z‘ + ZD|Z') ’éi> (345)
1/2 =_ = —1/2 ~
B:c:t,é = < /Hl- (al‘— B:cat/ ‘j + ZB|J’> 7ej> (346)

where (F, &;) denotes the dot product (projection) of any field vector F along the i** edge.
The projection of the scattered electric field vector onto Delaunay edge ¢ is denoted by
FEgcat i, while Egeq¢|; denotes the scattered electric field vector at the location of the ith
Delaunay edge. G4, au+, Zpli, Zp|; are defined as follows

_ N A _ SRRVAN 7o
ey = (I + Sl0avay A 2l0av€ay. (3.47)
2 2
_ N 7 Tt N T T,
At = (I + 2”“”) , Ay = <I — 2”1&”) (3.48)
+1/2 V ~
Zpli = At AV Z chat,éz ik | € (3.49)

tok=1

= n = 0 n
- (qum Hmc - (Mav - MOI)B Hmc >:|

n+1/2 N
Zpl; = At ZEm{MXk é; (3.50)
J k=1

_ o
- <Gavm Hmc’ (Nav :UOI) ot Hznc >:|

Here, B2 and DL are projections onto the Delaunay and Voronoi edges respec-

scat,j scat,i
Ertl/2 , and B" Y2 H2 | represent field
7

tively, whereas the quantities D%,.|;, E;,. seat’ | Hinel

vectors computed at the centre of the ¥ Delaunay edge and the j** Voronoi edge re-
spectively. These field values have to be determined from their corresponding stored
projections and this calculation, which is not direct, is described in detail in section
3.6.4. In contrast to the isotropic case, these equations cannot be updated in one step,
as vector—matrix multiplications are involved, because it is not possible to have direct
access to the full field vectors B, H D and E at a given location. Nevertheless, approxi-
mated field vectors are obtained, which are required for the matrix—vector multiplication
of the updating equations. Finally the resulting vectors are projected to the correspond-
ing Delaunay edge e; or Voronoi edge e;. This updating process is explained in detail in
Section 3.6.6.
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3. Numerical Solution of Maxwell Equations

3.6.3. Material interface boundary conditions

When the boundary is an interface between two different media, the update equations
(3.43) and (3.44) require integration across the interface. These integrals are evalu-
ated by assigning a weighted average value to the material parameters, based upon the
mesh structure. In section 3.5.1, the material parameters at the interface are obtained
by a weighted arithmetic mean average and compared the results produced with those
obtained by using the arithmetic mean average, the harmonic mean average and the
geometric mean average. [ demonstrated that the weighted arithmetic mean average
resulted in improved accuracy on unstructured meshes . Here, I adopt the same form
of averaging, but applied to every component of the material parameter tensors. In the
isotropic case, the scalar material properties, € and o, associated to the electric field, are
stored on the Delaunay edges and the scalars 4 and oy, associated to the magnetic field
are stored on the Voronoi edges. The adapted formules become

a2MY 2MY
> Wy 8q7l|Cell,k > Wk U‘L”Cell,k
Eavq,l}Del,i == oMY Uﬂwq,Z‘Dez,i == MY (3.51)
kzz:l ok kZ::1 ok

Here q and [ can take the values 1, 2 or 3, corresponding to the x, y or z directions respec-
tively, while M} refers to the number of Voronoi edges surrounding a given Delaunay
Edge i. As there are two sub—volumes associated to each Voronoi edge, I have to sum
over 2M1~V Voronoi edges. These account for the contribution of the material parameter
assigned to each of the cells surrounding Delaunay edge (.) pes,i, weighted by a coefficient
wy, that corresponds to the volume spanned by the two endpoints of the Delaunay edge,
the intersection point of the Voronoi edge with the Delaunay face and the position of
the circumcentre of the cell. Each component of the tensors of magnetic permeability
and magnetic conductivity &,,, which are linked to the Voronoi edges, is obtained, by
averaging, as

2 2
kzl 9k Pl cen, kzl Gk Tmg, ‘Cellk
Mav(],l‘vo’l',j = 2— O—mavq,l VO’[’J‘ = 2 (3.52)
Z 9k Z [
k=1 k=1

The lengths of the Voronoi edges, g1 and go, are the distances between the intersection
point of the Voronoi edge (.)vor; with the Delaunay face and the circumcentre of the
cell.

3.6.4. Obtaining approximated field vectors from edge projections

In Section 3.6.2 it was noted that the main difficulty with equations (3.45) and (3.46)
are the matrix-vector multiplications. This is because of the projection based nature of
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3.6. Modelling of anisotropic dielectrics

the co-volume updating scheme. The challenge is now to obtain the corresponding field
vectors Dgeqr and Bgeqr and associate them with Delaunay edge ¢ and Voronoi edge j
respectively. Unfortunately, it is to my knowlwedge not possible to get exact full field
vector components from field to edge projections. However, I can approximate the full
field components at any location in the mesh. This is achieved by assuming that, in R3,
with a set of three orthogonal vectors vy, vo, v3, a general vector x can be reconstructed
as

x=> P, (3.53)

for  i=1,2,3 (3.54)

As the mesh is assumed to be unstructured, I cannot use this method directly to obtain
an exact field vector. The trivial solution would be to consider all the edges connected
to one node, as depicted in Figure 3.10 (b), and solve a system of equations. This will
give me a field vector at node n;. As one edge is always formed by two points, I do the
same for point ny. Finally, the obtained field vectors are averaged and projected to the
corresponding edge.

Figure 3.10.: Interpolation of the field vector at node ny: (a) Tetrahedra in the Delaunay
mesh containing the point ny. ; (b) edges in the 8 Delaunay mesh containing
the point n.

For example, to obtain the displacement field vector Do on the edge ¢, denoted by the
red line in Figure 3.10 (a), I construct the set of equations

ﬁDscat - (Dscat . éz) éz (355)
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3. Numerical Solution of Maxwell Equations

where
_ eiw eiw eiw eiy eiw eiz
P = eiyeiz e@-ye@-y eiyeiz (3.56)
€i,€i, €, eiy [T

and €; is the normalised Delaunay edge vector corresponding to Delaunay edge 7. The
matrix P, based upon the z, y, z components of the vector & and the projections
Dgcqt - €; are known. The displacement field vector at a node belonging to Delaunay
edge i is approximated by considering the sum of the system in equation (3.55) for each
Delaunay edge connected to that node, as depicted in Figure 3.10 (b). In this case, the
system

N

ﬁ/Dscat = Z (Dscat,q ' éq) éq (357)
g=1

is solved, with

- N 3 3
Pl =YY eqeq, (3.58)

qg=1 =1 m=1

Here, Dy is the unknown vector, P’ and Dgcat,q - €4 are known, N is the number of
Delaunay edges connected to the node and e;; = e;,, ¢;, = ¢;, and ¢;; = ¢;,. This
system of equations is solved locally, node by node, until an approximated field vector at
all nodes of the Delaunay mesh is obtained. Finally, Ilink the computed field vector to the
corresponding edges. A Delaunay edge is assumed to connect the two nodes nqy and no and
the displacement field vector, associated to the Delaunay edge 4, is obtained by averaging
the electric field vectors at nodes n; and ng, i.e. Dgcari = (Dscat,ng + Dscatne) /2. The
same procedure is applied for approximating the magnetic flux vectors Bgeq:, but using
now the Voronoi edges. However, unlike the Cartesian Yee scheme, where each component
of the field vectors has its own update equation, the approximations of the full vector fields
obtained using this method are not good enough for time iterating the field components.
It is found that error accumulation causes the algorithm to become unstable. In the
following sections, I demonstrate how this difficulty may be circumvented.

3.6.5. Local orthogonal unit vectors

When using the integral formulation of Maxwell’s equations, it is not the displacement
field vector Dg.q: that is updated, but rather its projection, Dgcari = Dsgcat - €5, onto
a Delaunay edge e;. In the case of an isotropic material, the electric permittivity and
the magnetic permeability are scalars, so that updating the fields only involves scalar
multiplication between the field projections and the scalar material properties. For an
anisotropic material, the integrals in Ampére’s and Faraday’s laws contain matrix-vector
multiplications between material tensors (€, i, ,0,,) and the fields (Dgeqt, Bsear). To
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3.6. Modelling of anisotropic dielectrics

deal with these matrix-vector multiplications, two linearly independent vectors are cre-
ated for each Delaunay and Voronoi edge. Using the stabilised Gram-Schmidt orthonor-
malisation procedure, I generate three orthonormal vectors, as illustrated in Figure 3.11.
The first vector ej, to which the two linearly independent vectors (e),e}) are added,
remains unchanged during the whole process. Each set of three orthogonal vectors rep-
resents one local coordinate system, leading to as many local systems as Delaunay and
Voronoi edges.

86 I
e, €3
\ e
84 el 1
e,

(a) (b)

Figure 3.11.: Generating the orthonormal local coordinate system. (a) Consider Delaunay
edge e from a given tetrahedron ; (b) Create two linear independent vectors
€9 and €3 ; (¢) Orthogonalisation of the vectors €'s and €'s with respect
to e; using the Gram Schmidt orthogonalisation procedure.

The discretisation, allows me to reconstruct approximated field vector components for
each local coordinate system, using the field projections of the surrounding Delaunay or
Voronoi edges, as explained in Section 3.6.4. The field vectors, obtained in this way, are
projected onto the two orthogonal vectors forming the local frame. The first vector of
each subset, which remains unchanged during the orthonormalisation procedure, can be
immediately updated using the projection equation employed in the isotropic case. For
this projection, no error is induced by the field averaging.

3.6.5.1. Coordinate transformation

The material tensors are expressed in the global reference frame formed by the orthonor-
mal vectors X, y and z. Three orthonormalised vectors X/, y’, 2z’ form the basis of each
local coordinate system. The () always refers to unit vectors and (.") to vectors or vector
components of the local coordinate system. The Jacobian matrix J, defined by
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3. Numerical Solution of Maxwell Equations

oz’ oz’ oz’
(9x/ By/ Bz/
T— | & oy’ oy’
J=1 G5 By 5 (3.59)
92’ 92! 92!
ox oy 0z

can be used to transform a vector, or a matrix, from the global to a local frame. Here
(2', ¢/, 2') refers to the coordinate in the local coordinate system and (z, y,2) to the
global coordinate system. Each component of the Jacobian can be interpreted as an
amplification factor, describing how one coordinate in a given reference frame stretches,
shrinks or rotates with respect to another coordinate in another reference frame. In our
case, the Jacobian is pure a rotation matrix Jz which can be directly calculated as

~

/ .

~

Jr=|¥9-% ¥y §-i (3.60)
i-x 2.y 2z

Maxwell’s equations are form invariant [24], which means that, in the local coordinate
system, they may be expressed as

E@) = (Z%;)*l B(r) (3.61)

H(r) = (E)_l H(r) (3.62)

and a material parameter tensor, M say, is transformed into the local coordinate system
using the operator transformation

= JrM.J%
M'(r') = IR R

det(JR)
The form invariance allows me to absorb the coordinate transformation completely into

the material properties. Note that the determinant of the rotation matrix is unity, i.e.
det(JR) =1.

(3.63)

3.6.6. Time updating scheme

As mentioned previously, equations (3.45) and (3.46) cannot be updated simultaneously,
as the scattered field vectors Dgcey and Bgeey are not immediately available. In this
section, the updating process will be explained in detail. For simplicity, I will restrict
consideration to updating the electric field projection E¢, , ;, as the magnetic field Hg,, ;
will be similarly updated. Firstly I apply the coordinate transformation to the terms

e, a-— defined in equation (3.47) and & ! from equation (3.46), so that
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3.7. Modelling of isotropic chiral material

_ N T N
a., = Jr <I+02‘“’ Jh (3.64)
_ N e
i = Jg (1—02%> Jk (3.65)
S S (3.66)

These are stored at the corresponding Delaunay edges before entering the time loop.
Within the time iteration loop, I first calculate and store the right hand side of the
equation (3.49) for each Delaunay edge éZ This is readily accomplished, as the magnetic

n+0.5 7V
H‘Wlmz kl] &

EZ;OZS is also a known function. Before updating the

components in the circulation term Zk 1 are available, from the previous

iteration, and the full vector

projection DY, ; to DZCZ%], equation (3.57) is employed, to obtain the vectors D7,
and Zp as defined above . These vectors are projected in each of the three orthogonal
directions of every local frame, e.g. €] = &;, €&,, &, from Figure 3.11, and the matrix
vector multiplication is performed. Equation (3.46) in the local frame takes the vector
form

]:)m+1 = C:l/a-l— [C:L/S—D/?cat + ZID] (367)

scat
The constitutive equation allows me to retrieve the electric field projection. In practice,
only the first line of £,,! needs to be considered, due to the fact that the data storage is
based upon field projections along the edges and not field vectors. As a result, the value

= — 1 = —1 1 = 1
En+1 = ,zwll D/Tl+ +5/av,12 D/nJr + /a1)13 D,n+ ! (368)

scat,i scat,eq scat, e scat,e3

may be obtained. These values are used for updating the sum up curl term of equation
(3.50) and then the magnetic field is updated in a similar manner.

3.7. Modelling of isotropic chiral material

Applications of isotropic metamaterials are smaller antennas, super lenses [150], po-
larisers, radomes or radar-cross section (RCS) reducing materials. Due to the causality
condition (subsection 2.4.5) frequency-independent DNG metamaterials are not physi-
cally realisable [135]. Although the metamaterial under consideration is not necessary
part of the DNG class, 1 decided to further generalise our method to frequency depen-
dent materials. This is not a straightforward approach because the co-volume scheme is
a time domain method, whereas the material parameters are frequency dependent func-
tions. Therefore the material parameters need to be converted to the time domain using
a convolution. The displacement field in time domain corresponds to

t
D(r,t) = coexcE +50/E 7] Xe(r, T)dT (3.69)
0
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3. Numerical Solution of Maxwell Equations

Several methods exist to deal with frequency dependent materials in FDTD algorithms,
namely the Auxiliary Differential Equation method [71, 69|, the Piecewise Recursive
convolution method [85, 72| and the Z-transform technique [123]|. All three methods give
comparable results. Nevertheless I decided to use the Z-transform because it is easy to
implement and shows a better convergence close to the resonant frequency [80]. The
Z-Transform is a common technique in signal processing and is the discrete version of
the Laplace transform. Sullivan [123]| had the idea to use this method to model frequency
dependent materials. To my knowledge Demir at al. [37] were the first ones to model
chiral materials in 3D using the finite-difference time domain method (FDTD) by taking
into account the frequency dependence of all the material parameters (e, u, k) using the Z-
transform. In their method they only use first order approximations in the Z-Domain and
derive the Z transform coefficients analytically. Pereda et al.[103] use another approach
based upon the Padé approximants [5]. Using a bilinear transformation for calculating
the Padé approximants they were able to preserve a second order accuracy in Z-Domain.
In this work I generalise the method introduced by Pereda et al. to an unstructured
mesh. To validate my results [ compute the transmission and reflexion coefficients of a
pulse through a 3D chiral slab in free space, I compute the rotation of the incident plane
of polarisation after the slab and model the Radar-cross section of a sphere. Furthermore
I investigate the stability behaviour of the algorithm with respect to different chiralities
and meshes.

3.7.1. Problem formulation

For my update equations I use a mix between a scattered and total field formulation. This
allows me to compute the reflexion and transmission coefficients in a single run compared
to two runs required for the total field formulation. The integral form of Maxwell’s
equations is employed. For a three dimensional lossy dielectric medium, Ampére’s and
Faraday’s laws are expressed, in a scattered field form, as

BDscat o a:Eznc
/ el g = / Hyordl + / (e )~ o) T (3.70)
AV 0AV AV

8B3cat . aHznc

Detin = [ Buwit+ [ (1) o) 2 (3.71)
AD 0AD AD

for the calculation I need the displacement field D and magnetic flux B expressed as
total fields where the total field is defined as the sum of the incident and scattered field
(section 3.2). Equations (3.70) and (3.71) become

8Dtot aE’mc
dA = Hordl 3.72
> / 1+ / e (3.72)
AV AV AV
OByt / / OH
dA = — E,.qdl 3.73
ot tal+ [ o ot ( )
AD HAD AD
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3.7. Modelling of isotropic chiral material

In contrast to the previous cases, the material parameters, the permittivity e(w), per-
meability pu(w) and the chiral parameter x(w) are now frequency dependent. For the
permittivity and permeability a Lorentzian model is assumed, whereas the chirality fol-
lows a Condon model [128].

(€5 — €c0) wg

_ 74
e(w) Eoo + w2 + 2weeiw — w? (3.74)
(s — o) w}%
. 3.75
H(W) Moo + W}QL T 2wnépiw — w2 ( )
2 .
ilw) = ik(w) = ThE (3.76)

w? + 2wplpiv — w?

where €4, oo 18 the permittivity, permeability at the high frequency limit, eg, us is the
permittivity, permeability at the low frequency limit. we, wp, wg are the resonance fre-
quencies, &, &, & are the damping coefficients and 73, is a coupling constant defining the
magnitude of the chirality. Due to the frequency dependence of the material parameters
we have to convert Ampere and Faraday’s law to the frequency domain. This is achieved
by replacing 9/0t by jw, leading to

/ jwDydA = / H,cqrdl + / e0jwEine (3.77)
AV 0AV AV

/ jwBidA = — / Eqcardl + / 1107w Hine (3.78)
AD OAD AD

The constitutive equations for a chiral material are derived from equations (2.58) and
(2.59)

Dy(w) = e(w)Etot(w)—i/—c(w)%Hmt(w) (3.79)
Biy(w) — ,u(w)Htot(w)—|—i/~€(w)%Etot(w) (3.80)

Inserting equations (3.79) and (3.80) in equations (3.77) and (3.78) respectively, leads to

/iwaooEtot(w)dA = / H,..:dl + /aoinmc(w)— /iw (e(w) — €x0) Etor (w)dA
AV 0AV AV AV
1
+/CZWI%(W)HtOt(W)dA (381)
AV
/iwuooHtot(w)dA = - / Escatdl—k/,uoinmc(w)— /iw ((w) — poo) Hiot(w)dA
AD dAD AD AD
1
_ / A () B () A (3.82)
AD
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where #(w) = jr(w). Introducing the following notation

Inn = iw(p(w) = poo)Hiot (w)

I = %iw/%(w)Htot(w)
Jee = iw(e(w) — €xo)Etot(w) (3.83)
3. — %iwr%(w)Etot(w)

resulting in

/iwaooEtot(w)dA = / Hscatdl—l—/soinmc(w)— /Jee(w)dA

AV 0AV AV AV
+ / Jon(w)dA (3.84)
AV

/iw,uooHtot(w)dA = — / Escatdl+/,uoinmc(w)—/th(w)dA

AD dAD AD AD
— /Jne(w)dA (3.85)
AD

The incident field is assumed to be a monochromatic plane wave, generated by a source
located in the far field, which has the form E = Eg cos(wt — k - r).

3.7.2. Discrete equations and Z-Transform

To convert equations (3.84) and (3.85) from frequency to time domain the substitution
Jw — % is employed. For the discretisation a second order central difference approxima-
tion is used. In our interleaved leapfrog scheme, the electric field projections are stored
at integer time steps n and the magnetic field projections are stored at half-integer time
steps n + 1/2 leading to the following approximations:

%];3 _ E"“At—E" (3.86)
88713 B Hn+1/2A_tHn1/2 (387)
o - T (3.59)
gz J"H;J" (3.89)

To convert a frequency dependent function to the Z-Domain the bilinear transformation
is used
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21—zt

W o= A Ta T (3.90)

This allows us to express the equations (3.83) with second order accuracy in the Z-Domain

by approximating it via Padé approximants b] b” b” ai, as with ij = ee, ke, hh, kh.
Jee becomes for example

bse + biez—l + bgez—Q

14+ a$¢Z~1 + a5 Z2

Going back to the time domain is straightforward because Z~™ acts as an decrease

operator in time. For example with m =1, Z~ 1J"+1 = J7., I go back one time step.

Rearranging equation (3.91) and using Z~™F" = F* ™ with F an arbitrary field leads
to

Joe = (3.91)

JZE-H = W+ b(e)eEn—i-l (3.92)
Wil = peentl _ geegntl | peeEn — gge g (3.93)
J:}-l-l/Z _ W:}:W + bEh L2 (3.94)

W:;1/2 _ bfthn+1/2 _ afch:l‘l‘lﬂ b”“hJ” 1/2 _ ab J:h 1/2 (3.95)
JZ:L_I/Q _ W';LL;I/Q + bthn—l-l/Q (396)
Wit = e G e G (3.97)
JZ:l _ W:e + bneEn+1 (398)
WZ:l _ b’feEn+1 Jn+1 + b'ﬂeEn ’fe 26 (399)
Discretising equations (3.84) and (3.85) and using the above conventions leads to
\%4
At A s 8En+1/2
Er! = E7, + v Z ngtéklyk + 50%,4‘/ (3.100)
k=1
S (R LV LENE A QAV}

1/2 ~1/2 OH;

H?o—:f_ /2 _ H?ot / ZEscat ik zj . T Ho 8chD (3.101)

~Jp, AP — Jﬁem)AD]
using equations (3.88) and (3.89) for replacing J7, and J/2 and furthermore using
equations (3.92)-(3.99), equations (3.100) and (3.101) become

vV

At i 12 8Eﬂ+1/2
E?:t_l = E?ot + AV Z H:cat gz kl;ik + <C:O%AV (3102)
k=1
+ Wn — be;E?thrl — ZeAV +Jn+1/2AV
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H”?
0 amCAD (3.103)

+1/2 —1/2
H?ot - H:‘:Lot ZEscatka kaJ'_M

_Wn /2 bhth+1/2 Jn—1/2

tot hh D n D
> AP —Jn A

_l’_

Rearranging equations (3.102) and (3.103) to move E-F and HZ;;UQ to the left side lead
to

MY
1
1 _ +1/2 v
Bl = e vapar | FocBia t A2 AVZ il (3:10)
aEn+1/2
oo e AV | — Wi -3y 23 AY
1 1M,D
H P = ou HYy P a2 | =5 Y Bl 1P (3.105)
! 2fioe + UYFAE | T AD; seat.iy i
OH? _ .
+ho 8;“) —wp gt gy H

This equation corresponds to the ones derived by [103]. Now I will adapt them to our
unstructured mesh. Therefore 1 project all the vectors to the Delaunay edges e; or
Voronoi edges e; with 7, j an index for a Delaunay or Voronoi Edge respectively. The
electric field vectors are projected to the Delaunay edges and the magnetic field vectors
are projected to the Voronoi edges, leading finally to the update equations

240 + DAL scat,j; k" Ji,k

aEn+1/2
oo AV =W - TR 2

1 1
Epli = oo peeng | 260 Biori + A4 2 WZH”“” . (3.106)

+1/2 1 —1/2 D
Hyy i = Sy + DAL 2ptocHy )/ + AL S 2 YV Z veatsiy wli), (3-107)
o, ~1/2 ~1/2
+’u0 82ch> - Wf?h,j - J;LLh,j 2‘]:6 Jav }:|

It is important to note that the field vectors are not first calculated and then projected
to the edges, but equations (3.106) and (3.107) are applied directly. For a dispersive
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non-chiral material Jyee ;1 and Jygp iy o are equal to zero, leading to the simplicity
of a 1D code for a 3D case. The difficulty of equations (3.106) and (3.107) lies in the
n

coupling terms J:}:L lla/v ? and xe,joy- 10 the co-volume scheme the electric field projections
are stored on the Delaunay edges and the magnetic field projections on the Voronoi edges.
But J Z:{alv/ 2 depends on the magnetic field and has to be linked to the Delaunay edges and
Je,, depends on the electric field and has to be linked to the Voronoi edges. In Figure
3.12 I illustrate in the case of the electric field how to transfer it from the Delaunay to
the Voronoi edges.

Link reconstructed
E vectors to cell center

- Ecem
®
E, @

Average and project

v l — (Ecens + Eceuz) v
2

Eceun

(a) (b)

Figure 3.12.: Associating electric field to Voronoi edges: (a) Reconstruct the electric field
vector from its projections on the Delaunay edges and link this vector to the
corresponding cell center. ; (b) average electric field vectors from cell centers
linked to the same Voronoi edge v and project them to the corresponding
edge.

In the case of a thetrahedra I have 6 Delaunay edges. On each edge an electric field
projection F;, i = 1,...,6 is stored. Using these projections electric field vector Eceyy
is reconstructed and linked to the cell center of the corresponding cell. A Voronoi edge
connects cell centers of two neighboring cells. The same procedure is applied field recon-
struction to the second cell. Finally the field vectors linked to the cell centers are averaged
and projected to the corresponding Voronoi edge ([(Eceun + Ecenz) /2] - v). When the
electric field is successtully linked to the voronoi edges Ji, ; is computed. The identnical
approach is used for the magnetic field. For additional informations on the reconstruction
process of the field vectors from the projections please refer to subsection 3.6.4.

3.7.3. Boundary conditions

To satisfy the boundary conditions the same weighted averaging on the Padé approx-
imants is applied as I used for the isotropic and anisotropic dielectric cases described
in sections 3.5.1 and 3.6.3. Not all the Padé approximants are averaged, but only the
coefficients on the numerator. To explain this I consider the case of the permeability
associated to the Voronoi edges as illustrated in Figure 3.13.
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3. Numerical Solution of Maxwell Equations

Dielectric 1

Delaunay Edges
at Boundary

Dielectric 2

Figure 3.13.: Representation of a voronoi Edge and the corresponding cells.

Applying the bilinear transformation to (feo — (w)) leads to (oo — P(2)) with

__bo%—blz_l—kb22_2

P(2) = 3.108
(2) 1+a1z7 1 +agz=2 ( )
The constitutive equation for the displacement flux becomes
B(2); = p(2)H(z); (3.109)
< B(z)i = (oo — P(2))H(2); (3.110)

where ¢ = 1, 2 corresponds to dielectric medium 1 or 2. The average magnetic flux at
the interface becomes

. Z1I3(2)1 4*l213(2)2
B(2)w — i (3.111)
S B = I (poo1 — P(Z)l)H(Z()li j: Zgﬂoo,l — P(2)2)H(2)2 (3.112)

S B(2)aw = wWi(loo1 — P(2)1)H(2)1 + wa(fio,2 — P(2)2)H(2)2  (3.113)

Where the length [ of the Voronoi edge from the intersection point to the corresponding
cell center acts as weight. Following equation 3.113, with w; = I;/(I1 + l2), we see that
only the numerator of P(z) is multiplied by the weight.

3.7.4. Updating scheme
}{n+l/2

scat,j

1. Magnetic field loop. Calculation of

a) Reconstruct E?, , from Delaunay edges and project it to the Voronoi edges

scat
3 n
leading to Eg.,, ;

b) add the incident field to obtain the total field vector Ej!

tot,j — Eear; + EG
c) compute Jy, ; with equations (3.98) and (3.99)

scat,j inc,j
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3.8. Modelling of bi-anisotropic materials

d) calculate HQX;/Q using equation (3.107)

e) compute J;Z:;/Q using equations (3.96) and (3.97)

f) compute H"H/2 — H”+1/2 _pgnt1/2

scat,j ~— ““tot,g inc,j

2. Electric field loop. Calculation of E™}

scat,i

a) Reconstruct Hoo:" /2 from Voronoi edges and project it to the Delaunay
Hn+1/2

scat,i

edges leading to

b) add the incident field to obtain the total field vector HZ;LI /2 = H;LCZ%Q +
n+1/2
Hinc,i
n+1/2 . .
compute J,, '~ with equations (3.94) and (3.95)
calculate EZLI using equation (3.106)

compute J™ ! using equations (3.92) and (3.93)

ee,i

EnJrl — En+1 _ n+l

ComPUte scat,i tot,i inc,t

3.8. Modelling of bi-anisotropic materials

The electromagnetic modelling of bi-anisotropic materials is a very challenging task be-
cause all the methods developped so far have to be combined because the material pa-
rameters are frequency dependent second order tensors with a non zero chirality tensor
e(w),pw),k(w) = W), (w),k(w). The applications for bianisotropic materials
may be similar to those of chiral materials but they allow an additional control of the
material properties due to the anisotropy. Possible applications are radomes [130], waveg-
uides [145, 22, 23], polarisers[105], backward wave media [128] or cloacking devices [58].
[ am interested in modelling a material based upon small (with respect to the wave-
length) metallic omega inclusions periodically arranged in a dielectric matrix to compare
with experiments. This algorithm is mainly based upon the work of Nayyeri [95], but I
adapted it to allow me to model also frequency dependent composites. In this case the
chirality should be zero.

3.8.1. Problem formulation

As for the bianisotropic case I consider the constitutive equations

() Bror () = £ () Hot ()

My

Dot (w) =

Btot (w) = (OJ) Htot (W) +

=I
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3. Numerical Solution of Maxwell Equations

where all the material parameters are second order tensors. For the material parameters
I assume the following frequency dependence as suggested by [128]

— _ w2 _ _
- _ 5 e 5 & 114
£ (w) €0 <5 + T + Pk (Es—€ )> (3.114)
_ _ (A.}Q _ _
T = fioo [is — floo 11
(W) fo (M + S T (s — ft )> (3.115)
. 2
F=iR(w) = i o T 7 (3.116)

w2 — w? + 2wew "
Where we, wy,, w, the resonance frequencies, &, &,, &. the dampings, &, [is, €c0; floo
typically diagonal tensors representing the low frequency (static) and high frequency
limit respectively. T.is the magnetoelectric coupling coefficient matrix. For the omega
inclusions a reciprocal model is assumed, meaning &, [i are symmetric and k& = —&’.
According to [128], for a low density of omega particles the material is best described by
the equations (3.114)-(3.116) where the permittivity follows a Lorentz and the chirality
a Condon model. Consider that the suggested permeability has a w? frequency depen-
dence in the numerator in contrast to the Lorentz model. For a plane wave propagating

in z direction with E(z =0) = Epx, H(z =0) = —Hpy with normal incidence on a
bianisotropic material, in k the only non zero element is kg Or —ky 4.
1 0 0
x=|0]), y=(1], 2= 0
0 0 1

To create an omega material with its optical axis rotated by the Euler angles «a, 3, ¥
with respect to the propagation vector I define the rotation matrix as follows.

_ cos (a) —sin(a) 0 1 0 0 cos(y) —sin(y) O
U = sin(a) cos(a) 0 | x| 0 cos(B) —sin(B) sin(y) cos(y) O
0 0 1 0 sin(B) cos(B) 0 0 1
The material parameters in the rotated coordinates are calculated according to
Erotai%ed - ?TE:L?
/:/'rotated - I{Tﬁq
/:frotated = UT'EU

Instead of using the method of Nayyeri [95] which is actually an adapted version of Demir
[37] for the omega inclusions I decided to generalise the method suggested by Pereda
[103]. Therefore I directly take the equations (3.100) and (3.101) from the isotropic
chiral material and adapt them to a bianisotropic material.

MY n+1/2
1 =1 0.5 i
EL = ER, LAt AV ZH:CZM R T (3.117)

n+1/2 | tn+1/2
_Jee Jtot + Jnhav,tot}
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3.8. Modelling of bi-anisotropic materials

1/2 -1/2  =_ OHY
Hyor'/ Hy,, %+ i At ——ZESCQW D tm=grme  (3.118)
- Zh,tot - JZeM,tot]
Where Jpp, Jen, Jee, Jn are defined as follows

+1/2 .= - +1/2

Tl = () — fieo) Hip () (3.119)
+1/2 1. 2 +1/2

wh, o= Elw%(w)H?me (w) (3.120)
J?ethlot = w(E(w) — Euo)Efpt () (3.121)
n 1. 27 "

in:tlot = EZwH ( )Eto—;l( ) (3122)

The electric field is defined at integer and the magnetic field at half-integer time steps.

Jn+1/2+Jn 1/2
no_ 3.123
i ! (3.123)
+1
grrvz o Je Fe ;Jge (3.124)

I use the Z-transform suggested by Sullivan to convert frequency dependent tensors to the
Z and later to the time domain, but this time I derive the coefficients analytically using
the table 3.1. I cannot use the bilinear transformation because due to the second order
tensor material parameters it is not possible to simply extract the fields E{Z{l, Htﬁrl/ 2
as I did it in equations (3.102) and (3.103) .

|

Frequency Domain

|

7Z Domain

F(w)=

B
(02 +52)+j2pw—w?

F(z)=

e~ PAsin(BAL)z~ T

1—2e—PAtcos(B)z—14e2PAT 2

F(w) =8 F(2) =%
iwF (w) (1_AZ;1) F(z)
WF (W) = — (iw)? F () (=) P
ww? P (w) = — (i)’ F (@) (%) P

Table 3.1.: Analytical Z-Transform. p, B are constants

I assume that only the elements of &5, £, fis, ico and T, are anisotropic but the
frequency responses

2

We

w2

2
wiw

. )
w? — w? 4+ 2w lw

2 24, )
wi —w?+i2wuduw

: (3.125)
w? — w? 412w, €W
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3. Numerical Solution of Maxwell Equations

of equations (3.114)-(3.116) are independent upon the directions. To update equation
(3.117) and (3.118) I have to update Jpn, Jun, Jee, Jwn from equation (3.121). Therefore
I actually have to find the Z-transform of equations (3.125) instead of equations (3.114)-
(3.116). In the Z-Domain the constitutive equation are defined as

D(:) — E(z)E(z)At—%iE(z)H(z)At

B(z) = pa(z)H(z)At+ %i/:{T () E(z) At

(3.126)

(3.127)

in contrast to his first paper [123] where the time step At was included in the definition
of the Z transform, in a later publication [124] Sullivan removed the factor from the def-
inition and added it in the constitutive equation to guarantee mathematical consistency.
I first determine the analytical pade coefficients of iw(g(w) — £x0)

76

F. (w)

iw(E(w) — €oo)
\/% (€s — Ec0)

We 1_§g

W

We 1—271 (B —5)
/71 = §€2 At s %)
e web At gipy <w€\/1 — §€2At> 271
1 — 2e—weéeAtepg (wE\/l — ngt) 271 4 e 2wel At =2

Coaz 1 —C.z72 _

1 —Cez7t 4+ Ce3z72 (Es - 500)
I S

zwgm(w)

1 -

= (iw)? ——E 7,

W
Wk \/ 1- 5;%
(wN§H)2 + (wm/l — 52)2 + 1w2we€ — w?

(1 —z_1>2 1 w,

- - 7

At cy/1-¢2 "
e~ wntrBlgin (wm/l - szt) 271

1 — 2e~wnésBlcpg (wm/l — f,%At) 271 4 e 2wnbnAt ;=2

— ,ﬂz_l -+ 20512_20,“2_3 _
Tk
1—Chuoz 1 +Chzz2

(3.128)
(3.129)

(3.130)

(3.131)

(3.132)

(3.133)
(3.134)

(3.135)

(3.136)

(3.137)

(3.138)

(3.139)



3.8. Modelling of bi-anisotropic materials

because J;, and J,.. only appear at time step n + 1/2 and n in equations (3.117) and
(3.118) for this case I can also use the bilinear transformation as before

, 21-z71

w = ——
Atl1+Z-1

and rewrite

15y + bzt 4+ o272
= — TH/
cl4+ajz7l 4 agz~2

Rw) — Fy(z)

s 1 _

———((w) — i)
onf1-€ S

wuy/1 — &2
(wu€)? + (w,“ /1 — 53)2 + iw2w,§,, — w?
R = - (- ‘2_1)3 L () — fix)
&) uafice

e~ wWnbutgin <wﬂ 1-— §ﬁAt) z 71

1 — 2e~wuluBtepg <Wu 1-— §3At> 271 4 e 2wn€uit 5—2

— ulzfl + 3CH1Z72 — 3Cu1273 + CH1Z74

= 1— CHQZ_I + C“3Z_2 (:u(w) - ,Uoo)
with all the coefficients defined as

wee wWebeAl gipy (wE\/l — ngt)

Cq = (3.140)

Aty/1 - &2

Coy = 2 weleBlepg (ng/ 1-— fEQAt) (3.141)

Co3 = e weleht (3.142)
e~ wWnénBt gin (Wu 1— gﬁAt)

Cu = (3.143)

At3w, /1= &2
Cho = 2eWntuBt o (w# 1-— §2At> (3.144)
Cuz = e 2wnbuli (3.145)
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we WrtrBlgin (wm/ 1— f,%At)
At?c /1 - &2
Coo = 2e wnéeBlogg (wm/ 1-— f,%At)

CH 1 =

Cg = e 2wneit
b = 4w?
WA + 4N tw, &y + 4
by = —2b
bz = bo
2w2 AL — 8
ay; =

W2AL? + AAtw &, + 4
WAL — 4Atw € + 4
WZAL? + 4Atw &, + 4

ay =

With all these definitions the equations 3.121 become

n+1/2
th,tot -

n+1/2
Jnh,tot

J?’H—l _

ee,tot

n+1 _
ine,tot

n+1/2
th,tot

n+1/2
JI{h,tOt

n+1
Jee,tot

n+1
Jne,tot
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— ulz_l + 3C'u12:_2 — 3C'u12:_3 + CM1Z_4 _

fio — fioo)H
1-— Cugz_l + CM32_2 (s = froc)
1by+ b1zt +byz72_ n+1/2
cl+aiz=t + agz2 TeHigp ()
C 12’_1 - C 12’_2 _ _
1 —EC 9z 1 —i—aC' 3272 (8 = o0) Bl ()
£ £
1bo+biz™" + bz TR ()
cl+aiz—l+agz"2 F ot
- ~1/2 - —3/2
= —Cla(fis = fice) Hiy /4 8Ci (s — fioo) Hppy
- - —5/2 - ~7/2
—3C1 (jis — fioo) Hipy 4 Crur(fis — fioo)Higy /

—-1/2 —3/2
+C,u2JZh,tot - Cu3JZh,tot
1 _ 1/2 = —1/2 =

- E (bOTHH?a—it— / + blTnH?ot / + sznHtOt

n—1/2 n—3/2
_al‘]/@h,tot - GQJnh,tot

= O (G —Ex) B}, — Coy (B — Eo) B!

+C€2J2€,tot - CESJn_ !

ee,tot
1 _ _ _
_ =Tn+l =Tyn =T pn—1
= (bOTn Ejotw + 017 Ej + 027, Eiyy )
n n—1
_alJ/@atot - a2']ne,tot

n—3/2>

n+1/2
tot

(3.154)

(3.155)
(3.156)

(3.157)

(3.158)

(3.159)

(3.160)

(3.161)



3.8. Modelling of bi-anisotropic materials

By comparing the Lorentz model with the one suggested by [128] with the w? dependence
I figured out that for dampings £, < 0.1 they nearly show the same behaviour. If I take
a damping suggested by [95] of £, = 0.5 the differences become more important as can
be seen in Figure 3.14.

=
A DN PR O RN ® A

Figure 3.14.: Comparison of permeability model suggested by Nayyeri and the Lorentz
model (a) &, =0.1; (b) {, =0.5

If T change however the frequency independent term in equation (3.115) from ps t0 fico
, even for higher dampings, the functiones become much more similar or even identical
especially at the resonance frequency, our region of interest.

) ==
N Re(uon)
l ——\ ; IMm(K qr)
W05
ol
_05 | -\'\-\-\-\.\-\'5 ~
T

Figure 3.15.: Replacing the constant term pg by s by maintaining a high damping of
£ =05

I am actually not sure if the frequency independent term ug is correct because in other
publications like in [128] or [41] a simple constant is used wheras the w? dependence is
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3. Numerical Solution of Maxwell Equations

maintained. Pereda on the other hand directly assumed a Lorentz model for both, the
electric and magnetic field [103]. The reader might wonder why I do not simply consider
a w? dependence. The reason becomes obvious by considering equation 3.154. As you
can see the w? dependence forces me to go to the fourth order in the Z-Domain whereas
the Lorentz model only requires second order. This reduces the number of arrays and it
allows me to use a larger timestep because the w? dependence forced Nayyeri to use a
very small time step of At = Ax/(20c¢y) to guarantee the stability of the scheme. Where
Az is the edge length of a cubic cell. For completeness, the corresponding parameters
and equations in the Z-Domain for the Lorentz permittivity are.

w’ue—wﬂgl"AtSin (Wu - é‘/%At)
o (3.162)

At 1-e
Co = 2680 (1, /1 - 201) (3.163)

C/L3 = 6_2w“£“At (3164)
-1 -2
n+1/2 —Cp1e " — 012 = = n+1/2
th,tot - 1— C“2z_1 + 0#3’2_2 (/‘LS - :uOO)Htot (3165)
1/2 - - —-1/2 - - —3/2
JZLQ = Cu (s — floo) H?ot /2 _ Cra (s — ioo) H?ot /
—1/2 —3/2
+CM2JZh,t£t - CM3JZh,to/t (3.166)

To fulfill the boundary conditions only the coefficients on the numerator are averaged
as in 3.7.3. Due to the anisotropy I cannot directly update the equations (3.117) and
(3.118) because the method is based upon field projections and not field vectors. To
solve this issue I have to create two additional orthogonal vectors for each Delaunay and
Voronoi Edge to store additional informations. This procedure is explained in detail in
3.6.4 and 3.6.5. Each set of three orthogonal vectors creates a local coordinate system.
Our material parameters have to be expressed in this local system. Therefore I apply the
coordinate tranformation and a material parameter tensor, M say, is transformed into
the local coordinate system M’ using the operator transformation (identical to equation
(3.63))

1\:/1/ I" o JRM J RT

~ (3.167)

where Jg is the Jacobian matrix which is nothing else than a rotation matrix in our
case due to the orthogonality of the local coordinate system. 7’7 refers to the local
coordinate system. For an omega material with its optical axis rotated by the Euler
angles «, 8, v 1 apply equation 3.167 of course on the rotated materials parameters

Erotateds ,arotatedy Rrotated:-
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3.8. Modelling of bi-anisotropic materials

3.8.2. Update equations

Before solving equations (3.117) and (3.118) it is easier to rewrite them as

n = 1/2
B! = Ej,+& FEY (3.168)
H?thrl/z = H?o;1/2 + 7_1FHtot (3169)
= At n+0.5 aE:L;;l/Q
FEtOt - AV ZHscat,] & ]7 k EO 6t (3.170)
+1/2 +1/2
_JZe to{f + J:h,tﬁt }

OHj,.
FHyo = AD ZEscat ik zjk + 1o ot (3'171)

n
- hh,tot - Jne,tot]

Several things should be taken into account before updating equations (3.168), (3.169).
First of all, the field vectors have to be projected on the corresponding normalised Delau-
nay or Voronoi edges denoted by &; and €;. The vectors Eyot, FEo, OEjpc/0t, Jee tor and
J ihay tot are linked to the Delaunay edges and Hyor, FHior, OHine/Ot, Jnp tor and Jie,, tot
to the Voronoi edges respectively. The projection of the total electric field vector E at
time step n to a unit vector e; is for example denoted as Ef,; ; = (Ef,;, &;) with () the
dot product. Jyp 10t needs to be associated to the Delaunay edges which is not directly
possible because the magnetic field projections are linked to the Voronoi edges. The
same problem rises for J . ¢o+ which needs to be linked to the Voronoi edges but depends
upon the electric field projections linked to the Delaunay edges. To solve this problem,
I use the same method as in the isotropic chiral case (subsection 3.7.2). Furthermore,
during the updating several matrix vector multiplication have to calculated, for example
in equation (3.161) where the magnetoelectric coupling matrix, expressed in local coor-
diantes, 7! is multiplied by E?;t“l. In our projection based algorithm this multiplication
cannot be executed directly, therefore I apply the same method as in the anisotropic
case ( section 3.6.6). I generate for each Voronoi or Delaunay edge two additional vec-
tors labelled as e}, e or v, vs dependent if they belong to a Delaunay or Voronoi edge
respectively (3.6.5). The three vectors together form a local coordinate system. The
material parameter matrices are expressed with respect to this coordinate system using
equation (3.167). Then I reconstruct a field vector according to (3.6.4). This vector is
then projected to the two newly generated vectors e), €5 or vh, vs. The original edge
e1, v1 is updated using the standard update equation to reduce additional errors. Finally

instead of computing (i1}, — al.) H?O;U ? with H?Ozl/ ® currently linked to a cell center I

= = 1/2 = 1/2 = 1 .
cmmwmkwwnﬁ%ﬁ+msuwuﬁ&/+msuwmﬁﬁ/mMMg
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3. Numerical Solution of Maxwell Equations

in a simple scalar I associate to the original Voronoi edge vq, with v, v} the two ad-
ditionaly generated edges. In (1, — fil),;,,,, {m refers to the element in the [th row and

n—1/2 .
tot ) is the

total magnetic field projected to the edge v5. Everytime a matrix vector multiplication
has to be done we have to follow the procedure I explained.

mth column in the matrix expressed in the local coordinate system and H’

3.8.3. Updating scheme

Herein by Delaunay vertexes I refer to all the points of the Delaunay mesh whereas the
cell centers are the vertexes of the Voronoi mesh.

n+1/2
Calculation of Hscat]

from equation (3.169)

1. loop over the cells

a) Reconstruct chat/ from the projections of the Voronoi mesh and associate
it to the cell center.

b) Reconstruct E7,.,, from the projections of the Delaunay mesh and associate it

to the cell center.

—1/2

The difference between the reconstruction of H,,_,

and E7.; is that the field projections

of Hzcai /2 from which I reconstruct the corresponding vector are associated to the Voronoi
Edges. In this case I use the same procedure as explained in the anisotropic section 3.6.4
and link the vector naturally to the cell center. For E7,,; it is different because it needs
to be reconstructed from the Delaunay edges. To link it to the cell centers we use the

method as described in the isotropic chiral case illustrated in Figure 3.12
1. Magnetic field loop over the Voronoi Edges.
a) Calculate the Curl Zk 1 " oS 1V needed in (3.170)

scat,ji k" Jik

n+1/2
inc

b) Compute g0H,; /Ot and project to the Voronoi edges. It is also possible
to directly compute the projection ,LLO@HZII/ 2 /Ot because jig = pol and in
our formulation the incident field is always an analytical function which we

define, therefore we do not have to reconstruct it from projections.

c) Take E7. , reconstructed in the previous loop and associated to the cell center.
Define E}, ., compute Ef,, = E_,;,+E _and project it to the original Voronoi

edge and the two additional ones.

d) Compute 7/ E, needed in J?

re,tot

e) Calculate the projection J, tot,j

n—1/2

scat

n—1/2

f) Define H;, Y2 and with H (reconstructed before) compute H,,, '~ =

H" 1/2+Hn 1/2

scat
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3.8. Modelling of bi-anisotropic materials

1/ Jrt1/2

2 ) o _ n—1/2
required in th,tot,av = ( hhtot T th,tot) /2

project H?Ogl/ ? to the original Voronoi edge and the two additionaly generated

g) To compute (i, — fib,) Hiyy

edges associated to each Voronoi edge. Now compute (), — L) 14 HVE

tot,v1
(Al — flo) 10 H' Z;if + (f, — ily) 13 H' Z;lvf where vy refers to the original

Voronoi edge and vh, v§ to the two additionaly generated edges forming all
together a local coordinate system. In (@} — il),,,, Im refers to the element
in the lth row and mth column in the matrix expressed in the local coordinate

/TL—]./Q .

system and H', , "~ is the total magnetic field projected to the edge vh.
Vg

h) Compute Jg, 1y ;
i) Compute FHy, ;
j) Add the projection Ji, ;. ; to FHJ, ;
2. loop over the cells
a) Reconstruct FHY,, from the Voronoi edges v; and link it to the cell center
3. Loop over Voronoi edges

a) Project FHY,; to the two additional edges linked to Voronoi edge v;.
b) Compute i~ 'FH}, needed in equation (3.169)

O

c) Update equation (3.169) leading to Hz, Compute qrty? (known ana-

tot,j ine,j
lytically) to obtain the scattered field projections HS"CZ%Q = H;;rjl/ ’_H Z:gl]/ 2
. We need chztlf to calculate the curl in equation (3.170) correctly.

Calculation of E™"!. from equation (3.168)

scat,i

1. loop over the Delaunay edges

MP
a) Compute the curl ), 7 E? 1P needed in equation (3.171)

scat,ij k"5 k
2. loop over the vertexes of the Delaunay mesh

a) Reconstruct E”,.,, from the projections of the Delaunay mesh and associate it

to the Delaunay vertexes.

b) Reconstruct HZC;%/ ? from the projections of the Voronoi mesh and associate

it to the Delaunay vertexes.
The difference between the reconstruction of E,.,, and ch_ai/ ? is that the field projec-
tions of E.,, from which we reconstruct the corresponding vector are associated to the
Delaunay edges. In this case we use the same procedure as explained in the anisotropic

section 3.6.4 and link the vector naturally to the Delaunay vertex. For HZ;;/ % it is dif-

ferent because we reconstruct this one from the Voronoi edges. To link it to the Delaunay
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3. Numerical Solution of Maxwell Equations

vertexes we use the method as described in the isotropic chiral case illustrated in Figure
3.12 adapted to the magnetic field.

84

1. Electric field loop over the Delaunay Edges. Calculation of E™!. using equation
(3.168)

a)

g)
h)

i

scat,i

Compute EZOGET-LH/z/@t and project to the Voronoi edges. It is also possible

wmec
. . . n+1/2 = = .
to directly compute the projection po0H,, . ; /Ot because g = pol and in

our formulation the incident field is always an analytical function which we
define, therefore we do not have to reconstruct it from projections.

Take H" /2 reconstructed in the previous loop associated to the Delaunay

vertex. S]C)aéﬁne H;L;;l/ 2, compute H?:t'l/ = H::;i/ > HZ;;I/ * and project it
to the original Delaunay edge and the two additional ones.

Compute ?KH?OJQIM needed in J:Eo/f

Calculate the projection J:}jgo/fl

Define E7, . and with E7,,; (reconstructed before) compute E}, = E7.,+E!
To compute (&, — &) Ef,; required in J ::tlo/t?av = (J Zeftlot + ']Ze,tot) /2 project

E}, to the original Delaunay edge and the two additionaly generated edges

associated to each Delaunay edge. Now compute (&, — &) E 1oy, +
(& — 86) 12 E'fote, + (8 — Ea0) 13 E'for e, where ey refers to the original De-
launay edge and €}, €5 to the two additionaly generated edges forming all

together a local coordinate system. In (&, — &.),,,, lm refers to the element

S
in the Ith row and mth column in the matrix expressed in the local coordinate

system and E’ ?01576/2 is the total magnetic field projected to the edge v}.

Compute J:;iﬁ
Compute FEZ;}/ 2
Add the projection J:;go/fl to FEZ;;;/2

2. Loop over the Delaunay vertexes

a)

Reconstruct FE?OJ{U ? from the Delaunay edges e; and link it to the Delaunay

vertexes

3. Loop over Delaunay edges

Project FE:LOJtrl/2 to the two additional edges linked to Delaunay edge e;.
Compute £ 'FE}, needed in equation (3.168)
Update equation (3.168) leading to E'I!. Compute E™'! (known analyti-

tot,i* inc,i
cally) to obtain the scattered field projections E?thlz = Et”;{zl — Eznntll . We
need E;gtlz to calculate the curl in equation (3.171) correctly.



4. Code Validation and Numerical
Examples

In this chapter we present all the numerical examples to validate our Co-Volume method
for different kinds of materials. Typical benchmark tests are the computation of the radar
cross section (RCS) of a sphere or the transmission of an electromagnetic pulse through
a slab of a dielectric material, because analytical solutions are available for these cases.
I start with the results of an isotropic lossy dielectric material, followed by the results
of an anisotropic lossy material. Until now the material parameters were frequency
independent. For the modelling of an isotropic chiral material the frequency dependence
and chirality have to be taken into account. I finish this chapter by validating the method
that allows me to model bi-anisotropic materials, where the material parameters become
second order tensors with frequency dependent entries.

4.1. Radar cross section and transmission

4.1.1. Radar cross section

The radar cross section (RCS) corresponds to the amount of scattered power from a
target towards a radar. The bi-static RCS which, in contrast to the mono-static RCS,
is a function of aspect angle and bi-static angle. The scattered wave is decomposed into
2 parts. One part has the same polarization as the transmitted signal and is referred to
as co-polarised, while the other part has an orthogonal polarisation state compared to
the transmitted signal and is referred to as cross-polarised. In scattering experiments,
the radar cross section is of practical interest because an analytical solution is available
for certain simple cases. To obtain the required far field information from the computed
near field data, a near to far field transformation procedure [14] is employed. To achieve
this, a closed collection surface, S, completely enclosing the scatterer, is constructed and,
when steady state conditions have been achieved, a further cycle is computed. During
this cycle, the harmonic solution produced by the time domain solver is used to calculate
the phasor amplitudes E and H which enable fictitious electric and magnetic currents to
be defined on S. Using the surface equivalence theorem, the components of the scattered
electric field in the far field are determined [91]. With these values, the distribution of
the radar cross-section is computed as

o 2 o 2
9 Escat,@‘ + Escat,qﬁ‘
x = lim 47r 5 3 (4.1)
r—00 - -
Einc,@ + Einc,qS ‘
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4. Code Validation and Numerical Examples

where (r,0,$) denotes a standard spherical polar coordinate system. For the results
presented here, the collection surface, .9, is taken to be the surface formed in the mesh
by removing all but the first three layers of tetrahedra that are attached to the scattering
surface. The quantity y defined in equation (4.1) is used to compute

RCS(0,¢) = 101log(x) (4.2)
which is the RCS in dB.

4.1.2. Transmission

In one of the numerical examples, a pulse is sent through a dielectric radome repre-
senting the nose of an aircraft, protecting the radar equipment. Radomes are used to
protect radar systems from weather or to conceal antenna electronic equipment from the
public view. Typically, a material that minimally attenuates the electromagnetic signal
transmitted or received by the antenna is used. The transmission is evaluated as

T(f) =20 108§10 (4.3)

Eine I'Oa

Etot I‘oa H

which corresponds to the ratio of the amphtude of the total electric field divided by the
amplitude of the incident electric field at a point rg inside the radome.

4.2. lIsotropic lossy material

4.2.1. Comparison between standard FDTD and co-volume method

In order to show the advantages of using the co-volume method compared to the standard
Yee’s algorithm, I consider two regular structured meshes with spacing of A/15 and A/60.
Figure 4.1 shows the two staircase surfaces of the sphere for the coarse and fine meshes.
I compare their Bistatic RCS with the results computed by the co-volume method, using
a conforming unstructured mesh with global spacing of A/15. Throughout the thesis
I compute the RCS of sphere with a size similar to the wavelength, typically with a
electrical length of 2\. I restrict myself to these cases because the method has already
been extensively tested for other shapes and higher electrical lengths like a 15\ PEC
sphere, a 10\ PEC aircraft or a 170\ waveguide [144][111].
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4.2. Isotropic lossy material

I

(a) (b)
Figure 4.1.: Structured sphere’s surface meshes (a) A/15 spacing ; (b) A/60 spacing

First, I considered the case of a plane wave scattered by a 2\ PEC sphere. The accuracy

of our method and the ones from standard Yee’s scheme are checked against the analytical
Mie solution.

25 T T y T T - - - - -
unstruct. A/15 —— unstruct. A/15 ——
standard FDTD M15 _ 20 1 standard FDTD. M/15
standard FDTD A/60 e 5 standard FDTD. A/60 ——
~ 20 Analytic —~ Analytic
) ()
Z Z
8 3
x 15 x
2 2
g s
%] (%]
@ 10T @
0 20 40 60 80 100 120 140 160 180 0 20 40 60 80 100 120 140 160 180
0 (deg) 6 (deg)
(a) (b)

Figure 4.2.: Scattering of a plane wave by a PEC sphere of electrical length 2\ comparing
the co-volume and standard FDTD method: (a) co-polarised RCS distribu-
tion; (b) cross—polarised RCS distribution

Figure 4.2 shows, for both co-polarised and cross-polarised, that even a structured mesh

with very fine spacing \/60 does not achieve the accuracy of the conformal unstructured
mesh of spacing A/15.
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30 T T y T T 30 . . , . .
unstruct. A/15 —— unstruct. A/15 ——
standard FDTD A/15 25 | standard FDTD. A/15
20 standard FDTD A/60 standard FDTD. A\/60 ——
Analytic 20 Analytic

Bistatics RCS (dB)
Bistatics RCS (dB)

-30

0 20 40 60 80 100 120 140 160 180 0 20 40 60 80 100 120 140 160 180
0 (deg) 0 (deg)

(a) (b)

Figure 4.3.: Scattering of a plane wave by a dielectric sphere of electrical length 2\ com-
paring the co-volume and standard FDTD method, for the case € = 2, p =
1, 0 =0, =0 : (a) co-polarised RCS distribution; (b) cross—polarised RCS
distribution

A finer structured mesh is clearly required to achieve comparable results to those pro-
duced by the geometry conforming co-volume method. A similar comparison was also
carried out for the case of 2\ dielectric sphere, as shown in Figure 4.3. It is also clear
that much finer structured meshes are required to overcome the effect of the staircase
that structure grids introduce near the geometry. In addition, the increased resolution
by a factor of 4, has led to an increase in size of the volume mesh, by a factor of 64. This
resulted in the use of a time step that was four time smaller and an increase in the CPU
requirement by a factor of 256. The relative L2 errors corresponding to the figures 4.2
and 4.3 are represented in table 4.1a and 4.1b. Tt can be seen that the method shows
better results for the PEC than for the dielectric case. Nevertheless the L? error of an
RCS should be considered with care because the RCS varies on the logarithmic scale
from —5 to 30dB. Hence a relatively small deviation from the analytical solution in the
vicinity of 180°has a much higher impact on the L? error as a deviation at a relatively
small angle. Nevertheless the challenge is to capture the small oscillations as good as
possible arising for our testcase between 0° —120°. So, although the L? error of the A\/15
unstructured mesh is higher for the dielectric case compared to the A\/60 structured mesh
(Table 4.1b), the co-volume method gives better results for low angles.
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4.2. Isotropic lossy material

relative L? Error ‘ co-polarised ‘ cross-polarised ‘
standard FDTD A\/15 | 54.80 % 50.75 %
standard FDTD A\/60 15.18 % 14.04 %
unstructured A/15 2.99 % 2.77 %
(a)
relative L? Error ‘ co-polarised ‘ cross-polarised ‘
standard FDTD \/15 12.63 % 12.75 %
standard FDTD \/60 1.41 % 1.39 %
unstructured \/15 4.68 % 4.66 %
(b)

Table 4.1.: Relative L2-Error with respect to different meshes computed in linear scale
of (a) PEC sphere ; (b) Dielectric sphere

4.2.2. Convergence of the leapfrog scheme

The centered leap frog scheme is known to be second order on an ideal mesh. To evaluate
the order of convergence on a general unstructured mesh, I chose the example of a
dielectric sphere of radius 1m with relative electric permittivity €, = 2, relative magnetic
permeabilityu, = 1, electric and magnetic conductivities o = o,,, = 0.5/m, excited using
a plane wave with a wavelength of 1 m. Several meshes with global spacing of 4, 8, 15
and 20 cells per wavelength (in free space) are generated. For each mesh, after 20 cycles
the numerical solution of the RCS is compared to the analytical distribution using the
L? error. The tangent of the fitted line will give us the rate of convergence. Figure
4.4a shows an order of convergence of 1.59 for the co-polarised RCS whereas Figure 4.4b
shows an order of convergence of 1.48 for the cross-polarised RCS. Averaging the two
tangents leads to an order of convergence of 1.54.

L2 Errq'r + ' ' T2 Errqr' +
Curve Fit 05} + Curve Fit
1 4
+ 2l
5 § s} +
g 2 + &
N:L N\_—J/ _2 L
S -3t S 25t
3 + 3 T
.3 -
-4+ o
* -3.5
5 - - - - -4 - - - -
0 5 10 15 20 25 0 5 10 15 20 25
Cells per wavelength Cells per wavelength
(a) (b)

Figure 4.4.: Order of convergence of the scheme using the L? error for varying number
of cells per wavelength (a) co polarised (b) cross polarised
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4. Code Validation and Numerical Examples

4.2.3. Scattering by a spherical object

The initial examples involve spherical scatterers and have analytical solutions for the RCS
that can be used to validate the numerical distribution computed using equation(4.2).
The meshes employed in the simulations for modelling the spherical objects have between
15 and 20 degrees of freedom per wavelength, A, in free space. This level of resolution
will decrease in a dielectric, e.g. with a relative electric permittivity of €, = 2 the mesh
resolution reduces to 10 degrees of freedom per wavelength. Past experience has shown
that, with a co-volume method of this type, reasonable results are obtained provided a
mesh resolution of at least 8 degrees of freedom per wavelength is employed. Such a low
grid resolution is sufficient for this scheme, in which the field vectors are stored at the
center of the faces. As there are in general about four times more degrees of freedom than
points, the co-volume method needs four times less cells compared to a finite element
method. In each case, the calculated RCS represents the cross and co-polarised scattered
waves. Due to the spherical symmetry, only the RCS from 0 — 180 degrees is represented.
All the computations were performed using a single processor comparable to an Intel core
17. For all the examples, the PML has a thickness of 10 layers of hexahedra. The space
between the inner boundary of the PML and the object surface is filled with either 7 or
8 cells. The first examples involve scattering of a plane wave with wavelength A = 1 m,
propagating in x direction, by a sphere, of radius 1 m.
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Figure 4.5.: (a) View of a cut through the discretised dielectric sphere. (b) Detail of a
cut through the mesh showing the different cell types.

A view of a cut through the mesh used to represent the sphere is given in Figure 4.5a and
Figure 4.5b. The white cells lie inside the sphere and consist exclusively of tetrahedra.
Outside the sphere, there are a few layers of tetrahedra, shown in blue, connected to the
red hexahedra using a layer of yellow pyramids. In total, the mesh contains 451355 cells,
989069 Delaunay edges and 1138930 Voronoi edges. When the object is considered to
be a dielectric sphere, the relative electric permittivity is €, = 2, the relative magnetic
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4.2. Isotropic lossy material

permeability is p, = 1 and the conductivities are 0 = o, = 0.5/m. The solution is
advanced through 20 cycles of the incident wave using 328 time steps per cycle, with
the computation requiring 1.6 minutes per cycle. If not indicated differently, I use the
same number of time steps for all the dielectric test cases computed on the A/15 mesh
of the sphere. By comparing with the analytical solution I observed that the steady
state is reached for all the presented test cases after the indicated number of cycles.
The computed bi-static RCS distributions are shown to be in good comparison with the
analytical solution for this problem in Figure 4.6. The corresponding L? errors for the
co- and cross-polarised RCS are 4.68 % and 4.66 % respectively.

w
o

30

" Co-Volume - 7 7 7 " Co-Volume -]
25 | Analytic Analytic
20 |
g g " -/
8 15t 8 ~ ‘
o s v N I %) ey
8 10t / 8 0r .
g 4 g  f v
8 5N P @ -0} |
v |
of 4
20+
0 20 40 60 80 100 120 140 160 180 0O 20 40 60 80 100 120 140 160 180
6 (deg) 6 (deg)
(a) (b)

Figure 4.6.: Scattering of o plane wave by a dielectric sphere of electrical length 2\ with
er =2, ur =1 and 0 = 0,,, =0S5/m ; (a) co-polarised RCS distribution; (b)
cross-polarised RCS distribution

Next, I use the same mesh, representing a sphere with the same relative electric permit-

tivity €, = 2 and relative magnetic permeability u, = 1, but the electric conductivity is
set to o = 0.7.5/m.
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Figure 4.7.: Scattering of a plane wave by a dielectric lossy sphere of electrical length 2\
with ¢, =2, up =1 and 0 = 0.7.5/m, o, = 05/m : (a) co-polarised RCS
distribution; (b) cross-polarised RCS distribution

The solution is again advanced through 20 cycles and the computed bi-static RCS results
are shown to be in good agreement with the analytical solution in Figure 4.7. The
corresponding L? errors for the co- and cross- polarised RCS are 6.49 % and 6.35 %
respectively. For the case of a PEC sphere, I have chosen to model the problem by using
the same mesh and setting the value of the electric conductivity to o = 106 S/m, with a
relative electric permittivity €, = 1 and relative magnetic permeability p, = 1. In this
case, no specific PEC boundary condition is required. The distribution of the analytical
solution of the RCS for a PEC sphere is seen to be in excellent agreement with the
numerical solution in Figure 4.8.

30 T T T T 30 T T T T T T T T
Co-Volume === Co-Volume -
Analytic Analytic
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Figure 4.8.: Scattering of a plane wave by a PEC sphere of electrical length 2\ with
er = Ly, = 1,0 = o0, = 10° S/m; (a) co-polarised RCS distribution; (b)
cross—polarised RCS distribution.
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4.2. Isotropic lossy material

As mentioned earlier, the presence of a resistive sheet on the surface of the object can
be easily simulated by assigning only to the Delaunay and Voronoi Edges forming the
interface a specific conductivity, permeability or permittivity.

30 T T T T 30 T T T T T - - -
Co-Volume === Co-Volume -
Analytic Analytic
20 | 25 ¢
g " g
o 107 - "
O e P O
x — @ 15t
g Or 4
8 g
8 % 10t
8 -10} -
5 e nnnnstme T il
-20 +
L L L L L L I L 0 L L L L L L L L
0 20 40 60 80 100 120 140 160 180 0 20 40 60 80 100 120 140 160 180
6 (deg) 6 (deg)
(a) (b)

Figure 4.9.: Scattering of a plane wave by sphere covered with a resistive sheet of con-
ductivity ¢ = 0,, = 106 S/m: (a) co-polarised RCS distribution; (b) cross-
polarised RCS distribution

For those edges, I choose very high conductivity, ¢ = 10 S/m, this allows to model a
PEC sphere by the means of highly conducting resistive sheets. No g, and p, has to
be specified inside the sphere because the plane wave is totally reflected from the highly
conducting surface. Figure 4.9 proves the excellent agreement between the analytical of
PEC sphere and numerical solution of a sphere covered by a high conductive resistive
sheet. Convergence tests performed for these examples showed that RCS results within
a 3 dB tolerance can be obtained using an element size of A\/15, 9 cycles of the incident
wave and 206 time steps per cycle. These computations required only 1.1 minutes per
cycle on a single processor. The L? errors for the RCS represented in Figure 4.8 and 4.9
for the co- and cross-polarised RCS are for both cases 1.64 % and 1.69 % respectively.

4.2.3.1. Scattering by a coated spherical object

The next examples involve scattering of a plane wave with wavelength A = 1 m, prop-
agating in the z direction, by a coated spherical object, of electrical length (2A) with

a radius of 0.5 m and a uniform dielectric coating of thickness 0.5 m as represented in
Figure 4.10.
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0S/m , is coated with a spherical dielectric, with parameters e,
0.S/m. The computed bi-static RCS distribution is seen to be in good

agreement with the analytical distribution in Figure 4.11. The corresponding L? errors

for the co- and cross-polarised RCS are 1.06 % and 1.09 % respectively.

dielectric sphere, with the blue cells representing the coating and the red
cells the dielectric.; (b) Graphical representation of the scattered field for

the coated dielectric sphere

1,0 =0pm

smallest distance between the inner boundary of the PML and the object surface is filled

with 8 cells. The mesh consists of 876116 cells, 1673527 Delaunay and 2076019 Voronoi

edges respectively. For the first case, a PEC sphere, with parameters e,

o =108/m, o

Figure 4.10.: Cut through a coated sphere (a) View of the mesh used to represent a coated
o

For these examples the PML has a thickness of 10 layers of hexahedra elements.
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Figure 4.11.: Scattering of a plane wave by a coated PEC sphere of electrical length 2X:
(a) co—polarised RCS distribution; (b) cross-polarised RCS distribution

For the second case, a PEC sphere, with parameters ¢, = 1, u, = 1, 0 = 10% S/m,
om = 0.5/m , is coated with a conducting dielectric, with parameters ¢, = 2, u, = 1,
0 =0.75/m and o, = 05/m . The computed bistatic RCS distribution is seen to be in
good agreement with the analytical distribution in Figure 4.12. The corresponding L?
errors for the co- and cross-polarised RCS are 1.02 % and 1.04 % respectively.
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Scattering of a plane wave by a PEC sphere coated with a conducting di-
electric of total electrical length 2X\: (a) co-polarised RCS distribution; (b)

cross-polarised RCS distribution

The scatterer is now replaced by a dielectric sphere of radius 0.5 m, characterised by

the parameters e, = 2, u, = 1, 0 =

om = 0 .S/m, with a uniform dielectric coating of

thickness 0.5m , characterised by the parameters e, = 1.5, u, = 1, 0 = 0,,, = 05/m. The
computed bi-static RCS distribution is seen to be in good agreement with the analytical
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distribution in Figure 4.13 with the corresponding L? errors for the co- and cross-polarised
RCS of 1.31 % and 1.28 % respectively.
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Figure 4.13.: Scattering of a plane wave by a coated dielectric sphere of electrical length
2X\: (a) co-polarised RCS distribution; (b) cross-polarised RCS distribution

4.2.3.2. Transmission of a narrow band pulse

The final example demonstrates the use of the method in a predictive mode and involves
the calculation of the transmission efficiency of a dielectric radome. The radome consists
of half an ellipsoid, with a lateral radius of 0.5 m, a length of 1 m and a thickness of
0.05m. The ellipsoid is constructed of Ipar Plexiglass, with a relative electric permittivity
g, = 2.59 and a loss tangent o = 0.015 .S/m. Radomes of this type are commonly
employed on subsonic aircraft. The narrow band pulse

Ey(r,t) = g~ (t=kr/w)? /272 sin(wt — k- ) (4.4)

is used to illuminate the radome, where 7 denotes the pulse width, k is the the wave
vector and 7 is the general position vector. Figure 4.14a shows the details of the mesh.
The yellow elements form the radome structure and Figure 4.14b shows contours of the
electric component E, of the pulse. The employed mesh represented in Figure 4.14c
has 40 degrees of freedom per wavelength and the PML has a thickness of 10 layers of
hexahedral elements. The smallest distance between the inner boundary of the PML
and the object surface corresponds to 8 cells. The mesh contains 876314 cells, 1673283
Delaunay edges and 2076114 Voronoi edges. I illuminate the radome with a 1.2 GHz
narrowband pulse with a pulse width of 1 x 10™s.
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Figure 4.15.: Transmission of a Narrowband pulse centered at 1.2GH z, through a dielec-
tric radome with 40 degrees of freedom per wavelength

98
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4.3. Numerical Validation for anisotropic lossy objects

4.3.1. Scattering on sphere

A series of examples, involving scattering of an incident plane wave by an anisotropic
sphere, is included here to demonstrate the numerical performance of the algorithm that
has been described. The algorithm is validated by comparing the results produced with
those obtained from the open source program Discrete Dipole Scattering (DDSCAT)
[40], which is an implementation of the frequency domain discrete dipole approximation
[46]. The incident wave has free space wavelength \g = 1 m and it propagates in the x
direction. In each case, the electrical length of the sphere is 2.
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Figure 4.16.: Scattering by a dielectric anisotropic sphere: (a) cut through the mesh used
to represent the sphere; (b) “contours of E, on a cut through the computa-
tional domain.

The mesh employed is illustrated in Figure4.16 and has an average edge length of A\y/20.
For each example, the PML region is located at a minimum distance of A\¢ from the
scatterer and the PML is discretised using 10 layers of hexahedra. The minimum distance
between the inner boundary of the PML and the surface of the scatterer is represented
by 8 cells. The complete mesh consists of 876,116 cells, 1,673,527 Delaunay edges and
2,076,019 Voronoi edges. For the anisotropic case, it is estimated that a mesh spacing of
A0/20 should be sufficient. As I include a test case with full anisotropic tensors for both
electric and magnetic properties, I decided to use the same mesh for all the test cases.

4.3.1.1. Magnetically uniaxial non—lossy anisotropic sphere

The first test case involves an uniaxial permeability tensor and is devised to check the
updating of the magnetic field projections. For the sphere, the material parameters
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Figure 4.17.: Scattering of a plane wave by a dielectric sphere of electrical length
2\ with anisotropic permeability: (a) co—polarised RCS distribution; (b)
cross—polarised RCS distribution.

are used. In this case the only term in equation (??) that involves matrix multiplication

is (flaw — pol )2 HL,, ;- The matrices @, and aj,_ reduce to the unit matrix and the
update of of magnetic field from the constitutive equation (3.68) only requires multi-
plication by the coefficient (fi,;')11. Figure 4.17 shows the computed distributions of
both the cross—polarised (0gg) and the co-polarised (0p9) RCS compared with the dis-
tributions obtained from using the discrete dipole approximation™ (DDA). It can be seen
that the RCS distributions are in excellent agreement, apart from the differences in the
troughs, which are typical of comparisons between time-domain and frequency—domain
approximations. The corresponding L? errors for the co- and cross-polarised RCS are

1.22 % and 1.13 % respectively.

4.3.1.2. Electrically uniaxial non—lossy anisotropic sphere

This test case involves a uniaxial permittivity tensor, to check on the updating of the
electric field projections. For this case, the material parameter values

15 0 0 000 100 000
=0 15 0 |,6=|l000|,4=|010|,6m=|000
0 0 20 000 00 1 000

are used for the sphere.
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Figure 4.18.: Scattering of a plane wave by a dielectric sphere of electrical length 2\
with anisotropic permittivity: (a) co—polarised RCS distribution ; (b)
cross—polarised RCS distribution.

In this case the only term that require matrix multiplication in equation (?7?) is (€40 —

eol )3 ELTOP j» as the other matrices a,, and a__ reduce to the unit matrix. The update

of the electric field from the constitutive equation (3.68) only involves multiplication
by the coefficient (£')1;. Figure 4.18 shows good agreement between the computed
RCS distributions and those produced with the DDA method. There seems to be a big
difference between our solution and the solution from DDA for the co-polarised RCS
distribution in Figure 4.18 (a) but this is mainly due to the logarithmic scaling I am
using highlighting even small differences between the results because the corresponding
L2-Errors for the co-and cross-polarised RCS are only 1.37 % and 1.33 % respectively.

4.3.2. Electrically lossy anisotropic sphere

The next example involves an anisotropic permittivity tensor, together with electric
conductivity. The material parameters

13 0 O 03 0 O 1 00 0 00
€= 0 16 O o= 0 05 0 p=101 0| o,=]0 0 0
0 0 20 0 0 o7 0 01 0 00

are employed.
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4.3.3. Magnetically lossy anisotropic sphere
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Scattering of a plane wave by o dielectric sphere of electrical length 2\ with
anisotropic permittivity and electrical conductivity: (a) co—polarised RCS
distribution; (b) cross—polarised RCS distribution.

the matrix multiplications are required in equation (??) and the time up-
dating scheme described in Section 3.6.6 was used. The RCS distributions computed
with the 3D-leapfrog and with the DDA scheme are compared in Figure 4.19. Steady
state conditions were attained in the time domain approach after ten cycles of the inci-
dent wave leading to L? errors for the co and cross polarised RCS of 1.15 % and 1.09 %

For the next example, I consider an anisotropic permeability tensor, together with mag-
netic conductivity. The sphere, in this case, is characterised by the material parameters
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Figure 4.20.: Scattering of a plane wave by a dielectric sphere of electrical length 2\ with

anisotropic permeability and magnetic conductivity: (a) co—polarised RCS
distribution; (b) cross—polarised RCS distribution.

In this example, matrix multiplication is required in equation (??) and the scheme de-
scribed in Section 3.6.6 was used for the magnetic field update. The time domain solver
reached steady state after ten cycles of the incident wave. The comparison between
the RCS distributions computed with the current time domain approach and frequency
domain method is given in Figure 4.20. The corresponding L? errors for the co-and
cross-polarised RCS are 0.41 % and 0.39 % respectively.

4.3.4. Computational cost of the anisotropic model

The next example includes the use of full anisotropic tensors for both electric and mag-
netic properties. The sphere is characterised by the parameters

1.3 0 O 03 0 0 1.2 0 0 04 0
€= 0 16 0 |o= 0 05 0 |p= 0 14 0 |om= 0 0.3
0 0 20 0 0 07 0 0 18 0 0

Comparison with DDA results is not possible in this case, as the DDA code only allows
for the modelling of non—magnetic materials. To investigate the time penalty that results
from the use of the anisotropic model, two simulations were performed on the same mesh.
In the first example, the sphere was taken to be an isotropic lossy dielectric material,
with g >1,e>1, 0 >0, o), > 0. In the second example, the sphere was modelled as
an anisotropic lossy dielectric material, so that g # u.1, & # eI, 5 > 0, &,, > 0. It was
found that the computational cost for the example involving the anisotropic sphere was
ten times the cost of the solution for the isotropic sphere. This extra cost mainly arises
from equation (3.57), which implies a requirement to solve a system of three equations
for each Voronoi and Delaunay node.
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(a) (b)

Figure 4.21.: Scattering of o plane wave by a fully anisotropic dielectric sphere of electrical
length 2X\: (a) contours of H, shown on a cross—section through the mesh;
(b) contours of Ey shown on a cross section through the mesh.

Considering these additional costs, is this scheme competitive when compared to the
standard FDTD method? In my first paper [48], I showed that the accuracy of this
scheme, with a A/15 unstructured mesh, compares favorable with that of the standard
FDTD method, with a A/90, \/120 structured mesh, for objects of curved shape. This
means that comparable results are obained when using a mesh that is 6 to 8 times
coarser. This is of ourse only valid for objects of high curvature with respect to the
wavelength. For objects of very high electrical lengths, e.g a 20\ sphere, the curvature
becomes less and less important and at a given point UM-FDTD will be outperformed by
the standard Yee algorithm. The smaller A standard FDTD Yee’s cell has 12 edges and
6 faces where the electric and magnetic field components are stored respectively. This
corresponds to 18 degrees of freedom. Discretising one Yee’s cell requires 6 tetrahedra, in
the worst case scenario, leading to 19 edges and 14 faces. As the electric field projections
are stored at the Delaunay edges and the magnetic field projections at Voronoi edges
intersecting with the faces, this sums up to 33 degrees of freedom. Although the number
of degrees of freedom have nearly doubled, this is more than compensated by the fact
that T use a mesh that is, at least, 6 times coarser. Furthermore, because I am working in
three dimensions, this should also be taken into account, This implies that, for the same
volume, an unstructured mesh with 33 degrees of freedom produces the same accuracy
as a structured mesh with 63 x 6 = 1296 degrees of freedom.

The extra operations, needed for averaging and reconstructing the vectors described in
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section 3.6.4, imply a cost penalty. For each node, 18 averaging operations for each field,
in addition to 3 x 3 operations of vector reconstruction for each edge are required. For
the 6 tetrahedra lying inside one cube, the number of operations will be 2 x 8 x 18 +
9 x (19 + 14) = 585 for all degrees of freedom, taking into account the 19 electric field
vectors and 14 magnetic field vectors. For one cell of a Cartesian mesh, 8 operations
are required for averaging the two offset components of a field vector, leading to 48
extra operations on one cell node or 144 per Yee’s cell. However, in this case dealing
with curved boundaries, to achieve the same level of accuracy, the standard scheme will
actually cost 6% x 48 = 10368 operations per same computational volume whereas the
co-volume method only needs 585 operations.

4.3.5. Transmission of a narrow band pulse

As final example, 1 evaluate the transmission efficiency of a pulse through a radome
made of anisotropic dielectric containing conducting fibers. The radome counsists of half
an ellipsoid, with a lateral radius of 0.5 m, a length of 1 m and a thickness of 0.05 m.
Figure 4.22 and Figure 4.24 display a radome mesh with 20 points per wavelength.
This mesh is only used for visualisation, as it is too coarse for a 1 GHz pulse. For the
actual simulation, a finer mesh with 40 points per wavelength is used to guarantee enough
degrees of freedom per wavelength inside the dielectric. In [48], I showed that the number
of element layers employed to represent a given thickness of material has no impact on the
results, provided that I meet the minimum number of points per wavelength requirement.
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Figure 4.22.: Radome (yellow) in free space (white, blue)

The incident plane wave used to illuminate the Radome is a narrow band pulse (equation
(4.4)). Composites are harder to model than standard anisotropic materials, due to the
inner structure, e.g orientation of the fibers.
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K N
Fibres \Matrix

(a) (b)

Figure 4.23.: Composite material: (a) material frame (b) Distance between cell centers
and material frame located at surface

In Figure 4.23 (a) I illustrate a cut through a composite slab with the fibers oriented
in the y” direction. Due to the specific orientation of the slab, the material frame
(%", 3", 2"") and the global frame (%, y, z) are identical. In the case of the curved shell
of a radome, the situation is more complicated, as the orientation of the fibers changes
in space. In this case, for each location on the shell, there exist a material frame which,
in general, differs from the global frame as illustrated in Figure 4.23 (b). In the previous
sections, the coordinate transformation has only been used to pass from a global frame
(X, ¥, z) to a local frame linked to each Voronoi or Delaunay edge (X', y’, 2’). For
a composite, firstly a coordinate transformation from the material frame, linked to the
orientation of the fibers, (X", ¥”, 2") to the global frame (X, y, z) is required. Afterwards
I pass from the global frame to a local frame linked to each Voronoi or Delaunay edge,
according to (¥, ¥, 2'). X", y",2") = Jr = X, ¥, 2) = Jro — (X, ¥, 2)).
Here, Jgi, i = 1,2, are the two transformation matrices, where Jgo is identical to Jg
from equation (3.60). First, I have to create an orthonormal material frame. As in
the preceding sections, an orthonormal system simplifies the coordinate transformation
because the transformation matrix becomes a simple rotation matrix. The procedure
here is illustrated in Figure 4.24(a). Initially, I only consider the Voronoi edges at the
dielectric interface. Each Voronoi edge (Vorl,blue) crossing the face of a tetrahedron
is surrounded by three Delaunay edges. I select two of these edges, (Del;, Dels). By
construction, they are parallel to the surface. Using the cross product, I create a vector
x" = Dely x Dely perpendicular to the dielectric surface. Finally, I take the cross product
to obtain the vector y” = z” x Dely and assign z” = Del;. After normalising, I end up
with one orthonormal material frame (X", y”, 2”) for each face of the dielectric interface.
The next step consists in linking the material frame to the cells inside the composite. To
achieve this, I compare the distance between the intersection points of a Voronoi edge

with the interface and the circumcenter of all cells C; inside the dielectric. After finding
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the smallest distance, I link the local material frame (X', ', Z’) from the surface to the
corresponding cell. This process is illustrated in Figure 4.24 (b).

x" - x x" -y x" z x -x x -y x -z
7 " " " 7 / / /
Jmi= |y x yy y -z JrRoe= |y x y'y y-z

7z’ - x z’ -y 7'z 7z - x 7z -y 7z -z

A typical material parameter tensor M = €, 0, i, Om is now defined with respect to
the material frame (X", y”, 2”’) and linked to the cells inside the dielectric. The first
coordinate transformation converts the material parameters, from the material to the

global frame, according to

o i,
det(Jg1)

The second coordinate transformation converts the parameters from the global to the
local frame and this process has already been described in the preceding sections. Con-
sidering, for example, equations (3.47,3.48), the material parameters &, 7, f, o, have
to be replaced by £”, ", i”, /.. This is true for each equations in which the material
parameters appear.

Figure 4.24.: Radome of composite material: (a) Construction of orthonormal material
frame (b) Distance between cell centers and material frame located at surface

Our radome is characterised by the material parameters

259 0 0 100 0 0 100 000
=] 0 25 0 |a"=| 0 100 0 |@g’=|010]|al=]000
0 0 47 0 0 10 001 000
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Figure 4.25.: Transmission of 1.2 GHz pulse through a radome made out of a composite
dieleclric

Due to the orientation of the fibers, the properties of our composite are the same in the
m” and the 1/ directions, but differ along the n” axis. For our material parameters,
this means that M(1,1)"” = M(2,2)” # M(3,3)"”, and the other components are 0, for
g",6" and ji" = I and 5!/, = 0. Typically, a material that minimally attenuates the
electromagnetic signal transmitted or received by the antenna is used. The transmission
is evaluated using equation (4.3) which corresponds to the ratio of the amplitude of the
total electric field divided by the amplitude of the incident electric field at a point rg
inside the radome. The transmission of 1.2 GH z narrowband pulse through a composite
radome is represented in Figure 4.25.
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4.4. Numerical validation for isotropic chiral material

To validate my algorithm I compute the transmission coefficients of an EM pulse through
a chiral slab and the variation of the angle of the plane of polarisation of the incident
field. For both cases I use a structured mesh to model a dielectric slab of dimensions
0.3m x 0.3m x 0.1 m in z, y, z dimension. A thickness of 0.1 m corresponds to 40 cells.

Figure 4.26.: Chiral slab (yellow) in free space (blue)

4.4.1. Rotation of the plane of polarisation

As mentioned in the introduction the chirality induces a rotation of the plane of polar-
isation of the incident field (ORD) if the chirality is a real number. In the case of a
complex number the plane of polarisation is rotated and the polarisation changes (CD).
To validate our results I currently only consider the real part of the chirality. In this case
the rotation of the angle can be computed according to the following formula

® = Re(k)wL (4.5)

With & the variation of the angle, Re(r) the real part of the chirality, w the angular
frequency of the incident wave and L the thickness of the slab [66]. I use the slab in free
space as depicted in Figure 4.26. To numerically compute the variation of the angle I
use the Fourier transform, which allows me to compute the variation of the amplitude
without the time dependence. Therefore I choose a point of the Delaunay mesh behind
(with respect to the incident wave) the chiral slab and take the fourier transform of
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the y versus the Fourier transform of the x component of the electric field for a wave

propagating in z direction.
FT(E,)
P = ——x 4.6
T FT(E,) (4.6)

and compare them with the analytical computed angle ®.

90 : : ‘ ‘ ‘
®=12.24°,®/n=0.306°, K=0.0204+0i ——
80 [®=18.30°,d/n=0.458", k=0.0305+0i ——
®=24.42°.®/n=0.611°, K=0.0407+0i
70 1=30.54°,d/n=0.764°, k=0.0509+0i
60 [$=36.60°,0/n=0.915", k=0.0610+0i ——
— ©=42.72°.0/n=1.068°, K=0.0712+0i ———
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Figure 4.27.: Rotation of the plane of polarisation for 6 different chiralities over time.
The black line corresponds to the analytical value.

According to Figure 4.27, for chiralities below x = 0.0407 the scheme appears to be stable
and the numerically computed angle of rotation of the plane of polarisation matches
well the analytical solution. For higher chiralities the angle of rotation starts varying
significantly over time. It seems that the chirality leads to an instability of the algorithm
if the imaginary part of the chirality is too high. This instability and the stabilising effect
of damping ( Im(k) # 0 ) is investigated in subsection 4.4.3 and 4.4.4

4.4.2. Reflection and transmission on a chiral slab

I compute the transmission and reflection coefficients of a chiral slab in free space. The
derivation of this expression can be found in all details in [66]. I will only give the
transmission and reflection coefficients for a bi-isotropic slab of infinite height and width
with a finite thickness L between two bi-isotropic media. Medium 1 extends from z €
| — o0, —L[, the bi-isotropic slab from z € [—L,0[ and medium 3 from z € [0, 4o0].
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Defining the following parameters:

Zr, = M+ (4.7)

ZT = ik =mpe™” (4.8)

77 = my=mett’ (4.9)
Zt+Z- = 2mcos(ds) (4.10)
Zt—Z7 = F2jnesin(ds) (4.11)
Bt = kor = ko(cos(Ws) % koy) (4.12)

BT = kox = ka(cos(V2) F ko) (4.13)

B = kocos(Vs) (4.14)

no= g— (4.15)

Xri = sin(d;) (4.16)

Kri = Ki/ni (4.17)

ng = )5 (4.18)

oo
ey = e(cos() + ky)el? (4.19)
e. = e(cos(9) — kp)e Y (4.20)

With &, the relative chirality, n the index of refraction, x, the relative Tellegen parameter
which equals 0 in chiral media, i the impedance and ¢ = 1, 2, 3 the index for the
corresponding region.

n3+cos(Ve F koL cos(¥2)) + jnesin(kaL cos(dz))
12 nacos(¥q £ koL cos(¥2)) + jnsesin(kaL cos(dz))

Zing = (4.21)

The corresponding reflection coefficients at the interface are

R — Zing Zin—c08(201) — n? + im (Zins — Zin—)sin(d1) (4.22)
0 ZintZin— + 0} + My Zint + M- Zin—
R B jZZ'n_;,_Zm_Sin(Ql?l) + 771(Zm+ — Zm_)COS(ﬁl) 4
cr  — 2 ( 23)
Zint Zin— + 07 + M+Zin+ + M- Zin—

2mam3c08(191)cos (Vg ) et (V1=0s) g Firrkal

T = 4.24

T ecos(Us) + mecos(UF)) + J (B + e )sim(ksLeos(D)) )
1

Teo = §(T++ + T——) (425)

T. = —%(T++ T (4.26)

with W+ = ¥y &+ koLcos(¥2). In my case medium 1 and 3 are free space and the slab
is not bi-isotropic but only chiral. Therefore the Tellegen parameter equals 0. An in y
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direction linearly polarised narrowband pulse propagating in z direction is send towards
the slab.

E,(r,t) = ¢ R/ 2 gin(wt — k- 1) (4.27)

Our material parameters are e; = 1.8 g, €00 = 1.6 €9, s = 1.1 pg, fhoo = 1.0 pg,
We = wWp = W = 2r X 3.5 GHz, & = 0.14, &, = 0.12, & = 0.1 and 7, = 1 ps.
The thickness of the slab is 0.1 m and is made out of 40 cells, leading to a spatial
discretisation Az = 0.0025 m. To compute the frequency dependent reflection I chose
a point p; of the mesh in free space just in front of the slab. For the transmission
coefficient I chose another point py slightly behind the slab. Next I reconstruct the
electric field vector at the corresponding points and use the Fourier transformation to
get a time independent response. I compute the co-polarised reflection coefficient R.,, the
co-polarised transmission coefficient 7., and the cross-polarised transmission coefficient
T, according to

R

T( scat y,pl)

R = ———— 4.28
“ FT(Eznc y,pl) ( )
FT( scat yp2)
Teo = ——2 4.29
0 FT(Eznc y,p2) ( )
FT
Tcr _ ( scat x,p2> (430)
FT(Eznc y,p2)

R equals zero and T, would be zero for a non chiral material.

10 T . . : 0
Tco TP —
num Tco num Ter
0 p—a, — -10
-10 1 -20 f/
e m / ’-\
kel - I'. 1
-20 | \ -30
| '.J
-30 | 1 -40
40 . . . . 5D
0 2 4 6 8 10 o] 2 4 G 8 10
frequency [GHz] frequency [GHz]

(a) (b)

Figure 4.28.: Analytical vs Numerical Transmission coefficients (a) Tco ; (b) Ter
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Figure 4.29.: Analytical vs Numerical Reflection coefficients R,

As expected Ty, differs from zero. Furthermore the results agree reasonably well in the
vicinity of the resonance frequency. The differences between the analytical and numerical
results are probably due to two reasons. First of all, the analytical model assumes a slab
with infinite extension in the directions perpendicular to the propagation of light. Which
is clearly not the case for my slab. Applying periodic boundary conditions (which are
not yet implemented in my code) to model an infinite slab should already improve the
results. Furthermore, the numerical dispersion inherent to the scattered field formulation
leads to a shift in the peaks for the reflection coefficient.

4.4.3. Numerical stability without damping

During my simulations I observed that an increase in the chirality leads to an instability
of the algorithm. To understand this instability let’s consider again equation (4.5). L
corresponds to the thickness and can also be expressed as L = nAz with n the number
of cells along the z direction (thickness) of our slab. Az is the edge length of a given
cell. Instead of considering the overall rotation of the plane of polarisation, I normalise
it to a single cell, leading to :

0]
Dol = — = kwWAZz (4.31)
n

To investigate the instabilities I set &, = 0 which leads to a vanishing imaginary part in
the chirality. Than I run the algorithm for 20 cycles on two different meshes and compute
the angle ®.;;. The results start at the 5 th cycle because no steady state is achieved
before (at least not for the fine mesh). Both meshes represent the same slab with the
same dimension. Only the spatial step Az differs. The finer mesh has Az = 0.0025 m
and the coarser Az = 0.003 m. To visualise the deviation of the computed from the
expected angle I calculate the relative error (Tana — Tnum)/Tnum With Zane the analytical
value and @nym the numerically computed value. The results are represented in Figure
4.30.
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Figure 4.30.: Relative Error of the numerically computed rotation of the plane of po-
larisation with increasing chirality compared to analytical values for two
meshes (a) mesh with Az = 0.003 (b) mesh with Az = 0.0025 m

From Figure 4.30 (a) and (b) it can be clearly seen that for the same chirality the
oscillations increase with increasing spatial step Az. To further investigate the effect of
the spatial step Az, I kept the chirality constant and used meshes with different spatial
sizes (Az = 0.0025 m, 0.003 m, 0,004 m, 0.005 m) where the dimension of the slab
remained the same. Increasing the spatial step Az leading to an increase in ®.o for
coarser meshes (Figure 4.31a). T use the same time step of 2.9 ps for all the meshes. For
another test I use the same mesh (Az = 0.003) but reduce the time step (Figure 4.31b).
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Figure 4.31.: Effect on mesh refinement and time steps on the results (a) same chirality,
different meshes (b) same mesh, different time step

From Figure 4.31a I observe that for x = 0.0305 I only obtain a stable result for ®/n =
0.458°at an error of roughly 10%. For all the other, coarser meshes, the solution varies
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4.4. Numerical validation for isotropic chiral material

significantly. By analysing Figure 4.31b it appears that a decrease of the time step only
has a minor effect on the stability. I can conclude that the chirality induced instabilities
are directly linked to the spatial discretisation and do not strongly depend on the time
step. For Im(k) = 0, according to my results, the condition ®/n < 0.45 should be
fulfilled to obtain a stable solution. To verify these results I considered the publication of
Pereda [103]. Their parameters are: w = 27 x8GHz, 7, = 5x 107125, w), = 27 x3.5GH z,
& = 0.1 leading to Kk = —0.059 — ¢0.006. Only considering the real part of the chirality,
with Az = 0.001 m this leads to gy = 0.57°. 1 had further discussions with Ana
Grande [103]. She gave me additional results. For Re(x) = 0.17, Az = 0.2 x 1073m and
a slab with a thickness of L = 500Az I get @y = 0.49°. In contrast to my testcases so
far, Ana Grande and Pereda considered materials with Im(x) # 0. Therefore I continue
to investigate the effect of damping Im(k) # 0 on the stability of the algorithm.

4.4.4. Numerical stability with damping

In this section I demonstrate the stabilising effects of damping induced imaginary part of
the chirality. Therefore I used a coupling coefficient 75, = 2 x 10~'? s which leads without
damping (&, = 0) to very strong instabilities in the scheme.For a constant 73, [ increase the
damping (& = 0.01, 0.025, 0.5, 0.1) and plot as before ® over 20 cycles. Furthermore I
computed the real and imaginary parts of the chirality for different damping coefficients.
Figure 4.32 shows a stable scheme for ®c¢;, which before lead to instabilites in the
undamped case. It appears that as long as Im(k) > Re(x)/15 the scheme is stable.
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@n=0.847",5, =01, x=-0.0567-0.0157] ==

50 &n=0.895",5,=0.05, ¥=-0.0599-0.0083] m— |
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40 Bn=0.911",5,=0.01, x=-0.0610-0.0017i

a0
20

relative error [%]

6 8 10 12 14 16 18 20
cycles

Figure 4.32.: relative error of computed angle over 20 cycles

But in this case I am not dealing with a pure ORD because due to the imaginary part
the polarisation also changes. For 7, = 2 x 10725, wy, = 27 x 3.5 GH 2, and varying &,
the real and imaginary part of the chirality are displayed in Figure 4.33.
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Figure 4.33.: Real and imaginary part of the chirality for varying damping factors (a)
Real part of the chirality ; (b) imaginary part of the chirality

My results demonstrate a succesfull implementation of the algorithm for modelling
isotropic chiral media. Furthermore the stabilising effects of the damping have been
investigated.

4.5. Numerical validation for bi-anisotropic media

For bi-anisotropic media not only the numerical methods but also the analytical solutions
become increasingly complex. Although there exist an analytical solution developed by
Rikte [106] I am still working on the implementation. Meanwhile, I validate my method
in two steps. First of all I do not consider the chirality tensor by setting all its components
to zero. The algorithm now models an anisotropic frequency dependent material. Next
I use DDscat [40] as for the anisotropic case because it can handle diagonal complex
material parameters. As benchmark test I compute the bistatic RCS of a sphere

4.5.1. Radar cross section on anisotropic dispersive sphere

To validate my algorithm I compute the RCS (equation (4.2)) of a 2A sphere. Where 1
used exactly the same mesh as for the isotropic case (Figure 4.5a) on which a plane wave
with A = 1m is incident. In my algorithm I assume a Lorentz model dispersion relation
for the permittivity and permeability

W,

Fw) = eo (s-oo+ 5 : (& 5oo)>

5
w2 — w? + j2wbew  °

)

w2

w? —w? + j2w, 6w

P = o (it
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4.5. Numerical validation for bi-anisotropic media

4.5.1.1. Isotropic permittivity

For the first case, I decided to use identical entries for e j; and €54 with ¢ = 1,2,3 and
no frequency dependence at all for the permeability. This corresponds to an isotropic
dispersive material.
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Figure 4.34.: Scattering of a plane wave by a dielectric sphere of electrical length 2\ with
anisotropic dispersive permittivity: (a) co—polarised RCS distribution; (b)
cross—polarised RCS distribution.

Overall a very good agreement between the RCS for both polarisations is obtained (Figure
4.34). The corresponding L2-Errors for the co and cross polarised RCS are 2.94 % and
2.96 % respectively.

4.5.1.2. Anisotropic permittivity

For the second case, the entries on the diagonal of the matrices £, and &, differ from
each other. As in the example before no frequency dependence for the permeability is
assumed.

16 0 0 21 0 0 100
Fo=co| 0 14 0 |,&=c0 0 19 0 |, Gw =p| 010
0 0 17 0 0 20 00 1

we =06GHz, & =0.4
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Figure 4.35.: Scattering of a plane wave by a dielectric sphere of electrical length 2\ with
anisotropic dispersive permittivity: (a) co—polarised RCS distribution; (b)
cross—polarised RCS distribution.

The co—polarised RCS of our 3D-leapfrog scheme and the DDA solution match well
over the whole angular range except for the last 30 degrees. The cross-polarised RCS
on the other hand shows a slight shift in the dips between my solution and the DDA

approximation (Figure 4.35). The corresponding L2-Errors for the co and cross polarised
RCS are 11.19 % and 11.22 % respectively.

4.5.1.3. Isotropic permeability

This time I removed the frequency dependence of the permittivity and use identical ele-
ments for entries of the permeability matrix. This corresponds to an isotropic dispersive
material with respect to the permeability

16 0 0 20 0 0 1 00
fico=| 0 16 0 |,as=| 0 20 0 |, Zw =01 0
0 0 1.6 0 0 20 00 1

wy=0.6GHz, £, =04
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Figure 4.36.: Scattering of a plane wave by a dielectric sphere of electrical length 2\ with
anisotropic dispersive permittivity: (a) co—polarised RCS distribution; (b)
cross—polarised RCS distribution.

Again a good agreement for both polarisations is observed. Only at the end of the
angular range around —30dB the solutions start to diverge slightly from each other. The

corresponding L2-Errors for the co and cross polarised RCS are 11.74 % and 11.74 %
respectively.

4.5.1.4. Anisotropic permeability

As last test case we defined a matrix where the entries on the diagonal of the matrices

oo and fis differ from each other.

100 16 0 0 21 0 0
Fw)=co| 01 0| fico=po| 0 1.9 0 |, fis=po| 0 1.9 0
001 0 0 17 0 0 20

w,=06GHz, §, =04
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Figure 4.37.: Scattering of a plane wave by a dielectric sphere of electrical length 2\ with
anisotropic dispersive permittivity: (a) co—polarised RCS distribution; (b)
cross—polarised RCS distribution.

In contrast to the results for anisotropic permittivity, depicted in Figure 4.35, this time
no shift of the peak occurs. The two solutions agree quit well except again for the last 40
degrees for the co—polarised solution. The corresponding L2-Errors for the co and cross
polarised RCS are 11.13 % and 11.13 % respectively. Unfortunately I can only compare
my results with another numerical method because an analytical solution for frequency
dependent anisotropic materials does not exist. Therefore it is not clear which method
is more or less accurate. Although the L2 errors appears to be relatively high the shapes
of the RCS agree quite well in most of the cases.

4.5.1.5. isotropic chiral vs bi-anisotropic

To validate the implementation of the magnetoelectric coupling tensor I decided to com-
pare the bi-anisotropic with the isotropic chiral solution. Therefore we use diagonal
tensors with identical entries on the diagonal.

10 0 0 1.1 0 0
foo=po| 0 1.0 0 |, fs=p| 0 11 0 |, w,=2rx35GHz, &, =0.12
0 0 1.0 0 0 1.1
1.6 0 0 18 0 0
Fo=co| 0 16 0 |,55=20| 0 1.8 0 |, w.=2rx35GHz, & =0.14
0 0 1.6 0 0 1.8
L [ 00003 0 0
Fo= - 0 00003 0 . we=27Tx35GHz, £, =0.1
¢ 0 0  0.0003
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4.5. Numerical validation for bi-anisotropic media

for the isotropic case

Hoo = M0, fs = pol.1, w, =27 x3.5GHz, §,=0.12
€00 = €01.6, 65 =60l.8, we =27 x3.5GHz, & =0.14

1
7w = —0.003, w,=27x35GHz, &, =0.1
C

The incoming plane wave with optical axis along z direction has an angular frequency of
w =5 GHz. If the implementation of the bi-anisotropic algorithm is correct we expect
the same results as for the isotropic chiral algorithms. For the simulation I used a slab
with lateral extension z = y = 0.3m and a thickness of d = 0.1 m in z direction. Figures
4.38 and 4.39 demonstrate the correct implementation of my algorithm.
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Figure 4.38.: Analytical isotropic chiral vs Numerical bi-anisotropic transmission coeffi-
cients (a) Teo ; (b) Ter
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Figure 4.39.: Analytical isotropic chiral vs Numerical bi-anisotropic reflection coefficients
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5. Micro to Macro Approach

Due to its microstructure composites and metamaterials cannot be modelled in the same
way as simple dielectric materials like glass. The orientation of its constituents makes
the composite anisotropic, meaning the index of refraction depends on the orientation of
the fibers. The same is true for the metamaterial where the index of refraction depends
upon the orientation and arrangement of the unit cells. Imagine, modelling VLF (very low
frequency) radiation, typically in the frequency range from 3 — 30 kHz. Such antennas
are used for communication in submarines because the radiated waves may penetrate
between 10 m — 30 m deep into the ocean. This leads to a free space wavelength of
Ao = 1000 m — 10 km. To model an object, most of the numerical methods require the
creation of a mesh to represent the object. The mesh needs to be fine enough to capture
all the phenomena of interest and at the same time be as coarse as possible to reduce the
computational costs. As example, for a finite difference time domain algorithm which is
based upon a structured mesh, the FDTD grid cell (for free space simulations) should be
at least A\g/10. This corresponds to a cell with an edge length of 100 m — 1 km, which is
much longer than the antennas and even longer than most of the submarines. Using a very
fine mesh is in this case however a poor alternative because the computational costs would
be tremendous. Instead a technique called “thin-wire approximation” [125] which allows
the modelling of sub-cell structures is applied. Similar problems occur for the modelling
of metamaterials consisting of a periodic array of wires and rings (Figure 5.1). In this
case it is not possible to model every single unit cell separately. At this point multiscale
techniques can be used to circumvent the typically required fine meshes and to reduce the
sometimes tremendous computational costs. The idea behind these methods is to predict
the behavior of a given material at a large scale by only performing calculations on a
smaller scale, as single unit cell for example. Multiscale techniques can be roughly divided
into two classes, analytical and numerical homogenisation techniques. The analytical
techniques may be used for two component composites but quickly reach their limitations
for metamaterials. Concerning the numerical homogenisation techniques, I decided to
divide them in two classes, “direct” and “indirect” techniques. As direct technique I
classify a method where the material parameters can be directly calculated from the
electric and magnetic fields by field averaging. This typically involves inverting the
constitutive equations as suggested by Wu or Pendry [143, 101|. In an indirect method,
the material parameters are not directly deduced from the field quantities. Such methods
typically involve the scattering parameters introduced in subsection 6.4 and a retrieval
algorithm to compute the material parameters from the S-parameters 6.8. This procedure
is identical to the experimental method, with the exception that the S parameters are
computed numerically. Li, Chen and Smith presented such methods for metamaterials
[77, 78, 28, 120]. In this chapter I briefly recall the analytical homogenisation techniques
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Multiscale Approach

Microscale Simulation Macroscale Simulation

Homogenisation
* Analytical
* Numerical
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Effective material
parameters

Plane wave
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Figure 5.1.: Schematic representation of the multiscale approach

and their limitations, before I focus on a indirect and direct numerical homogenisation
technique.

5.1. Analytical microscale homogenisation techniques

For composites very simple mixing formulas have been established over the last century by
Maxwell Garnett [50], Bruggemann [21|, Looyenga [85] and Bergman [17]. The Maxwell
Garnett (equation (5.1)), Bruggeman (equation (5.2)) and Looyenga (equation (5.3))
equations only rely upon one single parameter to compute the effective permittivity of
a two component composite, namely the volume fraction V; defined as the volume of
the embedded particles divided by the total volume. Due to this simplifications the first
three mentioned methods can only be applied in some special cases.

Eeff—EM -V E—EM (5 1)
6€ff+2€M 6+2€M .
€M_€6ff 6_€6ff
1-Vy) —————— —Vi———— 0.2
(1-Vy) Py (S (5.2)
Eiﬁc Vi34 (1 - V) 6}\43 (5.3)

Where ¢ is the permittvity of the embedded particles, s is the permittivity of the matrix
(Figure 5.2a) and e.f¢ the permittivity of the effective medium after the homogenisation

(Figure 5.2b).
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Figure 5.2.: Effective medium from a two phase composite

The Maxwell Garnett model is suited for systems with low volume fractions of embedded
particles with particles far away from each other. The Bruggeman theory is equivalent
to Maxwell Garnett for low volume fractions. Above Vy = 1/3 the embedded particles
are assumed to be partially connected. The Looyenga formulation on the other hand
assumes a percolation for any volume fraction.

The Bergmann representation of effective dielectric functions is the most general form of
effective medium approaches.

Lg(n, V.
Eeff = EM (1 - Vf/ —gim f)dn>
0

—n

where ur

t=——"7"— (5.4)

(e —e)

The function g(n, Vy) is the spectral density function holding all the topological details
of the microgeometry. Unfortunately g(n, V) cannot simply be computed analytically.
Experiments were conducted to match the theoretical optical spectra with the experimen-
tal ones by adjusting g(n, V¢). As mentioned, those methods relying on simple analytic
mixing formulas have their limitations, especially if metallic inclusions are considered in-
stead of dielectric ones, which is the case for metamaterials. A purely numerical solution
to the homogenization of metamaterials appears to be a much better approach for the

modelling of metamaterials.

5.2. Numerical microscale techniques

Compared to analytical methods numerical homogenisation techniques have the advan-
tage not to be limited to the quasi static regime, low volume fractions or the shape of the
inclusions [56]. I will mainly focus on methods that have been designed for metamate-
rials. These techniques are based upon three main pillars. Field averaging, the retrieval
of effective parameters from scattering and periodic boundary conditions. To illustrate
the procedure of field averaging and effective parameter retrieval I consider a publication
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from 1999 by Pendry at al. [101] were they investigated the effective permeability of
several periodic artificially magnetic structures. To allow the retrieval of an effective
permittivity the unit cell should be much smaller than the incoming wavelength in the
material (a < X). Pendry et al. suggest a field averaging which follows directly from the
integral form of Maxwell’s equation. They average every component of H along each of
the three axes of a unit cell, leading to
r=(a,0,0)
/ H.dr
r=(0,0,0)

r=(0,a,0)
/ H-dr
r=(0,0,0)

1 I‘Z(O,O,CL)
(Havg), = / H.dr
a Jr=(0,0,0)

(Havg)x =

Q= Q|

(Havg)y =

B is averaged over each face of the unit cell. Where the corresponding surfaces A;, 4, A,
are spanned by the vectors y, z; x,2z; X,y , resulting in

1
(Bavg)$7y7z — g / B dA
A

T,Y,2z

To obtain the effective material parameters the constitutive equation B = pH and the
effective fields B,y and Hyyg are used leading to

P (Bavg),,
o (Havg),
(Bavg),
fefty 1o (Haug),
o By,
o (Havg),

To reduce the computational costs instead of meshing all the unit cells of the a periodic
metamaterial it is more efficient to model a single unit cell and to apply periodic bound-
ary conditions. In the frequency domain these conditions are implemented by Bloch
functions. This method is known as the eigenfrequency method and is for example used
in an algorithm developed by Smith [120]. Pendry assumed that the size of a unit cell
(defined by a ) is negligible with respect to the incoming wave. According to Smith [120]
this is however not the case for most of the metamaterials to date. Therefore he adapted
the method from Pendry and generalised it to chiral materials. He showed that the re-
trieved material parameters needs to be corrected, which works well for an empty unit
cells but leads to an approximation for a metamaterial. My method doesn’t need this
correction. Furthermore instead of using a linear polarised wave to retrieve the material
parameters I use a circular polarised one, which allows me to retrieve all the parameters
perpendicular to the optical axis.
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5.2. Numerical microscale techniques

5.2.1. Indirect microscale parameter retrieval

This method is based upon the calculation of the S-parameters that are related to the
complex reflection and transmission coefficients. From them, one can retrieve the material
parameters. Typically, the metamaterials considered in the methods so far are all non
chiral. In this case only two effective material parameters have to be identified, the
permittivity and permeability. For the chiral material however the chirality also needs
to be determined. Therefore I use a method by Chen [28, 26]. For the simulation I only
consider a unit cell of the metamaterial surrounded by a layer of free space and a PML
(Absorbing boundary condition (ABC)) on both sides along the optical axis as depicted
in Figure 5.3. I use periodic boundary conditions (PBC) perpendicular to the direction
of propagation to create an infinitely extended slab in lateral direction. The thickness
along the optical axis still corresponds to a single unit cell.

PBC

PBC

Figure 5.3.: Unit cell surrounded by free space and PML along the optical axis

Algorithm procedure

1. I set two ports, an emitting and a receiving port to record the S-parameters. The
ports are located between the PML and free space. After running the simulation I
obtain the S-parameters.

2. From the S-parameters I compute the material parameters using the same retrieval
algorithm as described in section 6.8.

3. In the next step I use an optimisation algorithm giving me the best match be-
tween the computed material parameters and the corresponding Lorentz or Condon
model. The materials parameters are complex functions, and the retrieved param-
eters (€co, €5y We, &...) have to match the real and imaginary part of the model.
Therefore T use the open source library for nonlinear optimisation (NLopt). From
this library I use an evolutionary algorithm for global optimisation, namely ESCH,
developed by Carlos Henrique da Silva Santo’s [34].

4. These parameters (£, €5, We, &...) obtained from the optimisation algorithm are
the input for my UM-FDTD program which allows the simulation of bi-anisotropic
media (section 3.8). With this program I model the experimental slab with the
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5. Micro to Macro Approach

same dimensions 7 ¢cm X 15 cm X 15 em as in the experiment. Remember, the S
parameters I obtained at the beginning correspond to those of slab with an infinite
lateral extension but with a finite thickness of a single unit cell, therefore they differ
from the experimental data.

5. From this simulation I obtain the S-parameters from the transmission and reflection
and compare them directly with the experimental S-parameters.

My material parameters are tensors. Therefore I have to change the orientation of the
incident field vectors with respect to the unit cell to get all the elements of the material
parameter matrices. The element in the permittivity matrix along the optical axis is set
to the permittivity of the matrix material. I used a frequency domain code, for instance
COMSOL. To validate this method, the configuration depicted in Figure 5.3 is used.
The unit cell is a simple dielectric, with the same, constant, permittivity as the matrix
material (FR4). From this setup I compute the S-parameters. The ports required for
computing the scattering parameters are placed at the interface between the free space
and the PML. In contrast to the magnitude, the phase of the numerical S-parameters
needs to be corrected by an angle @ = ko(co/l fs) to compensate for the free space
region. Where lrs = lf51 + [ts2 is the total length of the free space and lss; i = 1,2
the free space region on each side of the dielectric and kg is the free space wavenumber.
Correcting the phase leads to a perfect agreement between numerical and analytical S-
parameters as illustrated in Figure 5.4. This correction is obviously also required for the
unit cell of the metamaterial and the results are presented in subchapter 8.1.1.

250 ‘ " ®(S,,;) Comsol — 250 [T ‘ " ®(S,;) Comsol ‘
200 | QJ(SlllenaIytical —_ 200 | qJ(SsznaIytical _—
150 | \ 150 |
100 | : 100 |
P 50 1 & 50
(O S . 0t
-50 | : -50
-100 k : -100 |
150 \ 1 -150 |
-200 ‘ : ‘ ‘ : . -200 ‘ : ‘ ‘ : .
2 4 6 8 10 12 2 4 6 8 10 12
Frequency (GHz) Frequency (GHz)

(a) (b)

Figure 5.4.: Phase of S11 and Sa1 corrected by ®uqq = ko(co/lys) for transmitting and
receiving ports located at the interface between the dielectric and free space

(a) [S11| ; (b) |S2]

I use the retrieval algorithm for the bianisotropic material and obtain the expected per-
mittivity of 4.5 with the loss tangent of 0.004 S/m as depicted in Figure 5.5
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Figure 5.5.: Material parameters of FR4 after phase correction (a) relative permittivity ;
(b) relative permeability

5.2.2. Direct mean field technique

The constitutive equations for a bi-anisotropic material are defined as in equations (2.64)
and (2.65). We only consider the chiral case, therefore the Tellegen parameter X is
not considered. For a reciprocal bi-anisotropic, € and g are symmetric tensors and

¢ = —CT = —i/ckT where. Writing equations (2.64) and (2.65) for every component
leads to
Do = qullateayBy b eraBe — - (anHe + oy Hy + riosH.)
D, = ey By +eyby+ey.E, — % (KyaHy + KyyHy + Ky H)
D, = e By +eyby+e. B, — é (KoaHy + KoyHy + k2. H) (5.5)
By = L (ReaBu ot FayBy o+ FanB2) + phaa e+ pragHy + pyH
By = L (syaBet sy By b g B) g+ gy Hy 4 i He (56)
Be = (ke + By b renB2) 4 phaaHo + ey Hy + i

If the wave is propagating in x direction with electric field in z and magnetic field in y
direction equation (5.5) and (5.6) become

7
D, = EzzEz—E/‘izyHy (5.7)

i
By = pyyHy+ ke (5.8)
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5. Micro to Macro Approach

To determine the components of &, i, & I use the property that the components of &,
differ for a right or a left hand circular polarised wave.

According to Lindell [66], for a bi-isotropic medium the constitutive correspond to equa-
tions (2.62) and (2.63). Lindell suggests to use the wavefields E, E_ and H,, H_
instead of the electric and magnetic fields directly. They are linked to each other via

E = E,+E_ (5.9)
H = H,+H_ (5.10)

The wavefield decomposition of an electromagnetic field in a bi-isotropic medium is based
upon the two following postulates:

1. Each of the two wavefields E;, H,. and E_, H_ sees the bi-isotropic medium as
an equivalent isotropic medium with respective medium parameters p4, €4 and

f—y €

2. The two wavefields are independent: they do not couple in a homogeneous bi-
isotropic medium.

Next the equivalent parameters are defined as

S N
= = 5.11
T+ Ze+ . ? p ( )
L S (5.12)
E_—¢€ S
leading to
er = e(l+ky) (5.13)
e. = e(1—ky) (5.14)
py = p(l+ k) (5.15)
p— = p(l—r) (5.16)
With the constitutive equations
Dy = efE4
B: = piHy

where k, = k/\/g, 11, is the relative chirality and the 4, — refers to a right hand circular
polarised and left hand circular polarised wave if I am looking along the direction of
propagation of the incident wave. The different material parameters are obtained by
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5.2. Numerical microscale techniques

combining the equations (5.13)-(5.16) to

o (5.17)
2
Ey —E— Ey —E—
= = 5.18
i 2 e+ +e_ (5.18)
Bt +
o= *T (5.19)
Pt — p— Py — B
Kp = = (5.20)
' 24 pg +

I assume that these statements can be generalised to the bi-anisotropic medium where
the material parameters become second order tensors because each equation should still
hold indepently for every component of the matrix.

- L -
Eerf = 5 (Eeppr +Eess-) (5.21)
_ 1, _
feff = g5 (Aepsr + Hegyr-) (5.22)
= = = —1,= =
ro= (Ceffr +Eefr-) (Ceffr = Eefs) (5.23)
= - = —1,= -
Rr = (feffos +liepr, ) (Beffs = Feff,) (5.24)

Algorithm procedure

To obtain the effective material parameters I first illuminate the unit cell with a right
hand polarised and afterwards a left hand polarised wave. The optical axis is oriented
along the x axis and the wave rotates in the z, y plane.

0
E(r,t) = | +iEy |kt
Ey

In this direct homogenisation approach I require the volume average of the field vectors
over two unit cells. The first cell corresponds to the unit cell of the metamaterial consist-
ing of a metallic inclusion inside a matrix cube. The fields {D.}, {B+}, {D_}, {B_}
are calculated inside these cells, where () refers to the volume average of the field vectors
over an unit cell. As reference I use a unit cell with the same dimension and the same
dielectric material but without the inclusion, leading to {E;}, {Hy}, {E_}, {H_}.
From these quantities I can calculate the matrices &.r and .7y which I write as
Eeff,+ by taking the ratio of the different field components.

{Dz,x} {Dz,x} {Daz,x}
B e B
= + ,+ ==
efft = Boxl {Byxl {B-z} (5.25)
Dz,i} {Dz,i} {Dz,i}
Eoxt {Byxt {Foxt
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5. Micro to Macro Approach

From equations (5.21) the effective permittivity tensor can be calculated. It should
however be noted that only the elements on the diagonal correspond to the effective
permittivity. If I apply this method to a simple isotropic or anisotropic material e, = e_.
The off-diagonal elements are residua from the coupling, which can be calculated from
equation (5.23). This time only the off diagonal elements should be considered for a
bi-anisotropic material. To compute the effective permeability I proceed in the same way
as before by calculating this time the matrices ief s+ using equation (5.22).

{Be,+} {Be,t+} {Bas+}
e
- I + A+
feste = | THLY (Hei) {Hed) (5-26)
Bzt {Bzx} 1iBz+}
{Hox} {Hy+} {H:z}

From these matrices, using equations (5.21)-(5.24) T deduce the material parameters
g, i, k. The results are presented in subsection 8.1.2. This method offers two advantages
compared to the “indirect” method. First of all the computational requirements are much
lower because no free space region or PML is required. Secondly, the effective material
parameters are calculated directly. There is no need to first compute the S-parameters
and then using an algorithm to compute the material parameters.
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6. Experimental Characterisation of
Material Properties

6.1. Introduction

There exist several experimental methods to extract the permittivity and permeability
of a material. They all have their advantages and disadvantages mainly depending upon
the sample material, size and temperature. In my experiment I am not only interested
in retrieving the permittivity and the permeability but also the chirality adding an ad-
ditional constraint for the experimental setup. After introducing several experimental
techniques and justifying my choice, I explain in detail our setup and the corresponding
calibration and measurement techniques. Furthermore I give a brief introduction to the
scattering parameters (S-parameters) from which the permittivity and permeability may
be computed using a retrieval algorithm. To test my setup with isotropic dielectrics I use
the NRW (Nicolson-Ross-Weir) algorithm |96]. For the metamaterials I need an adapted
version of the NRW algorithm as suggested by Chen [28, 26].

6.2. Review of experimental procedures for the
characterisation of material properties

To retrieve the material parameters three methods based upon transmission and reflection
are commonly used. I will briefly explain the advantages and disadvantages of these
methods especially with respect to measurements of metamaterials because this adds
additional restrictions to the setup. This section is mainly based upon the techniques
used in [90], [54] and [4].

Transmission /Reflection line method

The transmission and reflection method is commonly used to determine the permittivity
and permeability of dielectric materials. For a non-chiral material commercially available
rectangular waveguides could be used. But due to the rotatory dispersion occurring in
chiral samples circular waveguide components are required which are not commercially
available. By referring to Figure 6.1, the circular measurement cell including the chiral
sample is located at (2). A rectangular to circular waveguide transition (located at (1))
feeds the signal from the vector network analyser (VNA) to the sample. A chiral sample
will rotate the plane of polarisation which can be measured using a rotatable transition
(located at (3)).
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6. Experimental Characterisation of Material Properties

Network analyzer

Figure 6.1.: lllustration of circular waveguide setup.

The advantage of this system is its small size and that the measurements are well shielded
from external interferences. A disadvantage is the sensitivity to local density variations
in the sample which may cause fluctuations in the measurements. Air gaps between the
sample and the waveguide walls will further influence the results. Therefore the sample
has to be artificially shaped to fit tightly into the waveguide which may be challenging.
These problems may be overcome by averaging through several sample orientations and
by precise sample manufacturing. Furthermore, unwanted higher modes may propagate
in the sample. In this case inversion equations cannot be developed.

Resonator technique

The resonator technique is the most suitable method for obtaining high precision mea-
surements of non-chiral media. With this method two quantities are measured: the res-
onant frequency and the quality factor. It cannot be used for chiral media as this would
at least require three independent quantities for a full characterisation. Furthermore the
sample would be so small that the material could not be considered as homogeneous. So
until now no resonator technique for the studies of chiral materials has been implemented
experimentally.

Free space technique

A free wave setup (Figure 6.2a) consists of a transmitting and receiving antenna, a VNA
(to generate and measure the reflected and transmitted signal) and a sample holder.
The sample should be located in the far field of the antenna. To reduce the diffraction
effects at the edges of the sample the beam width should be decreased by a focussing
lens or an ellipsoidal mirror. Simply positioning the sample closer to the antenna is a
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6.2. Review of experimental procedures for the characterisation of material properties

bad solution for two reasons. First of all, the effects of multiple reflections between the
sample and antenna are enhanced, introducing additional errors in the measurement.
Furthermore, the plane wave assumption is not valid anymore, because we are not in the
far field, making the development of inversion equations to extract material parameters
impossible. In Figure 6.2b the different field regions are illustrated. Where D is the
aperture of the antenna and A\ the wavelength. In the reactive near field region the
electric and magnetic fields are out of phase by 90 degrees to each other. In the far
field region, the radiation pattern does not change its shape with distance, the fields are
orthogonal to each other and in phase. In this region the plane wave assumption is valid.
In the radiating near field region observe a mixture between the reactive rear field and
far field region is observed. Especially the radiation pattern may vary with distance.

Reactive Near| RadiatingNear Far Field Region
Field Region Field (Fresnel)
Region

Figure 6.2.: (a) Experimental setup ; (b) Different field regions

137



6. Experimental Characterisation of Material Properties

A focussing device like a dielectric lens [76] or an ellipsoidal mirror [86] solves these two
issues, it even allows one to reduce the size of the sample if the beam is focused well
enough. Although the wave becomes a Gaussian behind the focal point, the plane wave
assumption still holds. The free space technique offers several advantages :

1. A gap between the sample and the waveguide wall leads to the excitation of higher
order modes induced by the inhomogenities due to the fabrication process. In the
free wave setup this problem does not exist.

2. For cavities or waveguides the samples have to be cut properly according to the
shape of the waveguide to limit the gap between the dielectric and the walls. This
leads to additional constraints on the size and the fabrication process of the sample.
Not every material may be machined precisely enough. For the free wave setup
relatively large samples are required. Diffraction effects at the edges of the sample
are negligible if the minimum transverse dimension of the sample is greater than
three times the beam width at the focus [54].

3. Measurements based upon the free wave technique are non-destructive and con-
tactless and are therefore suited for dielectric measurements at high temperature.

4. Suited for high frequency measurements
The disadvantages are :

1. Multiple reflections between antenna and surface of the sample causing errors in
the measurement, although these reflections may be identified in the time domain.

2. Relatively large and flat samples are required. To further reduce diffraction effects
at the edge of the sample a focussing device should be used. The size of the sample
should nevertheless still be about three times the diameter of the beam at the focal
point.

3. Care must be taken by the thickness of the sample. Depending on the thickness the
reflected field is too weak to allow an accurate measurement of the phase resulting
in important measurement errors.

To obtain accurate measurements the system has to be correctly calibrated. There exist
several calibration standards. The most common are TRL (THROUGH, REFLECT,
LINE) and GRL (GATED, REFLECT, LINE). To further increase the accuracy time
gating is applied. The calibration eliminates the effects of the cable and antenna and
significantly improves the quality of the measurement. The free space technique is my
method of choice because it is without any further modifications suited for the dielectric
characterisation of metamaterials and all the components are commercially available.

6.3. Free space measurement setup

The vector network analyser (Model ZVK from Rohde and Schwarz) generates the signal
and measures the magnitude and phase of the complex S (scattering) parameters. I use
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6.4. Scattering parameters

the Flann DP-240 Dual Polarised Horn as transmitting and receiving antennas. The
antennas are mounted on rails in order to allow us to change their distance from the
sample and thus to reposition the focal point (Figure 6.2a). The ellipsoidal mirror has
been specially designed for the DP-240 antennas for a frequency range of 4.5 — 18 GH z.
The 3 dB-width of the beam on the mirror focus is 13 em at 4.5 GHz and 2.6 cm at
18 GHz. Rojo et al. [108] proved that for the frequency range of interest a sample
diameter of 15 ¢m is large enough to avoid diffraction effects. Figure 6.2a also shows
the mirror fabricated by the research service of the University of Murcia (spain). The
dimensions are 490 x 350 x 50 mm and has been designed according to [108]. One of the
main advantages of this setup is the large frequency range from 4.5 — 18 GH z. Previously
two setups were needed [55] one for the X Band (8.2 — 12.4 GHz) and another for the
Ku band (12.4 — 18 GHz). They required different antennas, mirrors and waveguides.
Furthermore, as mentioned before, the use of a mirrors instead of dielectric lenses prevents
the effect of multiple reflection due to the lenses. I placed the mirror at a distance of
25 cm with respect to the transmitting antenna. The distance between the mirror and
sample and between the sample and the receiving antenna is 45 cm in both cases

Figure 6.3.

6.4. Scattering parameters

This subsection, mainly based upon [1] gives only a brief summary about the scattering
parameters. For more information please refer to Kurokawa [75]. The S (scattering) pa-
rameters are the key quantities to calculate the electromagnetic properties of a material.
This theory is based upon a linearity assumption. If a circuit consists of linear elements
it can mathematically be represented by a set of linear equations. The idea is to put
complicated circuits into a black box, take two pairs of nodes defined by voltages and
currents and link them via two linear equations. These parameters are automatically
computed by the vector network analyser. The S parameters are complex numbers cor-
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6. Experimental Characterisation of Material Properties

responding to the magnitude and phase of a signal. They are commonly displayed in
matrix form with the number of rows and columns equal to the number of ports. For

two ports the matrix is
G St Si2 >
S = 6.1
< So1 S22 (6.1)

For the matrix element S;;, the subscript j corresponds to the input (excited) and i to
the output port respectively. Syp refers to the ratio of the signal that reflects from port
one to the amplitude of the signal incident on port one. S21 means the response at port
2 due to an incident signal at port 1. Parameters along the diagonal of S correspond
to the reflection coefficients because they only take into account what happens at one
port. Off-diagonal elements on the other hand correspond to the transmission coefficients
because they refer to what happens at one port when it is excited by a signal incident
at another port. I will only concentrate on 2 port systems as illustrated in Figure 6.4
because they are the most common used. For each port there is an incoming and emitted
wave, therefore each port is shown as 2 nodes. The S parameters are expressed with
respect to the reference impedance Zj.

DUT
a; c—m—)— 511 512 —(mm—o a,

Port 1

by o—¢u—— 521 522 —m)—o b,

Figure 6.4.: 2 port system.

The link between input a;, ¢ = 1,2 and output signal b;, j = 1,2 is given by

by S Si2 a

6.2
( b2 > ( So1 S22 as (6.2)

b1 S11a1 + Si2a2
& = 6.3
by Saray + Sazaz (63)
The different S parameters may be obtained by setting the value of the incident signal

ai, 1 = 1,2 to 0 leading to

511;,120 = 51711
S12ly,—0 = bi/az
1= 6.4
S21lgym0 = b2/ (6.4)
S22l4,=0 = b2/az

To measure S;; for example, a signal at port ¢ is injected and the reflected signal is
measured at port . For this specific case no signal is injected into port 2, so a; = 0,
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6.5. Time Gating

i # j. To measure S;;, a signal is injected at port j and the response is measured at port
i. S parameters are commonly expressed in decibels (dB).

Sij(dB) = 20log [S;; (magnitude)] (6.5)

Power ratios are expressed as 10log(z), but here voltage ratios are used, where the power
P is linked to voltage U by P = U?/R, with R the resistance. Keeping in mind a property
of logarithmic calculus, 10log(z?) = 20log(x), the difference between the two definitions
becomes obvious. The VINA saves the information in a “touchstone” file. For a two-port
VNA the file ends with “s2p”.

6.5. Time Gating

Time gating is a crucial part of the measuring process, but it needs to be used with care.
Therefore T use some of the slides from keysight (formerly known as Agilent) FieldFox
Handheld Education Series Part 4 [64] to give a brief introduction of the concept. The
S parameters measured by a VNA are expressed in the frequency domain. For some
application this is unfortunately not the most suited representation, therefore the time
domain may be more appropriate. This is illustrated in Figure 6.5 where the S1; param-
eter of a device under test is represented. As a reminder, the S1; parameter corresponds
to the reflected signal (emitted at port 1 and measured at port 1). Considering Figure
6.6, it becomes clear that each peak in the time domain corresponds to a specific reflected
signal of the DUT (Device under test).

MA Ref -20.00 d&

Figure 6.5.: frequency response of a coax device under test.

141



6. Experimental Characterisation of Material Properties

Port 1 N Port 2

Figure 6.6.: Time domain response and identification of the different reflection peaks, due
to non-continuities, with the corresponding parts of a coaxial line.

For the 571 parameter of a coax adapter connected to a waveguide which is connected
to a horn antenna a characteristic response as illustrated in Figure 6.7 is obained. This
measurement allows me to clearly identify the effect of the coaxial adapter and the horn
antenna. In this figure the setup has already been calibrated to remove the effects of the
cable.

Integrated coaxial R
adapter l'

Figure 6.7.: Time Domain response of a coax adapter and antenna
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6.5. Time Gating

The time domain even allows me to identify and characterise further components, as the
reflection of a metal plate I put in various positions in front of the antenna. This effect
will be used during the calibration I present later.

|

IHI

NA Ref -20.00 d&

Reflections from
environment
create additional
ripple in frequency
response

Plate at
position #2

Figure 6.8.: Frequency domain response of the effect of a metal plate located at two dif-
ferent positions.

In Figure 6.8 the effect of the metal plate on the frequency response depending on the
position becomes obvious. Unfortunately in the frequency domain this is not very helpful.
In the time domain however an additional peak appears in Figure 6.9 which has not been
present before in Figure 6.7. The peaks corresponding to the reflection of the coax
adapter and the horn antenna remain the same.
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)

Introduce the plate distance

#2 #1

) Metal Plate

o
>

A

Plate at
& position #2

Plate at
é_ﬁosition #1

Horh '
Antenna

Figure 6.9.: Time domain response of the effect of a metal plate located at two different
positions.

To remove the effect of the antenna, to only consider the effect of the metal plate or
generally the DUT a technique called time gating is applied. Time gating allows me
to remove or include responses in time. This is schematically illustrated in Figure 6.10.
There exist different kind of gatings and care has to be taken to choose the best suited one.
Generally a “hamming” or “hanning” window is used. Time gating involves a convolution
and it may also lead to undesirable effects, like ringing (appearance of many small side
lobes caused by frequency truncation), the signal has to be normalised and so on. For
more information please refer to the agilent or keysight Application note 1287-12 “Time
Domain Analysis Using a Network Analyzer”.
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6.5. Time Gating

Time Gating
Fllter responses in the time domain

Original TD
Response H H
>Time >Time
Ti
F:H]eer Bandpass Notch
>Time >Time

® Eliminate

peaks outside
Filtered H / filter @ ©ﬂ

>Time >Time

Figure 6.10.: Time Gating using a band pass or notch.

In Figure 6.11 a band pass filter is applied to the signal caused by the coax adapter and
horn antenna. The effect of ringing is clearly visible in the “environment* part of the time
gated signal. Figure 6.12 shows the effect of the time gating in the frequency domain.
The gated signal is now much smother compared to the ungated one.

511

Adapter Horn f _
/ / Antenna ﬁ |

4— En\nronment———>|

(—— Metal Plate

.| v'||

it

Figure 6.11.: Frequency domain representation of band pass filtered signal of a coax
adapter and horn antenna.
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Ref -30.00 d&

Figure 6.12.: Comparison between an ungated and a gated signal in the frequency domain.

6.6. Review of calibration techniques of the free space setup

Before a measurement I need to calibrate the system to eliminate the effects of the cable,
antennas and multiple reflections. There exist many different calibration techniques. I
explain the most common ones and go into detail about their advantages and disadvan-
tages for free space measurement systems. Most of these techniques require a symmetric
setup, therefore I already plan to add a second mirror to my setup to compare the effects
of different calibration techniques. For simplicity I draw the antennas in the following
figures with a dielectric lens as focussing device, although T use an ellipsoidal mirror
instead of lenses.

TRM

TRM [19] stands for THROUGH, REFLECT and MATCH as depicted in Figure 6.13.
The THROUGH standard is obtained with an air DUT (Device Under Test) between
the antennas. For the REFLECT, a metal plate of known thickness has to be placed
between the antennas. To achieve the MATCH a broadband absorber has to be added.
The advantage of this technique is that the antennas do not have to be moved during
calibration. The disadvantage is that it is very difficult to find a perfect broadband
absorber for free space, therefore limiting the use of this calibration technique.
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THROUGH

A

REFLECT

MATCH

A A
==

Figure 6.13.

TRL

The TRL calibration for free space measurement systems has been developed by Ghodgaonkar
[54]. The acronym TRL stands for THROUGH, REFLECT and LINE. After the cali-
bration of the VNA the reference planes are located at the end of the coaxial lines. TRL
is then used as a second pier calibration to determine the error parameters describing
the influence of the coaxial adapter, antenna and free-space up to the sample surface.
Correcting the measured data with the inverse of this error terms moves the reference
planes at the sample surface. To realise a THROUGH, the antennas have to be distanced
by twice the focal length. For the REFLECT, a metal plate has to be placed at the focal
planes of the transmission and receiving antenna respectively and the port 2 antenna
must be moved back by the thickness of the metal plate. After this measurement, the
antenna has to be moved back to its original position. Finally, for the LINE, the focal
planes of transmit and receive antenna have to be separated by a quarter of the free-
space wavelength at the center of the frequency band. Afterwards they have to be moved
back to the original position. As can be seen, this method involves a lot of mechanical
movements of the antennas leading to important errors if no highly precise positioning
fixtures are used. The higher the working frequency the harder the calibration of the free
space system. Nevertheless for our frequency range this method could be applicable. For
more information please refer to the publication of Rocha [107]. It may be quite chal-
lenging to program this algorithm on your own. If no commercial software is available (or
to expensive) I recommend downloading a scilab extension called “Microwave Toolbox”
doing a complete TRL calibration from http://www.microwave.fr/products.html. This
program has been written by Tibault Reveyrand.
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THROUGH

A

REFLECT

A

LINE
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Figure 6.14.: TRL calibration.

GRL

The GRL calibration (Figure 6.15) has been developed by Bartley and Begley [15]. GRL
stands for GATED, REFLECT, LINE (the LINE in this case is actually a THROUGH be-
cause the antennas are not moved) . The advantage of this method is, that no movement
of the antennas is required. Before measuring the LINE and REFLECT, the response of
the antennas is time gated. This method has been reported to give the highest accuracy
[15]. Unfortunately no software compatible with our VNA exists and as for the other
methods this calibration requires a symmetric setup. Therefore I am are currently work-
ing on my own implementation. In the mean time I use another calibration technique
which is explained below.
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Line

Reflect B _

Figure 6.15.: GRL calibration.

Normalisation based calibration

The previous calibration methods require a symmetric setup whereas I currently use an
asymmetric one. In the future I plan to add a second mirror in front of the receiving
antenna to increase the power received by the antenna and to make it symmetric. Then
I will use the GRL calibration. In the mean time, for my setup I adapt a calibration
method suggested by Munoz [94] consisting of actually two calibrations. In their setup,
Munoz had a coaxial adapter connected to a transmission line which was connected to a
horn and adapted a TRL calibration for this. In the DP-240 antenna, the coax adapter
is already integrated, simplifying the calibration for me. As a first calibration TOSM
(THROUGH, OPEN, SHORT, MATCH) is used to remove the effect of the cable by
moving the reference plane from the ports of the VNA to the end of the cable, connected
to the antenna. The aim of the second calibration is to shift the reference planes to the
sample surface. Therefore I first do a measurement without sample (like a THROUGH in
the previous calibration techniques) and measure the So1THROUGH. To filter out the
effects from the antennas, edge diffraction effects and unwanted reflections, a time gating
is applied around the transmitted signal. Next, I place a metal plate in the sample holder
and measure the S;1REFLECT and apply a time gating around the reflected signal.
These two measurements act as reference signals. I place the sample in the sample holder
making sure that its front face (directed towards the transmitting antenna) is located
at the same position as the front face of the metal plate used during the calibration. I
meagsure the S11 DUT and So1 DUT and time gate the signal as explained in subsubsection
6.7. Normalisation with respect to the reference measurements leads to

S, DUT
DUT: — .
SuDUTNorm S REFLECT (6.6)
Sy, DUT
DUTNorm = .
S DUTN Sy THROUGH (6.7)
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These parameters can now be represented in polar coordinates. The S11DUT N orm phase
has to be increased by +m to revert the phase change introduced by measuring the
REFLECT (metal plate). Furthermore I have to subtract a phase of koL from the
So1DUTNorm- Leading to

S11DUTNoym = |S11DUTNopm| (21177 (6.8)
S21DUTNorm = ‘521DUTNorm‘€i(¢’21_k0L) (69)

where ®;1 is the measured phase of S;1 DUT Norm, t = 1,2, kg is the free space wavevector
and L the thickness of the sample. This calibration method has the advantage that I do
not have to move the antenna, reducing measurement errors.

6.7. Practical considerations

It is quite delicate to to get reasonable results out of this measurements as I had to figure
out during many failures. As hints for other people here is some useful advice:

e Ensure that the chosen frequency range for the measurement is not too small if
you want to time gate, because the peak of the signal in the time domain will
be broader the smaller the selected frequency band. When the signal in the time
domain becomes too broad all multiple reflections are hidden in it and a reasonable
time gating is not possible anymore. For our measurement a bandwidth of 1.2 GHz
was too small. Our signal in the time domain had an extension of 3ns (at the
bottom) which corresponds to about a distance of 90 ¢m in free space (a lot if you
only have a sample of a thickness of 1¢m) . Proper time gating is not possible
in this case. On the other hand, a too large frequency range results in a very
narrow peak in the time domain which has not enough measurement points for an
accurate reconstruction of the signal in frequency domain after time gating. I got
satisfying results with a frequency band width of 4 — 6 GHz but our VNA (ZVK
from Rohde and Schwarz) is also quite old and measures only 1601 points over the
whole frequency range. Newer VNAs measure up to 100’000 points. In this case
the time gating of even narrower pulses should be fine.

e Do not use a too small time gate. Always keep in mind that for a time gate band
pass filter you set to zero all the points outside the gate. With a limited number of
points, if the gate is too small, you may end up with only very few measurement
points from which the signal is reconstructed in the frequency domain. Several
test measurements should be conducted to verify the effect of time gating. In my
experiment, T applied a time gate (Figure 6.16a) including the whole peak (main
signal). Of course this only makes sense by choosing the right frequency range
avoiding a too broad response in the time domain. Small time gates (Figure 6.16b)
should be used with care because too much information may be lost.
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6.8. Dielectric properties from S-parameters

~

(a) (b)

Figure 6.16.: Applying time gates of different widths (blue) on a given response in time
domain (a) Large gate. ; (b) Narrow gate.

e Do not gate asymmetrically. If you use a time gate, try to gate symmetrically with
the center of the gate at the maximum of the peak. By gating asymmetrically
(Figure 6.17) I observed a change in the phase with respect to a symmetrically
applied gate.

Figure 6.17.: asymmetric time gating (blue) with respect to the peak.

e Care has to be taken during the measurement of low loss materials like PMMA. If
|S11] < 0.2 our VNA is not able anymore to retrieve the correct phase [94], leading
to a dip or peak in the retrieved permittivity and permeability. Even by increasing
the power of the VNA the problem may persist.

6.8. Dielectric properties from S-parameters

In 1970 Nicolson and Ross [96] and Weir [141] in 1974 developed a method for the
extraction of the dielectric properties of a material from the S-parameters, known as
Nicholson-Ross-Weir (NRW) algorithm. Today there exist different methods to extract
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6. Experimental Characterisation of Material Properties

the material parameters. A nice overview including some examples and the limitations
of the different methods can be found in the Rohde and Schwarz application Note [4].
Here I start with the NRW algorithm and explain some of the difficulties and how to deal
with them. I assume a linearly polarised plane wave with angular frequency w normally
incident on a planar sample of infinite lateral extension and finite thickness d situated
in free space (Figure 6.18). For characterising losses, instead of the imaginary part, the
loss tangent, defined as the ratio between the imaginary and real part tand = (.)"”/(.)" is
commonly used.

—
d

Figure 6.18.: S-parameters of a planar dielectric sample in free space.

The S11 and So; parameters are linked to the phase shift function 7" and the interface
reflection coefficient I" by the following equations:

r(1-17
S = T_T1°72 (6.10)
T(1-T1?)
Sn = T romm (6.11)
T and I' are given by
(77 + 770) (Zin + ]-)
T = ¢ (6.13)

where z;;, = 1/np is the normalised characteristic impedance, n = /p/e the impedance
for the sample, n9 = +/po/eo the free space impedance and + the propagation constant
of the sample
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6.8. Dielectric properties from S-parameters

v = YvEp=a+if (6.14)
oy

- 6.15

z . (6.15)

where vy = 27 /Ao = iw/co represents the propagation constant of free space and A\ the
free space wavelength, w the angular frequency and cqg the speed of light in free space.
a is the attenuation factor and 3 the phase factor. From equation (6.10) and equation
(6.11) T is derived as

I = K+VK2-1 (6.16)

where

S2 - 82, +1
K = 11251211+ (6.17)

S11 4821 =T
T = 6.18
1—(S11+821)T (6.18)

In equation (6.16) the plus or minus sign is chosen such that |I'| < 1. Rewriting equation

(6.13) leads to
v=lIn <;) /d (6.19)

Keeping in mind that T is a complex number, leading to multiple values of 7, and can

be written as ‘
T = |T| € (6.20)

where ¢ is the phase leading to

v = In <|;|> /d+i<27rmd_¢> (6.21)

_ I (C|ZT|) +i <27TTT; QZ)) (6.22)
= a+tif (6.23)

where m = 0,+£1,£2, ...
In contrast to the real part of «, the imaginary part is not single valued. Using equation
(6.12) and equation (6.15), leads to

o (141

- = 0D (6.24)

From equation (6.14) and equation (6.24), I obtain
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6. Experimental Characterisation of Material Properties

v (1-T Y
. = L = 6.25
e Y0 (1 + F) WZin ( )
i 1 +F YZin
= L = 6.26
a - (1 - r) iw (6.26)

due to the multiple values of the imaginary part of v, €. and u, are also not unique.
This is especially a problem for thick samples. The phase constant S corresponds to the
imaginary part of .

8 =21/ (6.27)

where \ is the wavelength in the sample material. From equation (6.21) and equation
(6.27) T obtain

d ¢

=" 5 (6.28)
For m = 0 and —27 < ¢ < 0, d/X is between 0 and 1. If the sample thickness is
choosen to be smaller than A the values of €, p are unique and correspond to m = 0.
The ambiguity problem occurs if d > X\ . The effects of a wrong initial value of m on the
material parameters and how to find the correct value are explained in the appendix C.
In the case of a low loss material another much easier method to compute the electric
permittivity only requiring the transmission So; [94] may be used. This method assumes
e =1 and a loss tangent tand. < 0.01 and leads to two formulas , one for the parallel

()) another for the perpendicular | polarisation with respect to the plane of incidence.

—(R+1) = (R4 1)+ (R+1) (R — 1) sin? (26)

el = 2(R — 1) cos? (0)
1+ Rcos(260)
Erl = 1-R
R — (6.29)

where 0 is the angle of incidence and ®s1the phase of So1. R is defined as in equation
(6.29) for 6 below the Brewster angle, otherwise a minus sign precedes the root. I only
do measurements at normal incidence (¢ = 0). In this case ¢ = . This formula
and implementation is much easier than the NRW algorithm, reducing the possibility of
errors. To compare the accuracy of our measured S parameters I compute the analytical
S parameters according to Arslanagic [8].

_ 1—T*(n*—n})

S = = (= )T (6.30)
_ 4nnoT

= - - T (031
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6.9. Retrieval of constitutive parameters from a bi-anisotropic metamaterial

where n = +/u/c is the impedance inside the dielectric, T = e~ is the phase shift
function and 7, the impedance of free space, d the thickness of the slab and k = w?ep
the wavevector. For an isotropic material S1; = S99 and Sy = S1a.

6.9. Retrieval of constitutive parameters from a
bi-anisotropic metamaterial

In subsection 6.8 I used the NRW algorithm to retrieve £(w), p(w) from an isotropic
dielectric material with the help of the S-parameters. My metamaterial is however bi-
anisotropic, this means the materials parameters become 2nd order tensors. Furthermore
another parameters has to be determined, the chirality x(w). This subsection is based
upon the publications of Li et al. [77, 78] and Chen et al. |28, 26]. Assuming a reciprocal
material and a harmonic time dependence e~™! | where w is the angular frequency, the
constitutive equation to describe a bi-anisotropic material is

D FE+¢-H
B p-H+G-E
where
) Egz(W) 0 0 . oz (W) 0 0
£ =¢p 0 eyy(W) 0 . = 0 yy (W) 0
0 0 €22 (w) 0 0 oz (W)
(0 00 {00 0
E=—i—[ 0 0 O , S=1i—| 0 0 Ky,
“\0 ksy O c\oo o0

Where where c¢ is the speed of light. Reciprocal means &, i are symmetric and ¢ =
—&T" = i/ck. < and € depend upon the the material under investigation (section 2.11).
For a bi-axial medium, they are defined as above. I assume a plane wave polarised in z
direction propagating with wavevector k in x direction interacting, with a bi-anisotropic
material, only €., piyy and k., = Ky, = K are active. The other four components will not
be involved. To retrieve the active material parameters I make use of the fact that the
characteristic impedance inside a bi-anisotropic material has different values for the wave
propagating in the two opposite directions of the x axis. The propagation of the incident
wave with respect to the Omega particle and the bi-anisotropic slab are illustrated in
Figure 6.19 (a) and Figure 6.19 (b) respectively.
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Figure 6.19.: (a) wavevector k parallel to x ; (b) wavevector k anti-parallel to x.

The wave traveling in the +x direction leads to the impedances

+ _ My - _ My 6.39
g n+ik n—ik (6:32)

where n is the refractive index

n = t\/Cazllyy — K (6.33)

In contrast to the retrieval of the material parameters of an isotropic dielectric material
which only required the S1; and So; parameter, the change of the impedance with the
direction requires the determination of three S parameters, namely the Si1, S21 and Sos.
S12 is identical to So;. The analytical form of the S parameters for a wave propagating
in +x direction is

S 2i sin (nkod) {nz + (ko + i,u)z} 6.3
1 = : - .
[ty + )2+ 52] eminkod — [ (= ) + 2] einkod

So1 = Ay ' (6.35)
[(Nyy +n)” + "52} e~inkod — [(Nyy —n)’ + “2} einkod

where d is the thickness of the homogeneous (Omega particles much smaller than wave-
length) bi-anisotropic slab and kg is the wavenumber in free space. If the wave is propa-
gating in the —z direction the remaining S parameters become

2i sin (nkod) [nz + (ko — i,uyy)ﬂ
Sog = : . (6.36)
[(Myy +n)” + ’€2} e~inkod — [(Nyy -n)’+ “2} etnkod
4
Sz = . Hyy® - (6.37)
[(Myy +n)” + "@2} e~ inkod — [(Myy -n)’+ "@2} efrkod
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6.9. Retrieval of constitutive parameters from a bi-anisotropic metamaterial

As can be seen S15 = So1, but S11 # Soo. This leads us to three independent equations
for the three unknowns (n, jty, ). The refractive index is linked to the S parameters via

1 — 81159 + 5%

cos (nkod) = 55, (6.38)

For a passive medium, n = n’+in” must obey the condition that n” > 0. After retrieving
n the other parameters can be calculated using z;, + from equation (6.42)

(zin,— + zin,—i—)

k = In (6.39)
(Zin,— — Zin,+)
Hyy = (n—1K) Zin + (6.40)
Zin,+

To retrieve the material parameters €., fiyy, k I use the algorithm suggested by Chen at
al. [28, 26]. The S, So1 and interface reflection coefficient I' are defined as in equations
(6.10), (6.11). Only the phase T is defined slightly different

T = eink‘od

where n is the refractive index, kg the wavenumber in free space and d the thickness
of the slab. The normalised characteristic impedance z;, and the refractive index n are
obtained by inverting equations (6.10) and (6.11) leading to

(S11 — S22) £ \/(1 — 511592 4 512521)% — 4512591 (6.42)
Zin = .
o (1 —511) (1 — S22) — S1250

T = X+iy1- X2 (6.43)

where
_ 1— 511599 + 5221

X —
To determine the sign of equations (6.42) and (6.43) the passive medium condition is
used leading to the requirements

(6.44)

2 > (6.45)
n > (6.46)
From equation (6.43) the refractive index n is obtained.
1
no= [[in (1)) + 2mm] — i [In(T)]'} (6.47)
0

where m is an integer related to the branch index of n’. As before the real part of n
is therefore not uniquely determined. To solve this problem I employ again the phase
unwrapping method. To determine the sign of z;, and n equations (6.45) and (6.46)
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6. Experimental Characterisation of Material Properties

are usually used. Unfortunately this method may fail if 2/ and n” are close to zero.
Therefore Chen et al. suggest to use the fact that n and z;, are related to determine the
correct signs. To determine the correct sign of Z;, two cases needs to be distinguished.
Therefore a small positive number § is defined. If |z],| > ¢ equation (6.45) is used. If
|zin| < &, the sign of z;,, is determined so that the corresponding refractive index n has
a non-negative imaginary part, or equivalently |7'| < 1. After obtaining the value of z;,

equation (6.48) is applied
S91

1 — Sy Zind

_ _inkod __
T=e = 7,

(6.48)

to avoid the sign ambiguity in equation (6.43).

6.10. Metamaterial with metallic omega inclusions

The advantage of metamaterials in general or pseudochiral materials specifically are the
ability to tune the electromagnetic properties of a material by slightly changing the unit
cells. I decided to build our metamaterial based upon metallic omega inclusions for
two reasons. First of all it is a relatively simple structure because the wire and split
ring are combined in one structure and not spatially separated as in the metamaterial
designed by Smith 2.17a2.17b. Furthermore, although the shape seams simple, it leads
to the coupling of the electric and magnetic field making it bi-anisotropic if the unit
cells are arranged correctly. My omega inclusions have dimensions similar to those used
by Aydin [11]| (Figure 6.20a) because they show a resonance between 10GHz — 11GHz
which lies in the working range of my free space setup. The main difference between my
and Aydins structure is that I use sharp edges at the gap whereas the edges of Aydins
structure are rounded off. The omegas are made out of copper and has dimensions:
r=119mm, w = 0.45 mm £+ 20 um and L = 1.8 mm. The FRA4 circuit boards and the
copper have a thickness of 1.6 mm and 30 um respectively.

Az

(b)

Figure 6.20.: (a) size of single Omega particle. ; (b) Periodicity of array of Omega cells.
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6.10. Metamaterial with metallic omega inclusions

The omega pattern is obtained by etching the copper that is deposited on a FR4 substrate.
The dimensions of the FR4 slab in x, y, z direction is 70 mm x 1.6 mm x 150 mm (Figure
6.21). The number of omega structures on an FR4 substrate in z and y direction are 13
and 32 .

150 mm
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NAONNO00000ANNON0000000N0000000000
AnnnnnooanoanonnononananaonononNnNNnnoo
nnooannonanannnonnonananononNNNNNN000
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NNNO0NNONONONONONNN0N0N00N000000000
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Figure 6.21.: Periodic arrangement of omega structures on FR4 substrate

To create a bi-anisotropic slab we pile the printed circuit boards (PCBs) up, therefore
the number of Omega structures in z direction depends upon the number of FR4 sub-
strates. One FR4 substrate with copper Omega structures is always followed by two
FRA4 slabs without Omega structures. This procedure is repeated until the desired ex-
tension of the slab is achieved. In total I ordered 32 FR4 slabs with Omega pattern
and 62 without Omega pattern. The dimension of the final slab in x, y, z direction is
70 mm x 150 mm x 150 mm. According to [108] these lateral dimensions guarantee that
there are no diffraction effects at the boundary of the slab in the desired frequency range
if we use the ellipsoidal mirror to focus the incident beam. The interested reader can find
the effects of different kinds of Omega inclusions with respect to size and orientation on
the transmission, reflection in the publications by Aydin [11, 10] and Li [77, 78]. Using
the lumped element equivalent circuit model [128] the capacitance (Cp), inductance (Lo),
resonance frequency (wy), resistance (Ry) can be expressed as:

1
- 6.49
wo ToCo (6.49)

_[Woko 2Tin
Ry = 5w (6.50)

1 in
LO =  MKoTin [log (%) - 2:| (651)
wleoEm
_ .52
Co log (41/w) (6:52)

where g, is the matrix relative permittivity, o is the metal conductivity, rous, Tin, !
are defined in Figure 6.20a. Using equations (6.49)-(6.52) from Tretyakov [128] the
capacitance (Cp), inductance (Ip), resonance frequency (wp), resistance (Rp) of a unit
cell are calculated. The parameters are given in Figure 6.20a. 71y, = 1.19mm, L =
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6. Experimental Characterisation of Material Properties

1.8mm, w = 0.45mm and g = 0.3 mm leading

Co
Lo
Ry
fo

82.13 uF
2.61 nH

142.65 mQ
10.87 GH z

This result is only valid for a single unit cell. If the Omega structures are arranged
periodically with a; = ay = a, = 4.8 mm as illustrated in Figure 6.20b, we expect a stop
band of roughly 1 GHz close to wy because of the coupling between all the inclusions.
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7. Experimentally Measured Material
Parameters

In this chapter I present first the results for a simple isotropic dielectric, which were
mainly used to test the setup and calibration, before showing the retrieved material
parameters of the bi-anisotropic metamaterial.

7.1. Experimental validation for an isotropic dielectric

To test my experimental setup, calibration and retrieval algorithm I used PMMA (poly(methyl
methacrylate)) also referred to as acrylic glass or “plexiglas” and polystyrene. In the liter-
ature, the real part of the permittivity for PMMA varies between 2.50 — 2.64 at 10GH z
and the loss tangent is of the order of 1072 [94]. Similarly polystyrene has a relative
permittivity of 2.54 at 10GHz and a loss tangent of 0.00033 [93]. Our samples have at
least a lateral dimension of 15c¢m x 15c¢m to avoid refraction effects on the boundaries.
The minimum thickness of the sample should correspond to around 20% of the incoming
wavelength inside the dielectric. Measurements of samples with different thicknesses are
recommended if the order of magnitude of the material parameters are not known at all.
For the following measurements I used a step sweep mode with 1601 frequency points and
averaging of 30 sweeps from 8 GHz — 14 GH z for a perpendicular polarised incident wave
and a power of —10dBm. I define perpendicular and parallel polarisation with respect to
the plane spanned by the incident and reflected wavevector from the mirror. According
to Munoz et al. [94] the magnitude of the parallel polarised signal is usually weaker than
the perpendicular polarised signal. The lower the signal, the higher the measurement
uncertainties, especially for the S7; parameter, therefore I only use the perpendicular
polarisation. For all the measurement the 500 M Hz at the beginning and end of the
frequency band should not be considered because they are severely affected by the time
gating. This also has to be taken into account in the retrieval algorithm because the
time gating affects the phase in this region leading to an incorrect phase unwrapping. In
the retrieval algorithm, if necessary I simply neglected the first measurement points to
guarantee a correct phase unwrapping.

I first measured the material parameters for a 2.94 mm PMMA sample. This is already
the thinnest sample I can measure for an estimated relative permittivity of roughly
el = 2.5. The results are presented in Figure 7.1. The top horizontal black line at
el = 2.55 corresponds to the averaged real part of the permittivity for different values
from the literature. The second black line indicates 0. A good agreement between the
measured and expected values is observed.
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Figure 7.1.: Material parameters for a 2.94mm PMMA sample from NRW algorithm (a)
relative permittivity ; (b) relative permeability

In the next step I repeated the measurement but this time with a 10 mm thick PMMA
sample (Figure 7.2). As before, the 500 M Hz at the beginning and at the end are
not considered because of the time gating. Nevertheless from 8.5 GHz — 10.5GHz 1
observe important fluctuations in the material parameters. This problem rises because
[S11] < 0.2 leading to high uncertainties in the measurement of the Si; phase. |Siq]
reaches a minimum when the sample thickness corresponds to one half of the wavelength
inside the sample. This is exactly the case for our frequency range and the 10mm PMMA
sample.
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Figure 7.2.: Material parameters for a 10 mm PMMA sample NRW algorithm (a) relative
permittivity ; (b) relative permeability

In Figure 7.3 we see that for the 2.94mm PMMA sample |S11| is always well above 0.2,
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7.1. Experimental validation for an isotropic dielectric

whereas this is not the case at all for the 10mm PMMA sample. The region where
|S11] < 0.2 and where strong fluctuations appear in the retrieved material parameters
are exactly overlapping. To proof that the measurements are correct I compute the
|S11| parameter analytically for the 2.94mm and 10mm PMMA sample by assuming
gr = (2.55410.0) and p, = (1.0 +40.0). These curves are perfectly overlapping in the
frequency range not affected by the time gating.
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Figure 7.3.: Comparison of experimental and analytical S11 for (a) 2.94mm thick PMMA
sample ; (b) 10mm thick PMMA sample

Furthermore, I used a 3 mm thick slab of polystyrene and measured the material param-
eters from 8 GHz—14 GHz. Due to the effect of time gating I display only the frequency
range from 8.5 GHz — 13.5GHz.
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Figure 7.4.: Material parameters for a 3mm polystyrene sample NRW algorithm (a) com-
plex permittivity ; (b) complex permeability
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In the literature [93] , the relative permittivity at 10 GHz is indicated as 2.54 with a
loss tangent of 0.00033. The results I obtained are represented in Figure 7.4 and they
match very well with the expected values, although up to 7% errors should be taken
into account [94]. As a final verification I use the low loss retrieval method because
this formula and implementation is much easier than the NRW algorithm, reducing the
possibility of errors. I computed € again for the same polystyrene and PMMA sample of
3 mm and 2.94 mm respectively. The results are depicted in Figure 7.5. For the PMMA
slab the expected permittivity of 2.55 at 10 GH z is obtained whereas the permittivity of
polystyrene is with this method slightly higher as expected. Nevertheless the results are
comparable if the errors are considered.
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Figure 7.5.: € for (a) 2.94mm PMMA slab using low loss formula ; (b) 3mm polystyrene
slab

7.1.1. Discussion of the retrieved material parameters of simple dielectrics

Although my retrieved results agree very well with the values found in literature proving
a succesfull calibration of the setup, many errors may influence the final result. First
of all the measurements are obviously limited by the accuracy of the VNA with respect
to magnitude and phase of the S parameters. Especially if [S11| < 0.2. In this case the
measured phase is so erroneous that it dominates all the other effects as can be seen
in Figure 7.2. Other errors are due to the sample thickness which is a parameter in
the retrieval algorithm. To reduce the measurement errors I average over several sweeps.
Unfortunately this averaging is hard to quantify. The time gating also has a severe impact
on the results, depending if the gate is choosen too small or too large. This also depends
upon the number of frequency points and on the bandwidth used. Another effect is linked
to the positioning of the sample. It should be placed at exactly the same position as the
metal plate used for the REFLECT measurement. Munoz et al. [94] also showed that
the error on the retrieved loss tangent varies with the real part of the permittivity for
high loss materials. For &/ = 25 the error on the loss tangent is 30%, whereas for low
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7.2. Experimental results for a bi-anisotropic material

permittivities Re(e,) = 2 the error on the loss tangent is 6% . A low loss material has a
loss tangent below 0.01, whereas as lossy material has a loss tangent above 0.1. Munoz
et al. claim an uncertainty of £7% for Re(e) and +4% for Re(u) with respect to the
waveguide method which is the most accurate method with an uncertainty of +1%. To
clearly identify the effect of all the errors I would suggest to do several measurements
without averaging the sweeps by always removing the sample completely and putting it
back. From such measurements I could calculate a relative error.

7.2. Experimental results for a bi-anisotropic material

After testing my system on isotropic samples like PMMA and polystyrene I did transmis-
sion and reflection measurements on the bi-anisotropic slab. Depending on the orientation
of the Omega particles with respect to the incident fields different effective material pa-
rameters are expected. This response depends on the coupling between the electric and
magnetic fields with the omega structure. The details about the size of the omega inclu-
sions and the sample are those in section 6.10. I started with the orientation presented
in Figure 7.6 where a strong coupling is expected.

Orientation 1

X

Figure 7.6.: Electric field oriented parallel to the arms and magnetic field perpendicular
to the loop. A strong coupling is expected for this configuration

For a VNA output power of —10 dBm I only observed a very weak response. Increasing
the power to 0 dBm lead to the desired results. As predicted by the theory |77, 78]
the S11 and Syo (Figure 7.7) parameters differ whereas the Si2 and Ss; parameters are
nearly identical (Figure 7.8). I observe a transmission approaching zero in the vicinity
of 10.2 GH~z in Figure 7.8a. The transmitted signal is so weak that the phase cannot be
measured accurately anymore leading to a peak at 10.2 GHz in the phase (Figure 7.8b).
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Figure 7.9.: S11 and Soo parameters of the bi-anisotropic material for 3dBm (a) magni-
tude ; (b) phase

To improve the accuracy on the measurements I increased the power to 3dBm. I couldn’t
increase it further because the calibration standard isn’t suited for higher powers. For-
tunately this was enough to let some signal pass even at the resonance frequency as can
be seen in Figure 7.10b. From these measurements I computed the material parameters
using the algorithm from Chen |28, 26| presented in section 6.9.
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Figure 7.10.: S12 and So1 parameters of the bi-anisotropic material for 3 dBm (a) mag-
nitude ; (b) phase
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In theory the permittivity, permeability are expected to follow the Lorentz and the
chirality the Condon model, which are repeated hereafter for convenience

N (€5 — o) w€2
flw) = e (800 * w2 — w? + 2w w
(1s — poo) wﬁ
p(w) = o <uoo + Pt 2w
ThW2w

w2 — w? + 2w Ew

Tretyakov [128] even suggests a slightly different model for the permeability where instead
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7.2. Experimental results for a bi-anisotropic material

of wﬁ, w? appears in the numerator.

(1s — foo) W? )

m
At the resonance both models give a very similar behavior. Slight differences only appear
in the low or high frequency limit. The suggested models unfortunately do not fit the
data without further modification. If I correct however e(w), p(w) by a factor ¢ and x(w)
by —1 leading to

B o (85— €00) W2
£ (w) N €0 (EOO + ng —w? +2ww
o (s = poo) WZ
Hw) n Ko (Moo + Zwﬁ —w? + 2w, W

TeW2w

w? + 12w Epw

=(-1
K@) =(1)
I obtain an excellent agreement between the theoretical and experimental data as can be
seen in Figures 7.11 and 7.12 using the following parameters

Pyy (W)t oo = 100.85, p1g = pol.3, wy, =2m-10.3GHz, &, =0.02
Ex2(W) 1 €00 =€04.2, 65 = £05.0, we=27m-10.3GHz, & =0.02
Kyz(w) : 7o = 36.Tps, w, =2m-10.3GHz, &, =0.02

To understand this correction I rewrite €, for example, using the electric susceptibility,
£(w) = €0 (oo + Xe (w)). It seems that only the susceptibility needs to be corrected
by a factor i. This is however not physical because the causality condition (subsection
2.4.5) is not fulfilled. T expect the origin of this to be in the retrieval algorithm, because
i corresponds to a phase shift of i = €/2 and similarly —1 = €™. In contrast to a
simple dielectric, it seems that the metamaterials alters the phase of the S-parameters
which needs to be taken into account during the retrieval process. Walien et al.[137]
also expect the retrieval algorithm to be the origin of the unexpected behavior. Koschny
[74] on the other hand suspects the underlying periodicity of the metamaterial to lead to
this response. This explains the differences of the results retrieved from a single unit cell
with a periodic arrangement. Further investigation is required to entirely understand the
effect of the periodicity and the retrieval algorithm on the retrieved data.

Orientation 2

I continued with the second orientation by rotating the sample by 90 degrees, leading to
a configuration depicted in Figure 7.13. For this configuration no or only a very weak
coupling is expected.
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H

Figure 7.13.: Magnetic field parallel to the arms and electric field perpendicular to the
loop. Only a very weak coupling is expected

The S-parameters are represented in Figures 7.14 and 7.15. Compared to the previous
case where the strong coupling occurred, now the magnitude of S1; and Sss phase are
identical but the phase is shifted by 180 degrees and no jump in the phase is detected
(Figure 7.14).
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Figure 7.14.: S11 and S parameters of the bi-anisotropic material for 3 dBm (a) mag-
nitude ; (b) phase

The Si2 and S9; parameters show a very high transmission throughout the whole fre-
quency range (Figure 7.15a) without any stop band (Figure 7.15b) and only three changes
of the phase (Figure 7.15b) compared to the six observed in the first configuration (Figure
7.10b). The metamaterial behaves in this configuration similar to a simple dielectric.
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Figure 7.15.: S12 and So1 parameters of the bi-anisotropic material for 3 dBm (a) mag-
nitude ; (b) phase

The retrieved materials parameters are shown in Figures 7.16a, 7.16b and 7.17. The
periodically appearing peaks are due to the retrieval method and appear when the sample
thickness is an integer multiple of one half wavelength in the sample. To demonstrate this
I consider the distance between peaks which equals roughly 1 GHz. This leads to a free
space wavelength of A\g = 30cm. The FR4 board I use has Re(e,) = 4.5, Re(u,) = 1. The
wavelength inside the dielectric Ap;e = /\o/m = 14.1 cm. Because the peaks appear
at an integer multiple of one half wavelength I obtain d = Ap;e;/2 & 7 ¢cm corresponding
to the thickness of my slab. This specific orientation of the metallic inclusion with
respect to the electric field makes them to small capacitors which probably leads to a
non negligible effect resulting in a non zero chirality.
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Figure 7.16.: (a) relative permittivity ; (b) relative permeability
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Figure 7.17.: chirality

Orientation 3

For the last measurement, I arranged the sample to obtain the configuration represented
in Figure 7.18. In this configuration only the electric field should lead to a strong response
because the field vector is parallel to the arm. The magnetic field however is parallel to
the structure and cannot completely couple to it as in the first configuration (Figure 7.6)

Figure 7.18.: Magnetic field parallel to the arms and electric field perpendicular to the
loop. Only a very weak coupling is expected

The S-parameters are represented in Figures 7.19 and 7.20. The Si2 and S3; parameters
are very small throughout the whole frequency range. This is probably because by
disassembling the sample the faces of the slabs are now perpendicular to the incident
wave resulting in many metallic interfaces that leading to reflections.
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Figure 7.19.: S11 and Sz parameters of the bi-anisotropic material for 3 dBm (a) mag-

nitude ; (b) phase

The S12 and Ss; parameters show a very low transmission throughout the whole frequency
range (Figure 7.20a). For this configuration
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Figure 7.20.: S12 and So1 parameters of the bi-anisotropic material for 3 dBm (a) mag-

nitude ; (b) phase

The retrieved materials parameters are shown in Figures 7.21a, 7.21b and 7.22. Again
the effect of the coupling is observed. To fit the data, the same correction would be
required as for the first orientation
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7.2.1. Discussion of the experimental results

For the first orientation, a strong coupling between the electric and magnetic field at
the resonance frequency is expected to lead to an increase or decrease in the material
parameters. This response is observed for each of the material parameters between
10 GHz — 11 GHz. Which is in a reasonable agreement with the expected resonance
frequency of a single omega inclusion of 10.87 GHz as calculated analytically in section
6.10. In the second case, only a very weak coupling is expected because neither the
electric nor the magnetic field can couple to the arm or the loop of the omega inclusion.
Therefore the material should show characteristics close to the matrix (FR4) material,
which is again confirmed by the measurement. Nevertheless, a non zero chirality is
measured, but no resonance. This effect is probably due to multiple reflections of the
incoming wave on the metallic omega inclusions. This effect is hidden in the strong
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7.2. Experimental results for a bi-anisotropic material

response for orientation 1 and 2. For the third orientation, only the electric field can
couple to the omega inclusion, therefore I expect a resonance which is less pronounced
compared the first orientation. Nevertheless, the electric field still induces an magnetic
field in the wire to which the magnetic field can couple. Hence the permeability and
permittivity are similar for orientation 1 and 3. As already explained for orientation 1.
It seems that the metamaterial adds a phase shift to the S-parameters which needs to
be corrected, otherwise it leads to non physical results. Although the results confirm
my expectations care has to be taken with the measured data and the retrieved material
parameters due to several reasons.

1.

The input power is crucial to observe the expected resonance leading to a stop
band in the transmission. For the sample thickness of 7 cm and input power of
0 dBm was sufficient to observe the resonance, but the transmitted signal was too
weak, at the resonance frequency, to retrieve the phase correctly. For 3 dBm the
signal was fortunately strong enough to measure the phase. With the VNA I use
I cannot go to higher input powers because the calibration kit doesn’t allow so.
Measurements at even higher power would in my opinion reduce the errors on the
S parameters. Adding a second mirror between the sample and receiving antenna
would also improve the signal strength by refocusing the beam in the receiving
antenna.

Another problem linked to the metamaterial itself is the difference between the
physical and electrical thickness. For a simple dielectric, the physical and electrical
thicknesses are equal because the impedance does not depend on its thickness. In
our case however currents will be induced on the metallic inclusions. Therefore the
impedances of two slabs of different thicknesses should be computed and used to
obtain the electrical thickness [28]|. This will be the thickness d used in the retrieval
algorithm [28|. Until now I only have a single slab and therefore I'm forced to use
the physical as electrical thickness which is not correct.

In the retrieval algorithm a parameter m describes the phase ambiguity in the
refractive index (equation (6.47)). For a given sample thickness and material pa-
rameters, the initial value for m may differ from 0. In the case of a metamaterial,
samples of two different thicknesses are required to obtain the correct initial m. In
my case I am more interested in the resonance phenomenon which can be observed
even for a parameter m which might not be entirely correct. In the future I plan
to refine the results using two samples of different thicknesses.

The measurement setup is very sensitive to the calibration. Currently I use the
calibration technique suggested by [94]. It would however be interesting to com-
pare this method with other calibration techniques like the GRL and TRL for a
metamaterial after making the setup symmetric with a second mirror.

Another source of error especially for large samples is the time gating. In a meta-
material the signal converted to the time domain does not have the shape of a
smooth Gaussian as for the thin dielectric samples I used as reference. This makes
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176

it more difficult to detect the main signal between multiple reflections. The idea
is to extend our setup by a second mirror to make it symmetric. This allows us
to perform a TRL or GRL calibration to fully understand the effect of time gating
on the results. To further investigate the difference between the metamaterial and
simple dielectric T suggest to use a slab with the same dimensions made out of
the same dielectric material as the matrix of the metamaterial, but without the
metallic inclusions.



8. Results of the Multiscale Approach

In this chapter I present the results from my multiscale approach and compare them with
the experimentally retrieved data.

8.1. Microscale simulation of the bi-anisotropic media

8.1.1. Method 1 “Indirect retrieval method”

In this subsection I use the method described in section 5.2.1 to compute the S-parameters
from a unit cell of a metamaterial. From the S-parameters I calculate the materials
parameters using the retrieval algorithm presented in section 6.9. The results for the
different orientations are shown below. I use the same convention as for the experimental
measurements. Orientation 1 corresponds to Figure 7.6, Orientation 2 to Figure 7.13 and
Orientation 3 to Figure 7.18.

PML

Yla
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AVATAYY)

LLEY
=T
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.ﬁ.

Figure 8.1.: (a) Mesh of omega including the free space region and the PML ; (b) Intensity
of the electric field at (9.4 GHz)

Bare in mind that the retrieved S-parameters and material parameters correspond to a
metamaterial with infinite lateral extension (extension perpendicular to the optical axis)
but with a thickness of only a single unit cell. The mesh and the intensity of the electric
field at a frequency are depicted in Figures 8.1a and 8.1b.
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Figure 8.2.: (a) relative permittivity ; (b) relative permeability
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Figure 8.3.: chirality

The retrieved permeability and chirality show a narrow and very pronounced peak at a
frequency of 10 GHz. Whereas in the permittivity the main peak appears 9 GHz and
another smaller one at 10 GHz. The chirality on the other has a small peak at 9 GHz.
In the experimentally retrieved material parameters the peaks all appear at the same
resonance frequency.
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Orientation 2
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Figure 8.4.: (a) relative permittivity ; (b) relative permeability
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These results agree very well with my expectations, because neither the electric nor the

magnetic field couple to the omega inclusion, hence the metamaterial behaves like a
simple dielectric. This results also agrees with the experimental data.
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Orientation 3
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Figure 8.6.: (a) relative permittivity ; (b) relative permeability
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A very narrow and pronounced peak appears for the permittivity at 10 GHz. The exper-
imental data suggest this peak to be less pronounced compared to the first orientation
which is not the case. Whereas the retrieved permeablitiy and permittivity for the ex-
periment were very similar for orientation 1 and 3 in this simulation they are completely
different with respect to shape and magnitude.

Discussion of the indirect multiscale approach results

As expected, a more or less strong resonance due the coupling of the fields for orientation 1
and 3 is observed. Surprisingly, strong responses are observed at two different frequencies,
namely at 9 GHz and 10 GHz. This does not correspond at all to the experimental
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results. However, my results look similar to those from Chen [26] where the sharp
peaks/dips also appear in the retrieved data. The problem may be that the material
has a thickness of a single unit cell because these peaks and dips do not appear for
the experimental data where a much thicker sample is used. It may be interesting to
model several unit cells instead of a single one along the optical axis to see if this has an
influence on the peaks/dips. Neglecting the peaks/dips in Figure 8.2a and Figure 8.6a
from 8.7 GHz — 10 GH z the retrieved permittivity is well below the relative permittivity
gr = 4.5 of the FR4 dielectric demonstrating the coupling induced by the omega inclusion.
Similar results are observed for the permeability and permittivity. Orientation 2 on
the other hand completely fulfills my expectations. Neither the electric field nor the
magnetic field can couple to their corresponding part of the omega structure. Therefore
the metamaterial behaves like a simple dielectric slab of FR4 material. The initial idea
was, as explained in section 5.2.1, to fit a Lorentz/Condon model to those retrieved
materials parameters. These parameters (o, €5, We, &...) obtained from the parameter
identification algorithm would have been the input for the UM-FDTD program which
allows the simulation of bi-anisotropic media (section 3.8). With this program I model the
experimental slab with the same dimensions Tcm x 15¢m x 15¢m as in the experiment. The
retrieved data differ however significantly from a Lorentz/Condon model and therefore
the NLOPT algorithm doesn’t converge.

8.1.2. Method 2 “Direct retrieval method”

In this section I present the results obtained by the direct method. In contrast to the
indirect method it allows me to directly retrieve the material parameters without first
calculating the S-parameters. I used a frequency domain FE solver on a unit cell with
dimensions specified in section 6.10

(b)

Figure 8.8.: (a) Unit cell with omega inclusion ; (b) Intensity of the electric field at the
resonance frequency
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The omega inclusion is oriented as depicted in Figure 8.9. The optical axis is oriented
along the +x direction. I send a right and left hand circular polarised wave towards the

unit cell.
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The yz, zy elements are not displayed because they are 0 as expected. Currently I'm
not able to retrieve a reasonable chirality, therefore no graph is displayed. For the
yy, zz elements of the permittivity matrix a resonating behavior is observed both for
the permittivity and permeabilty. Whereas £,, # &yy, [lze = [lyy- I'm not sure if this
is related to the specific shape of the omega inclusion or if there is another reason.
The components ., and €, are set to the permeability and permittivity of the matrix
material. They can not be computed directly because the optical axis is oriented along

the x axis.
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Discussion of the direct multiscale approach results

Only the £, component follows a Lorentz model as described by equation (3.114). The
other components show however a Lorentz type behavior. Maybe the circular polarised
wave excitation leads to this difference between the direct multiscale results and the
Lorentz model. For a circular polarised wave, one of the components perpendicular to
the direction of propagation requires a phase shift of /2 leading to a multiplication by
a factor i = €™/2 for one of the electric field components. Also the experimental data
required such a correction to match with the theoretical model. This needs however
to be investigated in more detail. Furthermore, I wasn’t able to retrieve a reasonable
chirality with my method. I think however that it is possible after further and especially
mathematically more rigorous investigation. To further improve the direct multiscale
approach it would be interesting to test with a chiral structure like a left and right handed
spring. Alternatively I will test the method suggested by [120] to see if this allows me to
retrieve the chirality from a unit cell. My results also show a lower resonance frequency
than the experimental data. This phenomenon is also observed in real experiments where
the resonance of a single unit cell differs significantly from the response of a periodic
omega media. Whereas a unit cell shows a resonance at a specific frequency, the periodic
arrangement leads to a band gap over a much larger frequency range. Furthermore a
shift of the bandgap to higher frequencies is observed. These effects are directly linked to
the periodicity of the material [10]. Further investigation is required to see if this effect
can be taken into account by modelling a single unit cell.

8.2. Macroscale Simulation

From the direct retrieval method I fitted a Lorentz model to the data obtained by the
direct approach using a global optimisation algorithm from the NLOPT library. Unfor-
tunately the code can currently just model the permittivity and permeability according
to a Lorentz model described by equation (3.114). Which describes very well the per-
mittivity. For the permeability and chirality I took the same resonance frequency and
damping as for the permittivity and an electromagnetic coupling constant of 1 ps which
is comparable to the value used by [95] because I wasn’t able to retrieve a reasonable
chirality with my method. Furthermore I consider only €., pyy, Ky. as frequency de-
pendent because I use linear polarised wave with the electric field along the z direction,
the magnetic field along the y direction and the optical axis along the z direction. For
the simulation with UM-FDTD I also use a higher resonance frequency as I obtained
with my multiscale method because the resonance frequency changes if the unit cells are
arranged periodically [10]. Resulting in the following parameters for the strong coupling

183



8. Results of the Multiscale Approach

(orientation 1, Figure 7.6)

€ Diel 0 0
g = 0  epie 0
0 0 e(w)
HDiel 0 0
o= 0 pyyw) 0
0 0 K Diel
0 0 0
k = 0 0 Ky (w)
0 0 0

Py (W) © oo = p01.05, pg = 10.95, w, =27-88GHz, &, =0.02
Ex2(W) 1 Eco =€03.83, €5 = £04.19, w. =27-88GHz, & =0.02
Kyz(w): 7w =1ps, w,=2m-88GHz, ¢&;=0.02

To compute the transmission I illuminate the radome with a 10 GH z narrowband pulse
with a pulse width of 1-107%s. I also take the frequency shift between a unit cell and
the metamaterial into account by changing the resonance frequency to 10.3 GH z instead
of 8.8 GHz. The results are displayed in Figure 8.11.
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Frequency [GHZ]

Figure 8.11.: Ezperimental vs numerical transmission from direct multiscale approach
Discussion of the macroscale simulation

Using the UM-FDTD program for bi-anisotropic materials with the material parameters
from the direct retrieval method leads to a transmission which agrees reasonably well

184



8.2. Macroscale Simulation

with respect to the width of the transmission band compared the experimental data
although the bandgap in my simulation is slightly larger compared to the experimental
transmission. Due to the periodic arrangement and hence coupling of the resonating
elements inside the sample, the position of the bandgap is shifted by a given amount
with respect to our simulation of the unit cell.
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9. Conclusion and Future Work

In this chapter I analyse all the different methods I developed and highlight the advan-
tages, disadvantages and perspectives for each section

9.1. Isotropic lossy materials

A generalised version of the classical Yee scheme for implementation on hybrid meshes has
been considered (UM-FDTD). The results show that it is perfectly suited for all kinds of
scattering objects involving arbitrary shaped isotropic lossy dielectrics. To demonstrate
this I computed the RCS of several benchmark tests, because the analytical solutions are
available for these cases. Independent if a dielectric sphere with losses or a sphere coated
with another dielectric is considered, the results agree very well with the theoretical
results. My results demonstrate that 6 — 8 times coarser meshes can be used compared
to the standard Yee algorithm. This significantly reduces the memory requirements.
Furthermore, because the co-volume method is based upon field projections and not
vectors only two equations need to be updated, one equation for the electric and one for
the magnetic field, although I work in three dimensions. So, by moving the complexity of
the algorithm into the mesh I have the simplicity of a 1D code (for isotropic cases) whereas
in the classical algorithm one equation for each component of each field vector is required,
making a total of six update equations. Besides I showed that my weighted averaging
allows me to accurately take into account the interface between different materials. FEven
the modelling of PEC or multilayered objects becomes straightforward. The ability of
the method to handle objects of arbitrary shape at reduced computational costs makes
the approach appealing for industrial electromagnetic analysis. However, parallelising
the method is required before this goal can be fully realised and the method applied to
more challenging engineering applications.

9.2. Anisotropic lossy materials

I further generalised UM-FDTD to model electromagnetic wave scattering by bodies
consisting of electrically and magnetically anisotropic and conducting dielectric mate-
rials, on an appropriately generated unstructured mesh. The implementation has been
successfully validated by comparison with the results obtained using the discrete dipole
approximation. Furthermore I compute the transmission of an EM pulse through a com-
posite radome by taking the orientation of the fibers into account. Although good results
are obtained, the simplicity of the scheme is lost compared to the isotropic case. Fur-
thermore, the reconstruction of field vectors from field projections to do a matrix vector
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multiplication is time consuming. Therefore these operations should be reduced to a
minimum. This method offers however also a big advantage, as it could act as a unstruc-
tured PML because my method is able to handle lossy materials. This could significantly
reduce the memory requirements of the mesh (especially in three dimensions) because
an unstructured PML could be fitted perfectly around an object.

9.3. lIsotropic chiral materials

The next step towards bi-anisotropic materials was the modelling of isotropic chiral mate-
rials. This was challenging because of two reasons. First of all, the material parameters
are not scalars anymore but become frequency dependent complex functions. In con-
trast to a frequency domain solver, our time domain solver cannot handle this directly.
Therefore I used the Z-Transform and Padé approximants to deal with this. Secondly
the chirality induces a coupling between the electric and magnetic fields. T validated my
algorithm by comparing the numerical transmission and reflection coefficients with the
theoretical solutions. Furthermore, the chirality changes the angle of the plane of polari-
sation and even the polarisation itself of the incident wave. This effect depends upon the
chirality, frequency of the incoming wave and the thickness of the slab. The numerical
and the analytical solutions agree again very well. I furthermore did a stability analysis
of the algorithm because the chirality parameter leads to an instability. Increasing the
damping stabilizes it again but care has to be taken because my analysis shows that a
finer mesh may be required for chiral materials compared to non-chiral ones.

9.4. Bi-anisotropic materials

The modelling of bi-anisotropic materials was the most challenging task I had because
it combines anisotropy, frequency dependence and coupled electric and magnetic fields.
Although there exist an analytical solution as a benchmark, I am still working on the
implementation of it, which is quite challenging. Meanwhile, to validate the method I
model a frequency dependent anisotropic sphere (not bi-anisotropic) and compare my
numerically computed RCS solution with the one obtained by DDscat, a program based
upon the Discrete Dipole Approximation. My results are in a very good agreement with
the results of DDscat. Furthermore, I compared the results of the bi-anisotropic code
with those of the isotropic chiral code by assuming diagonal material tensors. In this
special case the results of the bi-isotropic and bi-anisotropic simulation are identical as
expected.

9.5. Multiscale Approach

Direct multiscale approach

This method has the advantage that no free space region or PML is required compared
to the indirect method. This reduces already the computational costs. Furthermore
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9.6. Experimental setup

the effective parameters are directly retrieved from the field vectors. There is no need
to first compute the S parameters and then use a retrieval algorithm to compute the
material parameters. This is a big advantage because the retrieval algorithm may lead to
nonphysical results at some frequencies due to instabilities as can be seen in the results
of the indirect multiscale approach. Unfortunately I wasn’t able to retrieve a reasonable
chirality with my method. This problem needs additional investigation to make it robust.
To further improve the direct multiscale approach it would be interesting to test with
a chiral structure like a left and right handed spring. It may also be worth to combine
four unit cells of the omega material and investigate if this allows me to retrieve the
chirality. Furthermore, the resonance frequency I obtain for a unit cell is lower than the
resonance frequency observed in the experimental results. This seems to be an effect
of the underlying periodicity of the metamaterial at large scale. Additional research
is required to take this effect into account. Generally this techniques seems to very
promising, but further research has to be done.

Indirect multiscale approach

Although I observed resonance induced phenomena in the material parameters I do not
think that this method is currently suitable for a multiscale approach. Mainly because
pronounced peaks and dips appear at given frequencies which in my opinion are non-
physical. T am not sure if they are caused by the retrieval algorithm itself or by the
numerically obtained S-parameters. For the experimental S-parameters I get reason-
able results without sharp peaks/dips. Maybe the problem rise because I obtain the
S-parameters from a slab with a thickness of a single unit cell. It might be interesting to
see what happens if several unit cells are considered.

Macroscale simulation

Using the UM-FDTD program for bi-anisotropic materials with the material parame-
ters from the direct retrieval method I obtain a transmission which agrees reasonably
well with the experimental data after correcting the resonance frequency. This demon-
strates the great potential of the methods developed during this thesis for predicting the
electromagnetic responses of metamaterials in real life applications.

9.6. Experimental setup

Setting up a free space measurement setup from scratch is a challenging task. The right
equipment needs to be ordered which significantly depends on the frequency range. The
antenna, cable holder needs to be build and the retrieval algorithms to be implemented.
A VNA is required as power source, which I borrowed from the university of Luxembourg.
The university of Murcia manufactured the focussing mirrors for me and the most difficult
part is the calibration of the system. In the end the free space setup meets all the
requirements I had and allows me to measure material parameters in the frequency range
of interest between 8 GHz — 18 GH z for isotropic and bi-anisotropic materials. 1 was
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9. Conclusion and Future Work

able to correctly characterise different materials like PMMA and polystyrene of different
thicknesses to proof the successful calibration of the setup and working of the retrieval
algorithms. T got reasonable results for both isotropic dielectrics and metamaterials. To
measure the material parameters of a metamaterial is however much more challenging
compared to a normal dielectric. In my opinion there are several possibilities to improve
the accuracy of the measurements. First of all I ordered a second mirror which will be
placed between the sample and the receiving antenna. This makes my setup symmetric
and allows me to refocus the beam after its transmission through the sample and therefore
increasing the intensity of the measured signal. As my results demonstrated, if the
transmitted power is too low the phase cannot be measured accurately which is the
main source of error in the measurement. A symmetric setup furthermore allows me to
use a TRL or GRL calibration and to test if they are more accurate as the calibration
I use right know. Besides, the VNA (ZVK from Rohde and Schwarz) I used is quit
outdated. Therefore I was limited to 1601 measuring points. This may not be enough
if I want to measure in a larger frequency band. Because after converting the frequency
domain data to the time domain not enough data points may be left for a reasonable time
gating. Newer VNAs allow up to 100000 measuring points and higher output powers,
significantly increasing the accuracy of the measurements. Another source of error is the
sample thickness of a metamaterial because it does not conform to the physical thickness
as in the case of a simple dielectric, due to the coupling related effects. To correct
this, two samples of different thicknesses are required. Furthermore, as explained the
phase ambiguity doesn’t occur if the sample thickness is below a given threshold which
is furthermore related to the starting frequency, permittivity and permeablity. It would
be interesting to do the measurement with a slab fabricated out of the same dielectric
material as our metamaterial but without the omega inclusions. For metamaterials the
effect of time gating needs to be examined in more detail. For an isotropic dielectric,
a single Gaussian peak, corresponding to the transmitted or reflected signal, appears in
the time domain. In this case it is straightforward to the correct width of the time gate
window. For a metamaterial however, several peaks appear and the choice of the width of
the window for time gating is less obvious. To conclude, despite all the challenges, the free
space setup is suited for the measurements of metamaterials. In my opinion the obtained
S parameters are reasonable but the measurement accuracy could still be improved as
explained above. The main problem however is to obtain the material parameters from
the measured S parameters via the retrieval algorithm, due to its sensitivity to the phase
and the numerical instabilities induced at the resonance. It may be interesting to start
also for the metamaterial with a very thin sample and then increase the thickness.
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A. The Z-Transform

In engineering or physics, a problem may be solved by transforming it from time to
frequency space or vice versa. For a linear systems, the relationship between the input
and output is a convolution integral in time domain but it reduces to a multiplication
in the frequency domain and complicated differential equations in one domain become
algebraic equations in another domain. The Laplace, Fourier and Z-transfom are all
linked to each other. The Z-transform is for example the discrete-time counterpart of
the Laplace transform and may be therefore derived from this one. The specific problem
defines which transformation is used. An analog signal is a continuous signal representing
physical measurements which may be denoted by sine waves, like the human voice or
analog electronic devices. In this case, due to the sine wave nature of the signal the
Laplace or Fourier transform are applied. A digital signal on the other hand is the
translation of information into binary format (zero or one). They represent discrete time
signals. In those cases the z-transform is employed.

A.1. Derivation of the z-Transform from the Laplace
transform

As mentioned before, the Z-Transform is the discrete-time counterpart of the Laplace
transform. The Laplace transform X (s) , of a continuous-time signal z(t) is defined as

X(s) = z(t)e stdt (A1)

where s = 0 + jw, s € C, o,w € R, z(t) : [0,00[— C. The inverse Laplace transform is
defined by

o+jw
z(t) = limy— 0o / X (s)estdt
o—jw
where o is selected so that X(s) has no singularities for s > o. Equation (A.1) is

discretised by sampling the continuous-time signal z(t) at time steps ¢ = nTy, denoted
as z(n). Assuming the sampling period Ts = 1, leads to

X(e®) = Zx(n)z_sn
n=0

Substituting the variable e® by z we obtain the one-sided z-transform equation
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A. The Z-Transform

’ Time Domain ‘ Frequency Domain ‘ 7 Domain
f(t) F(w) F(z)
i(t) 1 1/T
ari ; — -1
I —— E245
e “u(t) T T =TT
—at - B Te *Tsin(BT)z~ 1
e ® sm(ﬁt)u(t) (a2+82)+j2aw—w? 1—2e—Tcos(BT)z—1+e—20T2—2

Table A.1.: Transfomring among the time Frequqncy and Z Domain, («, 5 € R are con-
stants)

X(z) = Z x(n)z™"

n=0
The two sided z-transform is defined as
X(z) = Z xz(n)z"" (A.2)

A.2. Dispersive chiral FDTD Formulation using the Z
Transform

I cannot immediately deal with the material parameters because the the FDTD is a time
domain method but the material parameters are expressed in the frequency domain.
The idea consists in transforming the constitutive equations 2.632.62 from frequency
to the z domain and finally from the z to the time domain. Afterwards I can include
them in the FDTD updating scheme. A multiplication of frequency-dependent terms
will be represented by a convolution in the time domain. In the 7Z domain however the
multiplication of frequency dependent materials remains a multiplication.

D(z) = e(2)E(2)T — k(2)\/eopoH (2)T (A.3)
B(s) = p(e)H(=)T + k(=)o B()T (A4)

Where T' = At is the period of sampling in the Z domain. It corresponds to half of the
time step At employed in time domain. €(z),u(z) are the Z transforms of the electric
permittivity and amgnetic permeability. x(z) is the Z transform of the time function
whose Fourier transform is jr(w). Frequency domain values are obtained from the time
domain using the Fourier transform defined as
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A.2. Dispersive chiral FDTD Formulation using the Z Transform

+00
Ft) = le? / P(w)eitde

+00
1 :
Flw) = — t)e Itdt
@ = == [ 10
—00
and Z Domain quantities are obtained using equation (A.2) where u(t) is the step function

u(t) = 1,t>0
= 0,t<0

A.2.1. Definition and Properties of the Z-Transform
In the sampled time domain the function x(t) becomes x(n)

“+oo

w(n)= > x(t)s(t—nT)

n=—oo
where T is a uniform time interval and ¢ is the Dirac Delta function
o(t) = 1,t=0
= 0 elsewhere

The Z-Transform is defined by

—+00

n=—oo

The z variable may be interpreted as a time delay. This is the fundamental principle
I use to go from the z to the time domain for obtaining an FDTD updating scheme.
Without a time shift

z(m) = Z — X(2)

by definition. Applying a shift x(m — k) I obtain

x(m—k) = Z— z_kX(z) (A.5)
Proof:
400 400 400
X(z) = Z z(m—k)z™" = Z z(n)z~ (R = o7k Z z(n)z"" = 27%X(z2)

where I used the substitution m =n + k
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A. The Z-Transform

A.2.2. Examples

The different transformations from one space to another will be illustrated by some
examples.

1.

206

G FT — jwF(w)
‘n +Oo
JIWF(w) = \Jﬁ/f(t)w"e_j“tdt

]n(_‘;;o—n +oo dne—jwt

- m_/ O gt

+oo

_ (_1>n n dnf(t) —jw

= (—1) /dt” e vt

_ 1)
(@S0 w)

where n refers to the order of the derivative. To obtain the last line I used an
integration by parts. For n =11 get F(dfd—(tt))(w) = jwF(w).

dfd—@ — Z — Transform — l_fle(z) In the sampled time domain te function
x(t) becomes x(n)

“+o00

z(n) = x(t)s(t — nT)

—0o0

where T is a uniform time interval and ¢ is the Dirac Delta function
o(t) = 1,t=0
= 0 elsewhere

the Z-Transform is defined by

+oo
Zlz(n)] = X(z)= Zx(n)z "
e.gif z(n) =0(t) +0.56(t — 1T) + 0.256(t — 2T") the Z-Transform becomes
X(z) = Ji:.o (x(n) =6(t) +0.56(t — 1T) + 0.256(t — 2T)) 2"

= 1279405271 +0.25272

Going from the time to the sampled time domain the derivative may be approxi-

mated by:
dx(t)  x[nT] —z[(n —1)T]

dt T




A.2. Dispersive chiral FDTD Formulation using the Z Transform

Taking the Z transform of dz(t)/dt and using the time shift property from equation
(A.5) I obtain

Z (d::;:)) = % (279X (2) — 271X (2))

1—z71
= T X(z) (A.6)

which can be found in the table.

3. f(t) =e u(t) » FT — ﬁ, with u(t) the step function and « € R a constant

+o00
Flw) = / F(t)e—Ttds
e

= / e u(t)e @t

—0o0

—+o00

= / e eIt

0
—+00

_ / e—(a-l—jw)tdt

0

ef(aJrjw)t +o0

—(a+ jw)
1
a4+ jw

0

4. f(t) = e u(t) - Z — ?}ﬁz,l, with u(t) the step function and « € R a
constant

“+oo
Z(f(nT)) = Y f(aD)z""

n=—0oo
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A. The Z-Transform

where we used

_ 1
Za nzl—a—l

foraecRanda<1

A.3. Z-Transform of material parameters using an analytical
method

The frequency material parameters e(w), pu(w), k(w)

(€5 — €x0) w?

w2 + 2weeiw — w?
(s — o) W}QL
wi + 2wppiw — w?

e(w) = ex+t

pw) = poo +

2 .
. . TRWi W
Rlw) = ikw)=
() () w? + 2wplpiv — w?

will now be tranformed from frequency to the Z domain using the relations in table (A.1).
First of all I need to bring the electric permittivity and magnetic permeability into the
form

s

(a? 4+ 5?) 4+ j2ow — w?
where «, 5 € R are constants. Afterwards I can use Table A.1. To achieve this we define

/Bzwz\/l_ 7j27
to

a = w;&; with ¢ = e, p depending for u(w) or e(w) respectively, leading

X 2
UJZ-Z Wi Wi/ 1 fz

w? + 2wiw —w? /1_ & (w262 + w2 (1 — €2)) + j2wi& — w?

after rewritting

We Wa\/@
) g TR (- D) ke

Wy B u

M(W) = oo + (,Us - ,Uoo) M (wagﬁ + wﬁ (1 - fﬁ)) +J'2w,ufu — w?

. . TrWk wﬁ\/q
W) = I =S R T (1 - &)) + et P

e(w) = oo+ (65—
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A.3. Z-Transform of material parameters using an analytical method

in the Z-Domain T get

e(z) = foo y

(53 - 500) We

ewetT gin (wg 1-— 552T) 2l

T e

1 —2ewtTeos (ws 1-— §E2T) szl e 2w T o2

—wp T o 2 C—1
oo (s = proo) ¢ mn(w“vl g%r) ‘

n(z) = T T
\/1—E&2 1 —2ewnéuTcos (w,“ /1— 3T> sz e 2onbuT . =2

(1 — z_l) TWp

e~ wntnTgin (w,{ 1-— f,%T) 2l

X
T 18 1 - 2ewnt&Teos (w,.; 1-— §,%T> sz 4 e 2onbsT . =2

k(z) is the Z transform of jk(w). Whereas £(z) and u(z) are the Z transforms of e(w),
p(w). In contrast to e(z) and p(z) in k(2) the factor (1 —z71) /T appears due to jw.
Using the following definitions I can simplify equations A.3A.4

C/«tl

to

D(z) = <soo+ .

1 -1 _ _
B(Z) — (;uoo + - C,Ulz >H(Z) + CKIZ k1%

Tewre T sin(we/1 — E2T)/eofio

e

2ewreT o (w,{ 1-— §,%T)

e~ wrbsT

T(es — eoo)wee =T sin (wg\/@ )
—e

2e =T cos (wg 1-— §§T>

e 2wekeT

T (ps — poo) wpe“rénT sin (w/“ /1— fﬁT)

1 ¢2

6_2‘*’M§#T
Celz_l Cﬂlz_l - /{12_2
— H A7
9z 1 4+ C'ggz_?) (2) 1—Cuoz 1+ Chzz2 (2) (A7)

2

E(2)(A.8)

C’#gz_l + CH3Z_2 1— C,sz_l + 0532_2
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A. The Z-Transform

To further simplify the constitutive equations we now introduce the four new parameters
Ske(2), Skn(2), Sn(z), Se(z) and rewrite (A.7),(A.8) as

D(z) = exE(2)4 So(2)27t = Sep(2)27t 4+ Spp ()22
B(2) = pooH(2) + Sp(2)27! + See(2)27! = Spe(2) 272

A.4. Z-Transform using padé approximants

The idea of padé approximants is to expand a function (in my case £(2), u(z), (2)) as a
ratio of two power series. This method is superior to a standard Taylor series expansion
when the function contains poles [5].

e(r,z)  bo(r) +bi(r)zt +ba(r)z 2 + ... + by, _1(r)z~ (o=l (A.9)
0 1+ai(r)z=! +as(r)z2=2+ ... +an,(r)z—Na '

This methods leads directly to a finite difference implementation. To illustrate this I
consider a second order approximation (z72) as done in [140]. Using the consitutive
relation in Z Domain D(r,z) = e(r,2)E(r, z),equation (A.9) and omitting the spatial
dependence of the field and pade coefficients I obtain

eoD(z) = e(2)E(z)

1 B b0+b12_1 +b22_2
< QD(Z) 1 4aizl +agz? E)
1 (1
< E(z) = b {50 [D(z) + a127'D(z) + agz_2D(z)] — b1z 'E(2) — b22_2E(Z)}

To go from the Z to the time domain we use the property A.5 leading to the final update
equation

1 (1

En+1 — { |:D71+1 + Gan + aQanl] o blEn _ bQEnl}
bo &0

this can be implemented more efficiently reducing the number of storage arrays from five

to four using the transposed direct Form-2 structure as known from signal processing

literature.

1 (1
En+l — FO |:E0Dn+1 + Wln:|
Wln-i-l _ ?Dn+1 _ blEnJrl + WQn
0
W2n+1 - 2pnt1_ by B
€0

The only remaining question is how to obtain the padé coefficients in Z domain from the
coeflicients in frequency domain.
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A.4. Z-Transform using padé approximants

A.4.1. Obtaining Padé coefficients

There exist several more or less accurate methods to obtain these coefficients. using
approximations I can go directly from frequency to Z-domain. If the fourier transform F

is defined as F [f(t)] = F (w) then F [dfd—(tt)} = jwF (w). I can approximate a derivative
) f(t)—J;(t—At)
¢

as =g~ o~ . Taking the Z transform leads to
f&)—ft—A01]  F(z)—z'F(z) 1—27!
z Al == = F@)

which is the same result as A.6. As an approximation we can go from the frequency to
the Z domain by replacing jw by (1 — zfl) /At. This specific transformation is called
Backward Difference approximation. More accurate results can be obtained by replacing
jw by (2 (1 — zfl)) / (At (1 + zfl)). This is called the bilinear transformation and is

equivalent to using a trapezoidal approximation to a derivative|9]. To obtain the coefhi-
(es—€oo)w?

w2 +(jw)?+j2weew”
For simplicity I choose the Backward Difference approximation jw — (1 — zil) /At and

rearrange the terms with respect to the order of z leading to

cients we consider the function we want to transform e.g e(w) = e +

() = (ABesw? + 2e00webe At + €00) + (—2€00We At — 2600)27 1 + £00272
B (W2AE? 4+ 2w L At 4 1) + (—2w L At — 2)z7 1 4 272
(At285w3+2500w555At+500)

(—2ecowe At—2e50) 2

71 oo —

_ NI Esy m i vy sy ) LA (ngﬁ—&—ZwEgaAt—&—l)Z; A 10
B 1 (“2webcAt=2) g 1 —2 A1)
t At A T AR e A P

b b1zt 4 boz2
_ 0+ 0127 4+ boz (A.ll)

14+a1z71 + agz2

Comparing the coefficients from equations (A.10) and (A.11) gives us the coefficients
bo, b1, ba, a1, as with respect to parameters from e(w).In literature another method is also
used, which I explain for completeness. For more details please refer to [52]. First,
approximate a function f using the Taylor Series

< ) (g
rifea) = 3 Dy
n=0
0 @
= f<)(0)(x—a)0+f(1)(x—a)l—i—%(x—a)z...

Where f(™ = ‘g—:. Setting a = 0, f(™ = f, and replacing =" by z~" leads to
Tf ()= fo+ fiz '+ foz 2 + ..

In the next step we express the function we want to approximate (e.g € (w)) as ratio of
two polynamials of order L and M respectively

bo+biz t+bez 2+ ... +bpz L

ag + azfl +agz 24 .. F+ayz M

Fa(z) =
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A. The Z-Transform

where ag := 1. Solving the system

f(z) = Fa(z)
bo + blzfl + b2Z72 —+ ...+ bszL
ap +azyt Fagz 2+ ... fayzM

S fo+ firl4 fozr 4. =

& (fot+ gt + for 24 .) -

(ao + azl_l + a22_2 + ...+ aMz_M) = by+ blz_1 + bzz_2 + ...+ bLz_L
Equating the coefficients from 2~ (41D 2= (E+M)leads to the following system of equa-
tions

am fr—m+1 + a1 fr—m+2+ ... +aofry1 = 0 (A.12)

ap fr—m+2 +apm—1fr—my3 + ..t aogfree =

amfr+am—1foe1+ ... +aofrem = 0

Equating the coefficients 1, 2~ leads to

bo = fo (A.13)
bi = fi+aifo
by = fot+aifi+azfo

min(L,M)
b = fo+ Z aifr—i
i=1
As simple example for llustrating the method I calculate the Padé approximants for the
permittivity linked to the Debye Model

(65 — &)

W)= et T

First I apply the bilinear transformation jw — % G;%) to e (w) to go to the Z-

Domain, leading to

| 2600T — 260072 + s AL !
fE) = T AL Ty — s

Calculating the coefficients for the second order Taylor expansion

_ 2600T + e5/\E
_ 1 _ (o] S
fo=e(@)lmm0 = =1,
I Oe | ATt (85 — €c0)
= —|,-1= =
P gt (At +27)?
0% 8 (e — €5) (AT — 2At72)

2f2= o —ali=0 = 2

a(=)) (At +27)
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A.4. Z-Transform using padé approximants

I first have to solve the system of equations (A.12)

arfi +aofo =0
Keep in mind that ag := 1. Leading to

v _é_(At—Qr)
L N )

Now I can solve the system of equations (A.13)

bo = fo
b1 = fi+aifo

leading to

2600T + s AL
At + 27

es At — 28507
At + 21

by =
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B. Finite Differences

The differential maxwell equations are approximated by finite difference equations. This
procedure is based upon the taylor expansion. For a function f(x) = f(xg+h) the Taylor
expansion is

62

Fle) = oo +h) = Zf B = F(a0) 5 f(@)mash + g F@)ameoh® +

ox

For this chapter n corresponds to the index in time (after discretization) and i for the
index in space (after discretization). The Taylor series expansion in time (n) around the
grid point (i,n) with At = "t — " is

of 0% f
n+1 _ n n 2 n
i = fi'+ At Gt‘ (At) izl ¥
of ., S =g Ff
L L4 1

The second term on the right side is of first-order, because it only depends on At. This
means that the error increases linearly with At. By dropping the error terms we get the
First-order forward difference

o8 I

B.1
at't — At (B.1)

To approximate the first derivative with second order precision we expand f{”l and fi"_1
around the grid point (i,n)

) 0’ i

AR A a{ I+ (At)2 (%f i + ( )’ atf B (B-2)
0 2 o’

[T = ta{W 2! ”237{5'”_6( t)gatf’n 3

Subtracting B.3 from B.2 and dropping the error terms we find the Second-order centered
difference

8f’n N fin+1 _ fin—l

ot 2\t (B4)

approximating the first derivative. The problem is that in this equation we need to
know the value of the function at time step n+1 and n-1. In the interleaved leapfrog
algorithm it is for example necessary to define intermediate values of the derivative at
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B. Finite Differences

half time/space steps.

we get:

If we approximate fi”'H and f* around the grid point (i,n + %)

ntd | AOf mil | AP

- niy  AEBOS iy
A - f — halt —= Z )y B.
/i Ji "t gl Torl TR ol (B:5)
" ntl  AtOf ntl  A2Of ntrl A3 Pf nsl
no— fot2 T2l _—— ] - — B.6
Ji Ji 2 ot" 4 Ot? L 48 Ot3 L (B6)
Subtracting B.6 from B.5 leads to a second order difference
OFf ntl nt+l _ fn
Oprt L S )

ot 't - At

We notice that even if the right hand side of B.7 is equal to the right hand side of B.1, B.7
is second order accurate for an approximation of the frst order derivative at an half-time
step. Until now we only considered temporal discretization. We get similar results for the
spatial discretization. In this case, the temporal step n stays constant and we advance
the spatial increment i. If we furthermore replace in the formulas above the temporal
step width At by the spatial step width Ax we have the spatial finite differences.
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C. Phase unwrapping

To determine m from equation 6.21, measurements of two samples with different thick-
nesses have to be done. This may be a problem for expensive samples. One common
approach to solve this ambiguity problem is by applying a Kramer-Kronig relations to
the wavenumber [133]. A Kramers-Kronig type of relation is a bidirectional relation
connecting the real and imaginary parts of any complex function that is analytic in the
upper half-plane H. Where the upper half-plane is defined as the set of complex numbers
with positive imaginary part (H = o+ 8| > 0;a, 5 € R). For a causal medium, m can
be choosen uniquely because for an analytic function of frequency p = o+ 4/ this results
in a Kramers-Kronig-type relation between a and . Causality refers to a system where
the output y(tp) only depends on the input z(t) for values ¢ < ¢y (past and current but
not future inputs). The Kramers-Kronig relation which allows me to compute the real
part of the complex wavenumber 8 from the attenuation factor a corresponds to

Pk (@) 2 70“’10‘(‘”1) [Bo @) 4, (C.1)

=1+-P
Bo (w) T w? — w?
0
where Sy = 2m/A¢ is the free-space wavenumber. P denotes the principal value of the
integral. Which is defined as

400 +R
P / F@)de = limpa / f(@)da (C.2)
—00 —R
P/bf(x)dx = lim,_o+ C/Tf(x)d:c+/bf(:p)daz (C.3)
a a c+r

for an interval I = [a,b],a,b € R, ¢ € I,c € R. In equation (C.1) the domain extends
from [0, 4+00] but we only have a finite bandwidth data. This leads to truncation errors
especially at the band edge [101]|[97]. Fortunately the results can still yield reasonable
agreement with the actual data [97]. This method is employed by numerically solving
equation (C.1) for example by using the trapezoidal rule with « retrieved from equation
(6.22). Next 3, from equation (6.22) is computed for different m and compared with
Br -k from equation (C.1). Only one value of m will match with Sx_g. To illustrate
the effect of the phase ambiguity we consider an example of an isotropic dielectric slab
in free space with a given thickness d = 0.1m and &, = 2.0 + i0 and p, = 1.0 4+ 0 over
frequency range from [0 — 8.5] GHz. To make the problem as realistic as possible I first
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C. Phase unwrapping

create a “touchstone” file. Where the S-parameters are computed according to Arslanagic

[8].

a1 - =2 ) o

(n4m0)% = (n—m0)? 2>
dnnoZ
S21 = C.h
(n+no)* — (n —no)*2? (C:5)

with n = \//% the impedance inside the dielectric, 19, the impedance of free space
and Z = e~**? with d the thickness of the slab and k = w?ep the wavevector. For an
isotropic material we assume S11 = Soo and So; = S12. These parameters are complex
in general. Next we use the NRW procedure to extract the material parameters. At a
frequency of 8.5G'H z the wavelength in the dielectric equals Ap;e(8.5GHz) = Xo/\/Ept =
0.0375/1.41 ~ 0.0265 m. This is about four times smaller than the sample and therefore
the condition that m of equation (6.21) equals 0 over the whole frequency range is not
fullfilled. What happens if we nevertheless keep m = 0 for a frequency varying from
[0 — 8.5] GHz is illustrated in Figure C.la. The permittivty differs significantly from
what we expect. The origin of this problem becomes clear by considering the phase of
the transmission coefficient T', which can be computed as ¢ = atan(T”/T") represented
in Figure C.1b.

" Re(g) NRW —— ‘ ‘ ‘ ‘ ‘ " phase
3l Re(g) theory ----- 1 3

0 1 2 3 4 5 6 7 8 9 0 1 2 3 4 5 6 7 8
Frequency [GHz] Frequency [GHz]
(a) m =0 for a relatively large sample. (b) Phase of transmission coefficient.
Figure C.1.

The jumps in the retrieved permittivity occur at the same frequencies as the jumps in the
phase of the transmission, oscillating between +7. The phase is referred to as wrapped.
Unwrapping the phase allows us to solve the ambiguity issue [76]. This procedure is
called phase unwrapping and is an easy to implement alternative to the Kramers-Kronig
relation method, which still may be used to validate the initial value of m. Therefore we
increment m by 1, m — m + 1 over the bandwidth everytime we detect a jump in the
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phase. We then use this new value of m for further calculation of the permittivity and
permeability. The difference between the wrapped and unwrapped phase is illustrated in
Figure C.2b. The effect of the unwrapping on the permittvity is shown in Figure C.2a.
Now we observe the expected agreement between the theoretical and retrieved permit-
tivty.

3 T T T T T T T T T T T T
Re(e) NRW —— wrapped
Re(e) theory ----- L unwrapped
25 ¢
2 -
15
1 L L L L L L L L L L L L L L L L
0 1 2 3 4 5 6 7 8 9 0 1 2 3 4 5 6 7 8
Frequency [GHz] Frequency [GHz]
(a) e retrieval from unwrapped phase. (b) wrapped vs unwrapped phase.

Figure C.2.: Effect of wrapped vs unwrapped phase on the permittvity retrieval.

The ambiguity problem for m doesn’t occur if the starting frequency of the measurement
is below a given minimum frequency fmin (equation (C.6))|[76] because in this case we

start at m = 0. )
c
< .
Erlr < <2dfmin) (C.6)

where d is the thickness and ¢ the speed of light. What happens if f;, is not small
enough? To illustrate this we keep all the parameters the same as before in the ex-
ample, we only increase fpn, from 0 — 1.059GHz. The result from equation (C.6)
is ;= 2.0035 if we now slightly increase fy,in to 1.060GHz and equation (C.6) is
erptly = 1.9997. This means for f,;, = 1.060GH z the algorithm should not be working
properly anymore. The reason for this becomes obvious in Figure C.3a and Figure C.3b.
The first jump in the phase is skipped in Figure C.3b. Therefore our assumption m = 0
is not valid anymore. In this case we would have to start at m = 1 instead to get the
expected result. The effect on the permittivity is significant if the initial guess for m is
wrong, as can be seen in Figure C.4a and Figure C.4b. Fortunately the difference from
the obtained value with respect to the expected result is so important that obviously
something went wrong.
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C. Phase unwrapping

0 1 2 3 4 5 6 7 8 9 0 1 2 3 4 5 6 7 8 9

Frequency [GHz] Frequency [GHz]
(a) phase for fmin = 1.059 GHz (b) phase for fmin = 1.060 GHz

Figure C.3.: Effect of different starting frequencies on the phase

4 ‘ ‘ : ‘ 4 : : ‘ :
Re(e) NRW —— Re(g) NRW ——

3l Re(g) theory ----- 1 3l Re(g) theory ----- 1
2F-- - A R R L AR -
1 1t
0 0
-1 f 1
2 2

0 1 2 3 4 5 6 7 8 9 0 1 2 3 4 5 6 7 8 9

Frequency [GHz] Frequency [GHZz]
(a) € for fmin = 1.069 GHz (b) € for fimin = 1.060 GHz

Figure C.4.: Effect of different starting frequencies on the permittivity
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