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ABSTRACT

A-STABLE IMPLICIT RAPID SCHEME AND SOFTWARE SOLUTION FOR
ELECTROMAGNETIC WAVE PROPAGATION

By
Mathialakan Thavappiragasam

A robust and rapid scheme to solve electromagnetics (EM) is an important requirement in
the scientific computing environment in which there are several useful methods used to solve
tasks in EM. Our research study is motivated by this need and is targeted to develop a fast
A-stable implicit numerical scheme and scalable software solution for EM wave propagation.
Our scheme is based on the Method Of Lines Transpose (MOLT') approach which discretizes
time first and then solves boundary value problems. By applying the free-space Green’s
function, the solution is derived by decomposing particular and homogeneous solutions. The
compact Simpson’s quadrature based, O(N) fast convolution, a recursive algorithm, is used
to solve the particular solution for N number of grid points. The homogeneous solution
is obtained using a particular solution at the boundary points and the applied boundary
conditions. The multi-dimensional scheme is developed using the ADI splitting approach
and an arbitrary order accuracy in time is achieved by switching the time derivation to a
spatial derivation using the Lax-Wendroff approach.

The focus of the work in this thesis has been to overcome the limitations in Neumann
and outflow boundary conditions to get high-order accuracy by using special treatments that
deal with a choice of the interpolation, finite difference stencil, and the initial conditions.
In addition, we have extended these ideas to construct perfectly electrically conducting
boundary conditions in 2D for the MOLT.

In addition to introducing higher-order boundary conditions, an embedded boundary
method is employed to deal with complex geometries. As the method is A-stable, it does not
suffer from small-time step limitations that are found in explicit finite difference time domain
methods when using either embedded boundary or cut cell methods to capture geometry.

Further, we are developing an open source code MOLTN (Method Of Lines Transpose, Nth



order) which is intended to be a hardware-independent, scalable software tool, using multi-
node MPI, multi-core OpenMP, and GPU CUDA implementation. As a test case of the
method, we implement and study the A6 magnetron with our embedded boundary method
using point sources inside of the domain.

The eventual goal is to combine this method with a novel particle method for the simu-
lations of plasma. The particle method would treat particles as point particles that generate
fields that are tracked on the mesh. No density or current will be mapped to the mesh.
The consistency and performance of the scheme are evaluated for EM wave propagation and
scattering using different shaped objects including curved boundaries and the introduction
of true point sources that demonstrate how we handle particles. Stable solutions result for
a wide range of mesh sizes and potential to leverage novel computing architectures, such as

GPU, have been demonstrated.
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CHAPTER 1: Introduction

1.1 Context and Motivation

Scientists have been researching Higher Power Microwave (HPM) tubes to improve their
performance in new technologies, as well as identifying applications in different areas, such
as medicine, waste decomposition, radar systems, plasma screens, linear accelerators, etc.
Beyond working in the Electromagnetic (EM) experimental labs, researchers also have been
working on the development of HPM simulation tools using different numerical schemes.
Simulations can provide insight into real experiments. Moreover, they are very flexible to
implement and can test new ideas using easy, fast, and cost-efficient design cycles. In order
to perform EM simulations, first, we have to solve Maxwell’s equations. Several approaches
have been introduced to solve Maxwell’s equations. They basically fall in the broad category
of Finite Difference (FD) Methods, Finite Element Methods (FEM), Method of Moments
(MOM), or hybrid techniques which combine two or more methods ( e.g., Finite Element
Time Domain (FETD) with Finite Different Time Domain (FDTD) or FETD with MOM).
Each of the aforementioned methods has pros and cons, For example, the FDTD-based
explicit Yee scheme [71] has been used as a benchmark method for more than 60 years because
it preserves certain physical properties very well namely, Gauss’s law and the continuity
condition. The drawback of the method is that it fails to handle curved boundaries in
Cartesian grids due to staircasing issues. Further, explicit FD schemes can become unstable
when the surface bounds a medium [52]. In contrast, the FETD method is a very prominent
approach for complex geometries but this requires the solution of large systems of linear
equations. Such methods are expensive and hard to scale due to the bottleneck of matrix

inversions. Further, FETD schemes based on the Newmark beta method are unconditionally



stable but exhibit only second-order accuracy [29]. In the same spirit as FEM, the MOM
was developed to address complex problems in EM. The method transforms the boundary-
value problem into a system of linear equations [42]. Consequently, it suffers from the same
performance issues as FEM, since these matrices need to be inverted. The MOLT based
scheme developed by Causley et.al. [15; 13] was designed to address the issues faced by FDTD
and FETD methods. It is an unconditionally stable, fast, and implicit scheme, capable of
arbitrary order accuracy in time for Dirichlet and periodic boundaries on Cartesian grids.
The method reduces to second order for outflow boundary condition and Neumann boundary
condition on curved boundaries. My work extended the order of accuracy for these problems
to arbitrary order, which was verified through refinement studies. We show fourth-order
spatiotemporal accuracy for complex geometry problems including curved boundaries.

Further, a general framework was defined for problems with complex geometry using an
embedded boundary approach. Simulation tools for HPM tubes, such as A6 magnetron, 12
and 18 cavity rising suns were developed using a PEC boundary condition. The scheme
was derived for the electromagnetic vector potential using the Lorenz gauge which imposed
the PEC boundary condition in 2D. I evaluated the simulation of A6 magnetron using a
ping test and obtained six-strong resonance modes. This is identified as a challenging task
because the existing tools may fail to give an accurate or a robust solution [39; 40; 51; 67],
or the methods are limited to second-order accuracy [32]. The Discontinuous Galerkin PIC-
based approach fails to obtain the exact six resonance modes for the simulation of an A6
magnetron due to the diffusivity of the scheme [39; 40]. The multiphysics simulation software
tool VSim which is based on conformal Finite Difference Time Domain (FDTD) methods
and conformal particle boundary conditions, fails to give robust solutions in the simulation
of A6 magnetrons for every resolution. The user-configurable code, MAGIC which is an EM
FDTD-PIC code, is limited to the second-order accuracy[32].

We will review the needs and challenges for the simulation of magnetrons, specifically A6

magnetron in the next section.



1.2 High Power Magnetrons

The Magnetron is the most tunable Higher Power Microwave (HPM) source with 30%
tunable range [62]. It was invented by Arthur Hull in 1913, and magnetrons were built on
his original principles in the 1920s and 1930s with power levels of about 100W. In the 1940s,
the magnetrons developed by Boot and Randell achieved 10kW on their initial development.
In August 1940, the cavity magnetron based new weapons development for the US defense
systems during World War-II was led by Sir Henry Tizard. The magnetron driven radar had
a great impact on the war and the subsequent technical development of the magnetrons was
mainly carried out at the MIT radiation laboratory. The postwar development of magnetron
and related technologies has been enhanced in multi-directions. Such technology is strapping,
a mode selection technology which shifts the frequency spectrum by connecting alternate
resonators and prevents mode hopping. The rising suns, designed by alternating between
two resonators’ shape to separate the mode in frequency. A new generation of high-power
frequency-agile magnetrons was introduced for electronic warfare applications. The coaxial
magnetron, introduced by Feinstein and Collier, allows stable tuning by use of a cavity
surrounding the magnetron resonator. The Magnetron Injection Gun was introduced by
French and the relativistic magnetron (high current extension of the conventional magnetron)
was developed by Bekefi and Orzechowski in 1976 [5; 23; 32].

Nowadays, magnetrons, high output power (GW-class) microwave tubes, are used in nu-
merous applications such as communication systems, radar, warfare, medical X-ray sources,
and microwave ovens. To study and enhance the performance of the magnetrons, magnetron
developers need a reliable and accurate simulation method. The research studies on the sim-
ulation of magnetrons have been carried out in academic research labs, national research labs
as well as electrical-electronic-computer engineering industries. For this simulation, we need
to derive a time-dependent solution for Maxwell’s equations that is applicable for complex
geometries and should have the ability to incorporate with particles. In recent years, the

conventional FDTD particle-in-cell (PIC) method has been widely used to study magnetrons



as well as other microwave tubes. Even though the FDTD based Yee scheme is a well-agreed
method for Maxwell’s equations and preserves divergence-free quantities, because of an ex-
plicit scheme it suffers from CFL restrictions and is not suitable for curved surfaces due to the
cut-cell staircasing approximation. Another approach, the conformal finite difference time
domain (CFDTD) PIC method, treats cut-cells differently in order to maintain second-order
accuracy for curved surfaces [51]. The CFDTD Dey-Mittra algorithm adjusts the area and
lengths of cut cells in the equation of Faraday’s law in Maxwell’s equation, but its stability
is limited by the CFL condition and it wouldn’t be scalable. The ADI-FDTD is one of the
most powerful schemes to solve Maxwell’s equations because it relies on simple, one dimen-
sional, tridiagonal system solvers in contrast to a single large system solver as is required by
the Crank-Nicholson implicit method. However, the ADI-FDTD method is mostly used to
solve non-complicated domains such as rectangular domain and is not applicable for complex
geometries because of showing only first-order accuracy for stair-stepped curved boundaries.
ADI-FDTD method combined with the Dey-Mittra embedded boundary method can model
the curved domains associated with complex structures and time step sizes beyond the CFL
limit [67]. The efficiency of this method depends on the one-dimensional tridiagonal solvers
which are used underneath and that will cause a major bottle-neck which effects the scala-
bility of the scheme. Further, the order of accuracy is limited to second-order.

Based on these studies, in order to simulate the HPM tube, we need a robust implicit
scheme that applies to complex geometries. Hence, the MOLT based A-stable implicit scheme
introduced in [14] is chosen to simulate HPM magnetrons and imposed embedded boundary
methods to deal with complex geometries associated with these kinds of accelerator struc-
tures. We derived a time-dependent solution to Maxwell’s equations in the vector potential
form under the Lorenz gauge and imposed a perfect electric conductor (PEC) embedded
boundary method. The scheme is unconditionally stable, shows fourth-order accuracy be-
yond the CFL restriction, and is freely scalable with high performance (requires O(n) cost

for n grids). It doesn’t depend on scalability restricting matrix operations but instead uses



free-space Green’s function based fast convolution. We performed a cold test using our sim-
ulation study. The cold test is an experiment of classical electromagnetic/microwave studies
without including charged particles and it can be done in either the frequency or the time
domain. We determined the dispersion relation of the interacting structures or slow-wave
structures and obtained the fundamental frequency mode using ping tests. It would be
possible to carry out a follow up hot test which will include particles.

Figure 1.1 shows the 3D view of a relativistic A6 magnetron with diffraction output
(MDO) [61]. It has a cylindrical cathode in the center, an anode with six vanes around the
circle symmetrically, and a coupling horn which is connected with a cavity. We simulate
the open cavity A6 MDO using our MOLT based scheme by imposing embedded Neumann
(Chapter 4)/PEC (Chapter 5) and outflow boundary conditions for the scheme evaluation.
Further, our simulation study includes a symmetrical A6 magnetron using PEC boundary
conditions in 2D and Neumann boundary conditions in 3D. Further, we evaluate the A6
magnetron for the impulse response and resonance mode frequencies of it. A 2D view of
an A6 magnetron without diffraction output is shown in Figure 1.2. This has a cathode of
radius r. and an anode with inner radius r,, vane radius r,, vane angle oy, and cavity angle

Q9.

CATHODE

ANODE BLOCK

VANE RESONATORS

COUPLING HORN

Figure 1.1: 3D Relativistic A6 magnetron with diffraction output (MDO) with a cylindrical
cathode in the center [61]



Vane resonators

Anode block

Figure 1.2: 2D view of A6 magnetron with a cathode of radius r. and the anode with inner
radius r,, vane radius r,, vane angle a1, and cavity angle as

1.3 Research Goal and Objectives

We have been working towards developing a linear-time, fast higher-order, multi-dimensional,
A-stable implicit solver that can be applicable for electromagnetic (EM) problems, specif-
ically targeting plasma science. This approach uses MOLT formulation combined with an
ADI scheme. In this way, algebraic approximations of original complex multi-physics prob-
lems can be mapped to utilize a computer’s core competencies. We aim to develop several
classes for leadership distributed multi-core computing platforms based on GP-GPU that is
an O(N) direct implicit solver, and thereby enable exploration of a range of grand-challenge

problems. We are motivated by the following objectives:

e The development of high-order outflow and Neumann boundary conditions in 3D and

implementing a general geometric framework.

e The development of a high-order EM solver with no CFL constraint by developing



suitable boundary conditions for the vector-potential form of Maxwells equations under
the Lorenz gauge. Develop a scheme for perfectly electrically conducting layers (PECs)
in 2D.

e The development of high-order multi-core 2D and 3D implicit solvers on GPGPU for

general geometries.

e The development of a scalable software solution using multi-core openMP and multi-

node MPI.

We choose classic EM problems with complex geometries to assess our solver. These
include photonic crystal waveguides, scattering of laser light on spherical objects, and sim-

ulating electron beams in an A6 relativistic magnetron.

1.4 Electromagnetic Wave Propagation

1.4.1 Electromagnetic Fields

The mathematical relationship of electromagnetic fields is governed by Maxwell’s equa-

tions. The differential form of the macroscopic Maxwell’s equations can be expressed as:

0B
E+—= 1.1
VXE+ - =0 (1.1)

oD
V.B=0 (1.3)
V-D=p (1.4)

Where Equations 1.1 and 1.2 represent Faraday’s law and Ampere’s law respectively, and
Equations 1.3 and 1.4 represent Gauss’s law. Here B is the magnetic flux density (Wbm™?2),
D is the electric flux density (Cm™2), E is the electric field intensity (Vm™'), H is the

magnetic field intensity (Am~1!), J is the electric current density (Am™2), and p is the



electric charge density (Cm™3). In linear isotropic media, the electric flux density D and the
magnetic flux density B have the constitutive relations with electric field intensity E and

magnetic field intensity H as follows:

D = ¢E = ¢y, E (1.5)

B = uH = popH (1.6)

where the dielectric constant € is the permittivity (Fm™'), € is the free space permittivity
and €, is the relative permittivity. Similarly, p is the permeability, po is the free space
permeability (Hm™'), and u, is the relative permeability of the media. Upon applying the

approximations (1.5 and 1.6), we get

V-H=0 (1.7)
v-E=" (1.8)
€
Now consider the case where € and p do not vary with time, thus
OH
V x E — =0 1.9
XE+ (1.9)
OE
H-c—=1J] 1.10
V x €5 (1.10)

Since we have solvers for second-order wave equations, we convert the first order Maxwell
system to second-order form.

We know the following relationship with the curl and divergence operations,

Vx(Vxv)=V(V-v)- Vv (1.11)

Applying Equation 1.11 to E, we find the wave equation for the electric field in the



presence of source,

V(V-E)-V’E=Vx (VxE)
p OoH

v <E> - VIE = —u(V x )

J(V x H)
S G
_ _Mﬁ(e%—}f +J)
ot
O*E 0J
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1 0’°E 0J P

1
Ve’

have source-free wave equation for the electric field,

where the speed ¢ = Suppose there are no free charges, p = 0, and J = 0 then we

VZE-—-— =0 (1.13)
In the same way, upon applying Equation 1.11 to H, we obtain

V(V-H) - V*H =V x (V x H)

~V’H =V x (ea—E —i—J)

ot
= e—a(va: E) +VxJ
= (_5;88_13) +VxJ
= —ueaa; +VxJ
V’H — 128;;1 =—-VxJ (1.14)

If J = 0 then we have source-free wave equation for the magnetic field,



1 ?H
2
VH - 55 =0 (1.15)

We have derived a wave equation for the electric field (1.12) and the magnetic field (1.14)
previously. However, since our targeting application domain is plasma science, we need to
obtain electric scalar and magnetic vector potential formulation from the mixed potential
form of Maxwell’s equation which can easily deal with charged particles. We give a detailed

derivation for the vector potential formulation in Chapter 5

1.4.2 Boundary Conditions for Electromagnetic Fields

The electromagnetic fields and flux densities are subject to boundary conditions; they
can be derived from the integral form of Maxwell’s equations. Let’s consider a current and

charge-free boundary s that separates the regions 1 and 2 as shown in Figure 1.3.

(E;, Hy) Is Inﬁs (D1,By)

=

(E,, Hy) (D,,B;)

Figure 1.3: Boundary surface between two regions with electric fields E; and E,, magnetic
field H; and Hs, electric flux densities D; and Ds, and magnetic flux densities
B, and Bs respectively. Here, J, is the surface current, ps is the surface charge
density, and n is the normal vector pointed out from the region two.

Faraday’s and Ampere’s laws predict electric and magnetic fields are continuous along

the boundary, so the tangential boundary conditions can be expressed as,

n X (El—Ez):O n x (Hl—Hg) =0 (116)

Gauss’s law predicts the electric and magnetic fluxes are continuous along the normal to
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the boundary surface, so the normal boundary conditions can be expressed as,

A-(D;—Dy)=0 n-(B;—By)=0 (1.17)

Suppose the surface s has the induced surface electric current density J,; and the induced
surface electric charge density ps, the tangential and normal boundary conditions can be

predicted from Faraday’s, Ampere’s, and Gauss’s laws as follows,

ﬁX(El—Eg):O n X (Hl—H2>:JS (118)

1.5 Overview

We give a general overview of this dissertation and draw attention to the original contri-
butions of the work. Basically, this work begins with MOLT based A-stable implicit solvers
introduced by [15] and later developed to achieve higher-order schemes [14] and adopt em-
bedded boundary methods [13]. We provide high-order outflow and Neumann boundary con-
ditions in 3D while targeting 3D multi-core high-order implicit EM solvers on the GP-GPU
platform. This work contributes to the development of high-order outflow and Neumann
boundary conditions in 3D for general geometries and 3D high-order EM solver using the
vector-potential form of Maxwells equations under the Lorenz gauge. Further, this work
implements these solvers on a multi-core computing platform, GP-GPU in order to release
a full-throttle multi-scale solver to enhance spatiotemporal performance. We now describe
the structure of the dissertation section by section.

We start with an introduction of our work in Chapter 1 including motivation (in Section
1.1) and objectives (Section 1.3). In Chapter 2, we describe the available MOLT based

implicit scheme (in Section 2.2.1) and explain how we extend the technique to a 3D solver

11



using an ADI scheme ( in Section 2.3). We present numerical results for newly developed
3D solvers including variable speed test cases. Waveguides on a photonic crystal are used to
assess our 2D variable speed solver.

High-order temporal schemes are explained in Chapter 3 including a novel scheme for

high-order outflow boundary conditions described in Section 3.2. Further, this chapter in-
cludes numerical results for the proposed high-order 3D solver.
In Chapter 4, we begin with a description of the embedded method presented by [13] and
extend it to higher-order using the method given in [15] for 2D and 3D problems. Further, we
develop a general approach to deal with complex boundary problems in Section 4.3. We give
an explanation of our high-order 3D scheme in Section 4.2.3 and present numerical results
for complex boundary problems, electromagnetic wave scattering by PEC cylinders (4.4.1),
electron beams in A6 Relativistic Magnetron in 2D (4.4.3), and scattering of Laser light
on spherical objects in 3D (4.4.2) which are implemented using a fourth-order embedded
boundary scheme.

In Chapter 5, we explain our versatile approach for electromagnetic vector potential and
the implementation of PEC boundary conditions. We provide several test cases including
frequency mode analysis for A6 magnetron in 2D. Chapter 6 explains nuts and bolts of a
software solution which can be scalable using high-performance computing systems. Finally
in Chapter 7 we summarize our work that was carried out throughout this study and give a

list of possible directions that can be used for further advancement.
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CHAPTER 2: Mathematical Model for Wave Equation Solver

2.1 Introduction

In this chapter, we review the novel impact method which we will further develop in
later chapters. The new work in this chapter is the extension to 3D. We also discuss the
advantages of this approach over other methods.

Maxwell’s equations in free-space result in a hyperbolic wave equation with finite speed of
propagation of a field quantity. We develop a numerical scheme in 3D to solve the hyperbolic
wave equation by imposing different boundary conditions, specifically outflow and embedded
Neumann and PEC boundaries. We are mainly focused on the development of an EM
solver for problems with complex geometries, which can be easily accepted on multi-core
technologies facilitated by GP-GPU computing platforms. Our main target is to derive a
time-dependent solution for Maxwell’s equations with higher-order accuracy in time and
space.

In order to obtain the solution, we choose an implicit unconditionally stable Method Of
Lines Transpose (MOLT - also known as the transverse method of lines or Rothes method) [4;
17; 38; 41; 54; 50; 31] based numerical scheme coupled with an embedded boundary approach
to deal with complex geometry problems [15; 14; 13]. This was implemented in 2D and we
extend the scheme to 3D by successful implementations for different applications. This
approach uses a MOLT formulation combined with an Alternating Direction Implicit (ADI)
scheme. The method avoids the use of matrices that typically result from the discretization
of the spatial parts of a problem and thus eliminates the main bottleneck in scaling implicit
methods. In this scheme, a PDE is first discretized in time, and then the resulting boundary-

value problems are solved using a Green’s function method. In particular, the inverse of the
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resulting modified Helmholtz operator is analytically constructed and evaluated efficiently
using an O(NN) recursive fast convolution algorithm. Extension to multi-dimensions is formed
using an ADI scheme, and each line is solved independently. Next, we describe why this
scheme is an optimal solution.

When we use this scheme to solve the hyperbolic wave equation, the spatial information
along a line in the simulation is connecting the boundaries to all points in space along that
line to advance a computational solution in time. Along this line, every point in space knows
about the other points due to the nature of the Green’s function used in the solution. The
approximation of spatial convolution depends on the quadrature size we choose, and the
accuracy of the time derivation can be extended by using the higher-order scheme which
performs a set of spatial convolutions/sweeps in multiple computing levels. The hyperbolic
wave equation form of Maxwell’s equation is preserved by the time discretization and the
spatial convolution. Further, we proved the scheme is strictly dispersing ( no diffusive for-
mulation) [53; 15], and satisfies the Gauss’s divergence-free conditions. When we extend
the scheme to multi-D using ADI splitting, the spatial points talk to each other by moving
in each direction, and they communicate along the lines in that direction. We reduce the
splitting error by doing a couple of sweeps along each direction and taking the average in
multiple computing levels.

Historically, time-dependent solutions of the wave equation are most commonly con-
structed with the method-of-lines (MOL) approach [47; 48; 72; 59]. The MOL schemes
consist of either collocation (nodal) methods or Galerkin (modal) methods [7; 12; 20]. The
collocation methods (e.g.finite-difference, finite-volume, and finite-element methods) are used
to find a solution at a particular point, but in Galerkin methods, the solution is projected
onto a set of basis functions and the time-dependent coefficients are computed. The ap-
proach which has influenced most numerical methods in computational electromagnetics is
Finite-difference time-domain (FDTD) methods [46; 65; 19], which use an explicit scheme,

so these schemes are restricted by Courant-Friedrichs-Lewy (CFL) condition (concerning the
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ratio of the time step to the spatial step) that limits the time step size. In 1966, Kane S. Yee
derived an FDTD based time-dependent solution for Maxwell’s equations [71]. The FDTD
Yee scheme has been used for a large number of problems in computational electromagnetics.
However, the scheme is limited to Cartesian grids and suffers from the staircase effect on
curved boundaries. Further, it cannot be used to deal with discontinuities across material
interfaces while maintaining a high-order of accuracy. Hence, the scheme is not suitable for
curved objects or media with material interfaces [57; 19]. There have been many attempts
apart from FDTD methods [46; 65; 19] to complex geometry and raise the order of these
methods above two [21; 19; 11; 10; 18]. However, these methods have not made it into
the mainstream because they are not robust. In addition to stability issues, these methods
typically suffer from very small CFL [21; 19; 11; 18] conditions because of small cells at the
boundaries.

In contrast, implicit schemes break the CFL restriction. Hence, the implicit schemes
are most preferable to the problems with tightly coupled scales such as problems in plasma
science. Alternating direction implicit FDTD (ADI-FDTD) is an implicit scheme that is
used to develop an A-stable implicit Maxwell solver in several plasma-related problems [73;
58; 26; 27], but they are all second order in time. Further, the implicit Finite Element Time
Domain (FETD) method based on the Newmark beta approach is unconditionally stable,
but it gives second-order accuracy. Further, the implicit and frequency domain schemes
require cost-expensive matrix inversion. Therefore, the MOLT based scheme is chosen to
be an appropriate scheme for this simulation study in order to obtain high-order accuracy
rapidly.

In Section 2.2, we give the implicit semi-discrete solution for the 1D wave equation, in
Section 2.3 we explain how we can extend this framework to multi-dimensions. In Sec-
tion 2.2.3, we derive equations for several applicable boundary conditions including outflow
boundary conditions, and Section 2.4 explains details of the higher-order scheme, and finally

Section 2.6 reports a set of test cases. The subsections of section 2.4 are laid out as follows.
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In Section 2.4.1, we derive a family of schemes of order 2P for the one-dimensional case,
and in Section 2.4.2, we generalize the higher-order scheme for higher spatial dimensions,
producing ADI methods of order 2P which will be A-stable. Here P refers to the number of

terms taken in the MOLT expansion.

2.2 One Dimensional Implicit Wave Equation Solver

Based on the initial boundary value problem with consistent boundary conditions, the

wave equation for one spatial dimension can be written as follows,

1

g@ttu — Oz = S(z,t), =z € la,b], t<0, (2.1)
with initial conditions

u(z,0) = f(z), =€ la,bl,

Owu(z,0) = g(z), x € la,b,
where ¢ is the propagation speed and S(z,t) denotes a source. This is well-posed once
consistent boundary conditions are appended, such as:
1. Dirichlet boundary condition: u(a,t) = Up(t) and u(b,t) = Ug(t).
2. Neumann boundary condition: d,u(a,t) = Vi(t) and 0J,u(b,t) = Vg(t).
3. Periodic boundary condition: u(a,t) = u(b,t) and 0Jyu(a,t) = ,u(b,t).

4. Outflow boundary condition: dyu(a,t) = cOyu(a,t) and u(b,t) = —cOu(b,t).

2.2.1 Semi-discretization

The semi-discrete form of the wave equation can be obtained as follows:

We start by discretizing uy using the second order time centered finite difference approxi-
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mation,

unJrl — u™ + unfl AtZ
Opu™ = A2 - 12 &mu(:c,n), ne [tn717tn+1]- (2-2)

The Laplacian has to be evaluated at time t,,; to obtain an implicit scheme. To perform
this, we can apply a symmetric 3-point averaging for the Laplacian because we choose a

centered finite difference stencil.

un+1 — " + un—l) AtQ

8mu” = am; (’LLn + 52 62 att:z:xu(x> 77) (23)

where [ > 0.

Using (2.2) and (2.3), we obtain the second order semi-discrete equation,

2 n+l _ Qu™ n—1 2
(0 - &) (wr+ = 6“2 T )=- St +OAR).  (24)

The differential operator in Equation (2.4) can be interpreted as a modified Helmholtz

operator with,

p

Llu| = (1 — é@x:(;)u(x), o=

x € [a,b]. (2.5)

On rearranging equation (2.4), we form the modified Helmholtz equation which can be

written as,

1
Lo[u"h — (2 - " +u"t) = 32 (u" + ?S”) (2.6)

We solve this modified Helmholtz equation (2.6) by inverting the Helmholtz operator £
using the free space Greens function. In this way, we start with the solution subject to the
boundary [—o00, o] and then map it to the actual boundary [a,b] by making the boundary

adjustment terms. Next, we describe the process in detail beginning with the derivation of
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Green’s formula. Equation (2.4) can be written as,

(1 . %0M>¢(x) = s(z), =€ la,b], (2.7)

where ¢(x) = u" ' —(2— %) u"+u""! and s(z) = 2 (u"Jr%S"), subject to the homogeneous
Dirichlet boundary condition

7#(“) =0, w(b> =0, (28)

The semi-discrete form of Equation (2.6) approximates the hyperbolic wave equation
with the second-order of accuracy in time using centered finite difference, and the symmetric
formulation removes the numerical dissipation. The scheme was proved as purely dispersive
[53], so it is more favorable for long-time simulations and overcomes the spurious effect of
numerical diffusion. Consistency of the scheme was proved for free space and with boundary
conditions. Further, the scheme was proved as an unconditionally stable scheme using Von-
Neumann analysis (see [53] for proof). Based on those characteristics/proofs of the scheme,
the hyperbolic nature of the equation is preserved.

Upon multiplying the expression (1 - éﬁm) Y (x) with a test function P(z) and integrate

it from a to b,

b

/ (1- éam>w(x)P(x)dx

— /¢(x)<1 — éam)P(x)dx — %(P(x)axw(aﬁ)

Now we have the Green’s formula,
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b
1 1 1 b
/ [w@;) (1 - ?&336)]3(95) - (1 - Eam)qg(x)za(x)}dm - E(P(x)&;w(x) = ()0, P()
(2.10)
Suppose the function P is a free space Green’s function
1 / /
(1— E(’?M)P(x,x) =iz — ') (2.11)

b

s(x)P(z,2")dx = ai <P(x, )0 (x, 2")

s(x)P(x,2")dx = O%(P(a:,x')axw(w) ’

b
a

— ()0, P(x, :B/)

) (2.12)

a

Hence,

b

v(@) = [ s@Pla,d)do+ 5 (Pla.a)0s0(@)]) = (@)0uP (o, )

a

b) (2.13)

This ends up with the particular solution and boundary correction which can be obtained by
the boundary condition we chose (Dirichlet, Neumann, periodic, outflow etc.). Here we chose
to use the free space Greens function and enforce the boundary conditions on u(a,t) and
u(b, t) through expressions we derive for the unknown terms. Let’s apply the homogeneous

Dirichlet boundary condition (2.8),

b
vle) = [ s(@)Plaa)do+ o (PO~ Pla.a)dui(

=

m) (2.14)
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Now we have two unknowns 0,1 (z) and 0,0 (x) and they can be obtained by solving

r=a r=b

the systems of linear equations that are derived by the limits on Equation (2.14) to =’ — a

and 2’ — b,

b

¥(a) = / s(x)P(x, a)dz + é (P(b. )2, 2)

P(b) = /s(x)P(x,b)dx + %(P(b, b)0yb() .

a

= Pa,0)0.1() x:a) (2.15)

= P(a,b)0,6(x) z:a) (2.16)

Since here, we are imposing homogeneous boundary condition, ¢(a) = 0 and ¥ (b) =

b b
W(z)| = wa< - P(a,b)/s(:c)P(x a)dx + P(a,a /5 P(z,b) dx (2.17)
b )
O () = / P(xz,a)dx + P(b,a / P(x,b) da: (2.18)
where
o2

W =

P(a,a)P(b,b) — P(a,b)P(b,a)

Now we compute the exact free space Green’s function to substitute the test function P,

(1 — iﬁx:C)G(x, ') =6(x — ') (2.19)

a2

subject to G(x,2') = 0 when z — —oo and  — oco. We can show that the Green’s
'+ '+
= 0 and jump conditions 0,G = —a?.

' — x/—

Consider the homogeneous solution ¢, L& = 0 and decompose it to two solutions ¢, and ¢

function satisfies the continuity condition G

for x > 2/ and x < 2/. So they also satisfy Lo = 0 and Lo, = 0 and ¢; and ¢, can be
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written in the form of,

¢1 = cisinh(ax) 4 ciacosh(ax) (2.20)

¢9 = co1sinh(ax) + coacosh(ax) (2.21)

Upon applying the continuity and jump conditions ,

cnisinh(ax’) + cipcosh(ax’) — corsinh(ax) — cagcosh(az’) =0 (2.22)

crrcosh(ax’) — crasinh(aa’) + —corcosh(ax) + caasinh(ax’) = —a (2.23)

Let’s consider 2’ = 0, then we get, ¢1o = ¢oo and co; = ¢11 + a. Now we write the solutions

¢1 and ¢, in the exponential form,

= _ _ 2.24
o1 Cn( 5 ) + C12< 5 ) ( )
b= (om0 (1Y (T 229
For x > 2/, limy o ¢1 = 0, we choose ¢;; = —c;2 such that e** vanishes, so,
¢ = —cne” ™
Similarly, for x < 2/, limy, o ¢ = 0, we choose ¢;; = —a/2 such that e”** vanishes,
S0,
a
Hence, the Green’s function G(z,z’) = %e“""”‘””", and therefore the inverted modified
Helmholtz operator can be written as,
L u] = I,[u] + Ae=#=0) 4 pealb=2) (2.26)
Particular solution Homogene:)rus solution
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where,

b
I.[u] := %/eo‘|my|u(y)dy, x € [a,bl, (2.27)
and
_ ¥ 1 __¥b) 1
A== 75V, B g0, (2:28)

A and B also can be written in integral form as follows,

A= [, B=5 [ duy.  (229)
—00 b

The coefficients A and B of the homogeneous solution are determined by applying bound-
ary conditions. Now, equation (2.6) can be written using the inverted Helmholtz operator,

L1 as follows,
1
un+1 — 9y + un—l — _/BQUTL + B2£;1[un] + 525;1 [&Sn} ) (230)

The definition can additionally be modified to include boundary corrections on a finite
domain (see [15]).
We also introduce a new operator D related to equation (2.26) that we are going to use

frequently in higher-order and higher dimensional solutions.

T

" — 20"+ u" Tt = —BPD,[u"] + B2LT [%S“], D, [u] :=u— L, [u]. (2.31)
o

The computational cost of evaluating I, [u] in equation (2.26) is typically O(N?); however it
can be computed efficiently with second order accuracy at O(N) cost using the fast convo-

lution method detailed next.
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2.2.2 Fast Convolution Algorithm

We are going to see how we can compute the particular solution using a fast convolution
algorithm. The integration for the particular solution, I[u](z) can be performed by decom-
posing it into left (I*[u](z)) and right (I[u](z))) oriented integrals as shown in the Figure

2.1

o ai_ xji—l ixj x ? A
Ful()— Ax —I*[u](x)

Figure 2.1: Fast convolution line integration which decomposes left I*[u](z) and right
I%[u](z)) oriented integrals between the domain a and b with the spatial step
SiZG, AZE](: T — (L’j_l).

We begin by splitting the integration at y = x, and integrating from a to x and x to b;

Iu)(w) = I*[u)(w) + I[u)(x) (2.32)
z b
I*lu)(z) = % / u(y)e @ dy,  I7u)(x) = % / u(y)e v dy,

so that both integrands decay exponentially away from x. Additionally, they satisfy expo-

nential recurrence relations, which means that

I'u)(z;) = e I u) (1) + T ul(z;) j=1 to N

Az

/ e Yu(r —y)dy, (2.33)

0

THl () =

N9
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I*u)(zy) = e 25 [P u)(zj41) + J¥u](z), j=N-1 to 0

Az,
TR (2;) = % / e Vu(z + y)dy. (2.34)
0
where the Az; = z; — x;_; which is the spatial grid size. The recursive representation
and the localization reduces the computational complexity. In particular, using a second
order polynomial interpolant in place of u in the integral allows us to compute I[u](z) in
O(N) time.
The local integrals ((2.33) and (2.34)) may be evaluated using quadrature or analytically.
For example, we can derive a second order quadrature using compact Simpson’s rule and

Lemma 2.1,

J]L ~ PUj + Quj—l + R (Uj+1 — QUj + uj—l) s

JJR = PUj + Quj+1 + R (Uj+1 — QUJ' + uj—l) s (235)

with quadrature weights,

(2

where v = oAz, d = e™", and u; denotes the solution at grid point z;

This method can be summarized as follows (Algorithm 1),

2.2.3 Boundary Condition

We can determine the Homogeneous coefficients (A, B) from the imposed boundary con-
ditions and the end/boundary point values of the particular solution (I, (Zsar) and I.(Zenq)
where xgqr1, and ze,q are two boundary points). Let us work with several common boundary

conditions in 1D first. Then these can be expandable to higher dimension.
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Algorithm 1 Fast Convolution

T
8:
9:
10:
11:
12:
13:
14:
15:

1: u, - array of u values at time ¢,

2: v - array of weighted nodes along the specific direction,

3: expweight - array of exponentially weighted nodes along the specific direction,
4:
5
6

ps - order of accuracy in space

: for j =1tondo

Compute J(j + 1) and Jg(j) via quadrature (see equation (2.35) for second order
quadrature) or analytical integration using expweight and p;
end for
d=e"
for j =1tondo
1.+ 1) = d() L G) + TG +1)
Irn—j+1)=dn—j5+2)Ig(n—j+2)+J(n—j+1)
end for
for j =1tondo
I'=3(1L(j) + Ir(j))
end for

2.2.3.1 Dirichlet Boundary Condition

Let us begin with Dirichlet boundary conditions. Evaluating the semi-discrete solution

defined in equation (2.30) at z = a and b, we get.

UL<tn+1) — 2UL(tn) + UL(tn—l) = —BZUL(tn) -+ 52 ([ |:un+1 —+ %Sn:| ((l) + A+ Be_a(b_a)> ,

(2.36)

Un(tas1)=2Un(ta) +Un(ta1) = =3 Un(tn) +52(1 [u"“%s"] (b)+Ae 0"+ B), (2.37)

We can rearrange the linear system by unknown and known values,

A+ puB = —w?

a ?

pA+ B = —wp.

Solving the linear system for the unknowns A and B gives,

B_ (wf — pwl)

Wy PTG .
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where,

wl = 1]+ 558" (@) = 55 (Ualtwsn) + (5 = DVslta) + Vnlto)). (23
wf = 1[u" + 555" (@) = 55 (Un(tun) + (67 = DUn(t) + Untar)), (240

and p = e~ =9,

2.2.3.2 Neumann Boundary Condition

For Neumann boundary condition, we obtain the identities, I'(a) = al(a), I'(b) =
—al(b) using the characteristics of the integral solution (equation (2.27)); specifically, all
dependence on z is on the Greens function which is a simple exponential function. Differ-
entiating the semi-discrete solution (2.30), and applying the Neumann boundary conditions

at x = a and b yields,
Vit ) =2V (tn)+ Vi (tn ) = —B2Vi(ta) +82(1 [wwésn} (a)+ A+ Be 7)), (2.41)
and
Va(tns1) = 2Vi(tn) + Vi(ta_s) = —B2Vi(ty)+ 52 (z [wwésn} (b)+Ae‘°‘(”‘“)+B>. (2.42)
We can rearrange the linear system by unknown and known values,

A—pB =w?,

—puA+ B =wy .

Solving the linear system for the unknowns A and B gives,

(wg +pg) o (W) + pug)

A= (u2—1) W’

(2.43)
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where,

wN =1 [u" + %S”] (a) — %(VL(W) (82— 2)Vi(ty) + VL(tn_l)), (2.44)
fw=4w+$@W%éxmwm+wtmmmwwwH» (2.45)

2.2.3.3 Periodic Boundary Condition

By applying the periodic boundary conditions on the semi-discrete solution (2.30), we

obtain,
I [u” + %S”} (a) +A+uB =1 [u” + %S”} (a) + pA+ B, (2.46)

and
a([ [u” + %S”} (a) — A+ uBoz) = a( — ][u” + %Sn} (a) — pA + Ba). (2.47)

We can rearrange the linear system to obtain,

(t—1)A+(1—p)B = I[U" + —S”] (a) — I[u” + —sn] (),

(1—p)A+(1—pB= J[U" + —S"] (a) + [[u” + —sn] (b).

Upon solving these linear equations we get,

I [u" + ésn} (b)

A="a—y  PTaoy

(2.48)

2.2.3.4 Owutflow Boundary Condition

We can extend the definition of the outflow boundary conditions to the domains exterior
to [a,b]. Assuming that our initial condition has compact support in [a, b], after time ¢t = ¢,,,

the domain of dependence of u™(x) extends to [a — ct,,, b+ ct,], since the propagation speed
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is c. Now the solution of £71 ((2.26)) can be written as.

b+cty,

L u"(2)] = = / e~ Ty (y)dy = Iu(x)] + Ame @) 4 Bre=alb=),

a—ctn,

where .
A" ::% / e~ @Yy (y)dy, (2.49)
a—ctyp,
b+cty
Bn R o —a(y—b), n d 2.50
=g € u" (y)dy. (2.50)

Now we turn these spatial integrals into time integrals which exist at precisely the end points
r = a and b. First we consider outflow along the right boundary, x > b and assume this

region contains only right traveling waves, u(z,t) = u(xz — ct). By tracing backward along a

characteristic ray we find,

ulb+ ) = ulb,t — y/c)y > 0.

Hence,

ctn tn
B" — %/e_a(y)u”(b + v, tn)dy = %C e—a(cs)un(b’ tn — S)dS.
0 0

Now, we can impose outflow boundary conditions using the behavior of u at x = b. A

temporal recurrence relation due to the exponential will be,

At tn—1
B" = %C e~ u(b, t, — 8)ds + e A / e ““u(b,t,—1 — s)ds,
0 0
1
= g /e‘ﬂzu(b, tn — 2At)dz + e P B (2.51)
0
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where [ = acAt. Therefore, the boundary coefficient B™ can be computed locally in
both time and space. We choose a quadratic interpolant in terms of u to have second order

accuracy.

P 2

ulb,t = 2008) = u'(b) - 2 <u"+1(b) - un—l(b)) + % <u”+1(b) —2un(b) — u”_l(b)>. (2.52)

Using the Equation (2.52) would give the second order approximation for outflow. To
compute the values that come from this approximation, we will make use of the following

lemma which comes from integration by parts (see [15] for proof),

Lemma 2.1. For integers m > 0 and real v > 0,

/ 2 v — —(1=ePav)

where P, (v) = Z — s the Taylor series expansion of order m of ev.

Using this lemma and integrating the expression (2.52) analytically, we can get,

B" = e ?B"! + qpu" T (b) + mu(b) + y2u" T (), (2.53)
where,
1
Yo = Es(B) — §E1(5),
7= —2E5(08) + Eo(B), and
12 = Bal8) + 5 Fu(B).
(2.54)

There are two unknowns in this equation (2.53), B" and u™™!, so we need one more equation,
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that can be derived by evaluating equation (2.30) at = = b,
WD) — 2u(b) 4+ uL(b) = — B2 (u”(b) — (I(b) + pA™ + B”)). (2.55)
Upon solving these two linear equations (2.53) and (2.55) we can obtain,

—TopA™ + (1 =T)B" = e ?B" ' 4 ToI(b) 4+ T1u™(b) + Tyu™ (b)), (2.56)

where
2

Iy = 50 Ti=m—%(B-2), Ta=v%—.

Similarly, by considering outflow at the other end = < a, we get
(1 =To)A" —TouB™ = e PA™ + TyI(a) + T'u"(a) + Tou™ (a). (2.57)

Solving the linear system of equations (2.56) and (2.57) gives,

L Tohu g™ (1= TpJu™ 4 Ly

n
A= (1=To)? = (ulo)* (1 —T9)* = (ul'o)?

(2.58)

where

w™ = e PA" + Tol(a) + v (a) + Tau™(a),

wd™ = e Bt 4 ToI(b) + Tiu™(b) + Tou™ 1 (b)

According to the solution of the coefficients A™ and B", we realize that we need to know
their values at the previous time step(A"~' and B"'). For utilization purposes, we set

A'=B"=0.

30



2.3 Multi-Dimensional Implicit Wave Equation Solver using ADI

Scheme

The extension to multi-dimension is formed using an alternating direction implicit (ADI)
scheme, and each line is solved independently.

The multi-dimensional wave equation can be represented using the initial boundary value
problem,

1 O*u(x, 1)

S~ Vulet) =S(xt), x€Q, t>0, (2.59)

u(x,0) = f(x), xe€Q,

du(x,0) = g(x), x e

with consistent boundary conditions, u(x,t) = h(x,t),x € 0Q,t > 0, source term S(x,1),
and wave speed ¢
The multi-dimensional implicit scheme uses an ADI scheme [15], and each ADI line is solved
independently. Consider a scheme for three spatial dimensions,

0? 0? 0? )

1 1
1——v2:1——(— A
a? a2 \0z? +8y2 +8z2

“( i) () (1~ )
1 o o o 1 0°
(8x28y2 + 022022 + 8y2322)  ab 9220y2022

ot

Hence,

1- Av2 = £0,0. + O((cat)) (2.60)

a2

where L., £,, and £, are one dimensional univariate modified Helmholtz operators [15]
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applied in the indicated spatial variable. Now the semi-discrete equation,

2
L,L,L.|3u" +u™ — 2u" + u”_l] = B*u" + %Sn(x, t) (2.61)

Upon inverting the modified Helmholtz operators £, £,, and L., we have a semi-discrete

solution,
1
W= 2t = — B, ) + BLTL LT bsm] (2,9, 2) (2.62)

where the three dimensional operator is, Dyy.[u] == u — L7'L 1L [u],

while in two dimensions it is
1
W2yt = —BzDzy[un]JrﬁQﬁ;lE;l[?S”} (@,9), Daylu] = u—L; L5 [u]. (2.63)

Inversion of the operator £ !is performed sequentially leading to the usual z, y and z
“sweeps” of the ADI algorithm that is represented by a combination of the operator £ L
Because the inverse operators are defined along lines, it is quite natural to discretize 2D and
3D regions along Cartesian lines. However, the endpoints of these lines are not restricted to
residing at mesh points and can always be chosen to lie on the boundary 0€2. For example,
the x, y, boundary points for the z-sweep and y-sweep for a circle are shown in Figure 2.2.
We first perform z-sweeps along with x-lines with actual boundary ends and obtain the
intermediate solution and then apply y-sweeps over the intermediate solution, along with y-
lines with actual boundary ends. The xy-sweeps form a complete circular boundary (Figure
2.2 - (c)). Similarly, we can perform y-sweeps first then x-sweeps next and take an average
to obtain the solution

The general approach for implementation of the 3D ADI scheme follows the steps shown
below: Assume the number of z, y, and z lines are n,, n,, and n, respectively.

At each time step,
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0_5 ............................

O5F - - T00680T .

(c) wy-lines
Figure 2.2: (a) z-, (b) y- and (c) xy lines with exact circular boundary points on the mesh
lines that are used for the ADI = (a) and y (b) sweeps.
1. Perform the z-sweep
Operate £7! on u(x,y,z) along z, and store the result into a temporary variable
Wy (2, i, 2) for 1 <k <n,and 1 <i < ny. The boundary conditions are imposed at

T = Tqk) and Tygp).

2. Perform the y-sweep
Operate £~ on w,(z,y,2) along y, and store the result into a temporary variable

Wy (zj,y,2) for 1 <k <mn, and 1 < j < n,. The boundary conditions are imposed
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at ¥ = Ya(ik) and Yp(jk)-

3. Perform the z-sweep
For 1 < i < mn,and 1 < j < n, using wy,(z,y,z), solve for the equation u"™ =
2u™ + vt — 3?D,,., where D,,, = u, — L;*[w,,]. The boundary conditions are now

applied at z = z,4;j) and 2(;j).

In order to improve the accuracy of the ADI solve, the inversion of the x, y and z
Helmholtz operators is symmetrized, by averaging the results of x—y —z, y —z —=x, and z
—x —y solves. That means we need to apply the operators D,,., D,.,, and D,,, and then
take the average.

We give the detailed algorithm for the two-dimensional implicit wave equation solver in
Algorithm 2 and relevant supporting functions are given in Algorithms 3 and 4. Algorithm
3 computes solution w at time t,,; using our two dimensional implicit solver that calls
the function LINV given in Algorithm 4 to apply the operator £7! to perform z and y
sweeps. LINV may be written in two functions for x and y sweeps separately. The function
apply BC' called in Algorithm 4 is used to find the homogeneous coefficients A™ and B" using
appropriate boundary conditions. Those are retrieved as the first and second elements of the
vector H respectively. Since we have to use the value of the coefficients at the previous time
step (t,_1), A" ' and B""! to compute A" and B" for outflow boundary condition, these
algorithms, however, need to be modified with minor changes by passing reference type
parameters to the function applyBC. The parameter should be defined within the main
Algorithm 2 and be called via computeU. Further, although Algorithm 2 would typically
be used to deal with problems with rectangular boundaries, it can be extended to adopt
problems with randomly placed boundary points in each grid line such as when dealing with
a circular boundary using the embedded boundary method. Here, we need to use matrices
x and y instead of vectors and define additional vectors to keep boundary points of each

horizontal and vertical grid line.
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Algorithm 2 Two Dimensional Solver

R DN N N N e e e e e R e e
SR W N RO © D U bk Wik~ O

26:
27:
28:

x4, xg and Yy, , yp - boundary points along x and y respectively,
ng, N, - number of grid points along = and y respectively,

At - time step size,

T - total time,

¢ - wave speed,

[ - averaging parameter,

ps -order of accuracy in space.

x = grid_vector(xa, xp, ng)

y = grid_vector(ya,ys, ny)

set,z'mtz'alvalue(un 1,150)
(

. set_anitialvalue(u,, ty)
D=

B
cAt
T

N = 5

= ehat) s 0)
1y = e oW -y(0)

. expA, = e z—2(0)
. expB, = e~@(n)-2)
 expA, — e—ol=u(0)
. expB, = e—a(y(n)—y)

vy = a(x(2:n,) —x(l:n, — 1))

sy =a(y(2:ny) —y(l:n, —1))
. expweight, = exp_weights(v,, p)
. expweight, = exp_weights(vy,, p
: for t, =1 ton; do

Un+1 = ComPUtefu(unflaun7n:f7ny>ﬁmuw7,uyax.47x37yAayBa eprx76xpra
expA,, expBy, Vg, vy, expweight,, expweight,, p;)
Up—1 = Up
Up = Un+1
end for

2.4 Arbitrary Temporal Order Accuracy

So far, we have derived multi-dimensional semi-discretizations of the wave equation with

second-order accuracy in time. In order to take large time steps in problems, we need higher-

order accuracy in time. While there is no stability restriction placed on our A-stable scheme,

considerations of accuracy present themselves when the CFL number becomes large. Indeed,

when large time steps are taken, the anisotropies introduced by the dimensional splitting are

very pronounced.
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Algorithm 3 compute_ u : Compute u at time ¢,

9:
10:

11:
12:
13:
14:
15:

Up_1, U, - array of u values at time t,,_; and t,, respectively,

ng, N, - number of grid points along x and y respectively,

[ - averaging parameter,

[y = e~ @) =z(0)

py = e~ W —yO)

xa, xp and y4 , yp - boundary points along x and y respectively,

expA,, expB, - exponential vector of grid distance from left boundary and right boundary
respectively along x,

expA,, expB, - exponential vector of grid distance from bottom boundary and up bound-
ary respectively along v,

Vg, 1y - array of weighted nodes along x and y respectively,

expweight,, expweight, - array of exponentially weighted nodes along = and y respec-
tively,

ps -order of accuracy in space

linv_z = linv(uy, ny, B, g, Ta, Tp, €TpAy, €xpBy, vy, expweight,, ps, 0)

linv_yx = linv(Linvy, ng, B, fy, ya, Y, expA,, expBy, v, expweight,, p, 1)

D,y = u, — linv_yx

Upt1 = 2Up + Up—1 — 3*Dyy

Algorithm 4 linv : £7!

10:
11:
12:
13:
14:
15:
16:
17:
18:
19:
20:
21:

u, - array of u values at time t,,
n - number of lines that need to be sweep,
bdry s, bdryg - boundary points along the specific line,
expA expB- exponential vector of grid distance from left boundary and right boundary
respectively along the line,
v - array of weighted nodes along the line,
expweight - array of exponentially weighted nodes along the line,
p -order of accuracy in space,
dir - determine which sweep is going to do, along x or y determined by 0 or 1 respectively
if dir == 0 then
for i =1tondo
I = fastconvolution(u(i,:), v, expweight, p;)
H = apply be(u(bdrya), u(bdrys), I(bdrya), I(bdryg), B, bdry, bdrys, p)
Linv(i,:) = I + H(1)expA + H(2)expB
end for
else
for j =1tondo
I = fastconvolution(u(:, j), v, expweight, ps)
H = apply be(bdrya), u(bdryp), I(bdrya), I(bdryg), 8, bdrya, bdryp, 1)
Linv(:,j) = I+ H(1)expA + H(2)expB
end for
end if
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In this section, we discuss A-stable schemes of arbitrary order using a MOL? formula-
tion of the wave equation, and by implicitly including higher-order derivatives. However,
we construct the derivatives using a novel approach: recursive convolution. The cornerstone
of our method lies in the fact that by using recursive applications of the convolution oper-
ators introduced in [15], the inversions of higher derivatives can be performed analytically.
So the resulting scheme is made explicit, even at the semi-discrete level. In constructing
the analytical convolution operators, we incorporate the boundary conditions directly. In
this way, without additional complexity Dirichlet and periodic boundary conditions can be
implemented to higher-order. Since dealing with outflow boundary conditions depend on
previous time step values at the boundaries, we need to do a little more work to implement
it in higher-order. We use the recursive convolution algorithm which consumes O(N) oper-
ations. So, the schemes we obtain in d = 1,2 and 3 dimensions will achieve accuracy 2P in

O(P?N) operations per time step.

2.4.1 Arbitrary Order One Dimensional Scheme

A higher-order scheme can be achieved by including more spatial derivatives in the nu-
merical scheme. We choose a Lax-Wendroff approach to increase the temporal accuracy of
our second order semi-discrete solution. This approach requires us to exchange time deriva-
tives with spatial derivatives in the Taylor expansion. Let’s start with the semi-discrete wave

equation and apply the Lax-Wendroff procedure. We have

t2m

+1_2un+un1 iA

m=1

)" (2.64)

Hence, by using the fact,
(Op)™ u = (028xr)mu, m > 1.
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= 2§: g:;l (%)mu" (2.65)

Differential operators (0,,)™ have to be approximated properly. To do this, we can

consider the convolution operator D from (2.31). We begin by considering the equation,

() e ()

where F denotes the Fourier transform. Now, we need to find (k/«)?; it can be formed using
D as follows,

D=FD=1-Flc']=1- 1 — (£) N
G ()

Solving for the quantity (k/a)? in terms of D, gives an expression for all even derivatives as

follows,

By inserting these into the Taylor expansion (2.65), we obtain

Tt — oy + u ! Z(_l)m

m=1

(225772?! pi (:1_—11> DAl

—m

Upon reversing the order of summation, we have

't — 2 " = Z A,(B)DPu", (2.66)
p=1
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where A,(f3) is a polynomial of coefficients in 32,

—QZ B2m ( __11). (2.67)

From this scheme (2.4.1), 1D second (identical to the original second order scheme (2.31))

and fourth order equations are

"+ u = —B*Du"] (2.68)

R e (ﬁ2 - 4) ] (269)

Algorithm 3 can be modified as follows to be able to compute the solution with higher-

order accuracy in 1D.

Algorithm 5 Compute u at time ¢, with high-order accuracy

=

10:
11:
12:
13:
14:
15:
16:
17:
18:

Up_1, U, - array of u values at time t,,_; and t,, respectively,
n - number of points along the line,
[ - averaging parameter,
p = e~al@(n)=z(0)
bdryA, bdryB - boundary points along the specific line
expA, expB - exponential vector of grid distance from left boundary and right boundary
respectively along the line,
v - array of weighted nodes along the line,
expweight - array of exponentially weighted nodes along the line,
ps -order of accuracy in space,
p; -order of accuracy in time
p-u
Dterms =0
for k=1to P do
D = u —linv(u,n, B, u, bdryA, bdry B, expA, expB, v, expweight, p)
Dterms = Dterms + poly_highorder(S, P)D
u=2D
end for
Upr1 = 2Uy — Up—1 + Dterms

Temporal cost for a scheme of order P is O(PN) per time step for N spatial points.

Since the local truncation errors are O((cAt/3)?F*2), the error constant will decrease with
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Algorithm 6 poly_highorder : Compute the coefficients for high-order accuracy

1: B - averaging parameter,

2: k - order of accuracy at current stage
3: coef = 0;

4: for m =1 to k do

5. coef = coef + (—1)’”(52”:;! (:;11)

6: end for

7. coef = 2coef

increasing . However, it should be limited with an upper value to maintain stability. The
stability of this scheme was proved in [15] using Von-Neumann analysis and they obtained
an upper limit of § for several even orders of temporal accuracy which is summarized in

Table 2.1. We can notice that 5,,,, decreases with increasing P

P 1 2 3 4 5
Order || 2 4 6 8 10
Baz || 2 | 1.4840 | 1.2345 | 1.0795 | 0.9715

Table 2.1: The maximum values 3,4, for which the P order scheme remains A-stable [14].

We need to set appropriate initial conditions to achieve the expected order. Suppose
we would like to get P™ order accuracy, the initial value should be computed to O(At?F).
For our 3-step scheme (2.66), u° and u' have to be initialized. They may be computed
analytically. However, in general, we know the exact value of u® (= f(z)), and we need to
approximate the value for u' = u(x, At). To do so, we can apply the Lax-Wendroff procedure

in Taylor expansion, we obtain
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m=0
= [ A?™ Ap2mt1
= 7™’ + —afmﬂuo)
mzzo ((27”)! 2m + 1)
o (A M m_
S (B sy (BT L
_7;)( (2m)! f@)+ (2m+1)!0x Cg(x) : (2.70)

where g(z) = uy(2,0). This expansion can now be truncated at O(At?") to have P™"

order of accuracy.

2.4.2 Extension to Higher Dimensions for Arbitrary Order Accuracy

We derive higher-order accurate solutions for the wave equation in higher dimensions
using an ADI scheme. We begin with the expansion of Equation (2.64) by introducing the
Laplacian in the Lax-Wendroff procedure.

AtQm m o0 ﬁQm VQ .
2m)] (07 u 22 < ) u”.

1

un+1 — " + un—l -9 Z

m=1

Before approximating higher-order powers of the Laplacian operator, consider univariate

modified Helmholtz operators, and their corresponding D operators as given below,

2
L, ::1—&—72, D, ::1—5;1, =1z, 2.

Since these operators satisfy identities, £,D,u] = Llu] —u = awu the Laplacian in

3D can be written by,

2
—Z— = LDy + LDy + LD, = Lo L)L [Cays). (2.71)
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where
Coyz : L, LDy + LL'Dy + L)L, D, (2.72)
Consider the D operator in three dimensions.
Dy :=1—L'L L (2.73)

Upon rearranging and inverting (2.73), we get an identity £,£,L, = (1 — nyz)fl , Now,

the Laplacian becomes,

By expanding (1 — D)™™ as a power series, we can construct even orders of the Laplacian as

follows,

(Z—)m ~ ey (Ziﬂ)@ﬁ;’”- (2.74)

p=m

Upon omitting the subscripts, the semi-discrete scheme for 2D and 3D is

> 252771 V2 m
+1 n n—1 __ n
—wt s —;—<2m> ()

= Z 25 " em i ( )me[u”]
- i S (i‘_ll)cz;z@iyﬂ N @

p=1 m=1

We give second and fourth-order schemes here,

—2u" + U = —2Cyy 1] (2.76)
Loy +u™ = —B2C,y. [u"] — (52%2—?—;(}@2) Coy:[u"] (2.77)

As in the 1D case, these schemes will be unconditionally stable for all At, and the same
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range for [ as shown in Table 2.1.

The algorithm for computing » in two dimensions using ADI splitting with a given order

of accuracy in time is designed as below in Algorithm 7. Using this algorithm, we can retrieve

the solution with accuracy O (p;) in time.

Algorithm 7 compute_u_high :Compute v in 2D with high-order accuracy

10:
11:
12:

13:
14:
15:
16:

17:
18:

19:
20:
21:
22:
23:
24:

Up_1, U, - array of u values at time ¢,,_; and ¢, respectively,
ng, Ny, - number of points along x and y respectively,
[ - averaging parameter,
fy = @) =2(0) ) — o=aly(n)—y(0)
T, xg, and y4,yp - boundary points in x and y directions respectively,
expA,, expB, - exponential vector of grid distance from left boundary and right boundary
respectively along =,
expA,, expB, - exponential vector of grid distance from bottom boundary and up bound-
ary respectively along v,
Vg, 1y - array of weighted nodes along x and y respectively,
expweight,, expweight, - array of exponentially weighted nodes along x and y respec-
tively,
ps and p; - order of accuracy in space and time respectively
P=t
struct_outarray(0) = compute_c(u, Ny, Ny, B, [, fy, TA, TB, YA, YB, €TPA,, expBy,
expA,, expB,, v;, v, expweight,, expweight,, ps)
cd_terms = —[32struct,utarray(0)
for k=2 to P do
struct_inarray = struct_outarray
struct_outarray(l) = compute_cd(struct_inarray(0),ng, ny, B, iz, by, Ta, TB, YA,
Y, expA,, expB,, expA,, expB,, vy, v, expweight,, expweight,, ps)
fori=2tok—1do

struct_outarray(i) = compute_d(struct_inarray(i), ng, Ny, B, e, fys TA, TB, YA, YB,
expAy, expBy, expA,, expBy, vy, vy, tpweight,, expweight,, ps)
end for

for =k to1do
cd_terms = cd_terms + ploy_highorder (3, i, k)struct_outarray(i — 1)
end for
end for
Upr1 = 2Uy — Up_1 + cd_terms

Two unique functions were designed to compute solutions for the convolution operators D

(Algorithm 9) and C (Algorithm 8) by leveraging the fast convolution algorithm (Algorithm

1). Even though these two algorithms can be used together to compute the operators C and
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D by applying them on the same vector of values at any stage, we need a separate function
as given in Algorithm 10 in order to avoid redundant calculations and follow up issues with
computing certain homogeneous boundary coefficients. For this algorithm, we expand the
equation

Coy = L' D, + L' D, as follows using D, =1 — L,
Coy= (L, + L") — (L, L + L' L) (2.78)

The Algorithm 6 computes the coefficients of the equation (2.75) for higher dimension,

higher-order accuracy in terms of § using (2.81).

Algorithm 8 compute_c : Compute operator C in 2D; C,y = L;le +L,;'D,
u - array of u values at time t,

ng, Ny - number of points along x and y respectively,

[ - averaging parameter,

py = e~ =z(0)

= e~ W =y0)

xa,xg, and y4,yp - boundary points along = and y respectively,

expA,, expB, - exponential vector of grid distance from left boundary and right boundary

respectively along =,

8: expAy, expB, - exponential vector of grid distance from bottom boundary and up bound-
ary respectively along v,

9: vy, v, - array of weighted nodes along x and y respectively,

10: expweight,, evpweight, - array of exponentially weighted nodes along = and y respec-
tively,

11: p, -order of accuracy in space

12: D, = u — Linv(u, ny, B, piz, Ta, g, expA,, expBy, vy, expweight,, ps, 0)

13: linv_yD, = linv(Dy, ng, B, fly, Ya, Yp, exDA,, expB,, v,, expweight,, ps, 1)

14: Dy = u — linv(u, ng, B, iy, ya, ys, expA,, expB,, v,, expweight,, ps, 1)

15: linv_x D, = linv(Dy, ny, B, fe, Ta, Tp, €xPA,, expBy, vy, expweight,, ps, 0)

16: Cyy = linv_yD, + linv_a D,

2.5 Treatment for Variable Speed Wave Propagation

This procedure of exchanging time derivatives with spatial derivatives in the semi-discrete

equation using the Lax-Wendroff procedure will also work in the case of variable wave speeds.
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Algorithm 9 compute_d :Compute operator D in 2D; D,, =1 — L;lL;I

u - array of u values at time ¢, n,, n, - number of points along = and y respectively,

[ - averaging parameter,

py = e~ =z(0)

1y = e~ ey(m)=y(0)

xaA,xg, and y4,yp - boundary points along x and y directions respectively,

expA,, expB, - exponential vector of grid distance from left boundary and right boundary
respectively along =,

expAy, expB, - exponential vector of grid distance from bottom boundary and up bound-
ary respectively along vy,

8: Uy, v, - array of weighted nodes along x and y respectively,

10:
11:
12:
13:

expweight,, evpweight, - array of exponentially weighted nodes along x and y respec-
tively,

ps -order of accuracy in space

linv_x = linv(u, ny, B, pe, Ta, g, expA,, expBy, vy, expweight,, ps, 0)

linv_yz = linv(linv_x,ng, B, tty, Ya, Y, exDA,, expB,, vy, expweight,, ps, 1)

D,y = u — linv_yx

Algorithm 10 compute_cd : Compute operators C and D in 2D; D,,, and Cy,

10:
11:
12:
13:
14:
15:
16:

u - array of u values at time ¢, n,, n, - number of points along = and y respectively,

[ - averaging parameter,

[y = e~ @(n)=z(0)

py = e~ W=y

raA,xg, and y4,yp - boundary points along x and y respectively,

expA,, expB, - exponential vector of grid distance from left boundary and right boundary
respectively along =,

expA,, expB, - exponential vector of grid distance from bottom boundary and up bound-
ary respectively along v,

Vg, 1y - array of weighted nodes along x and y respectively,

expweight,, expweight, - array of exponentially weighted nodes along x and y respec-
tively,

ps -order of accuracy in space

linv_z = linv(u, ny, B, fiy, Ta, Tp, €xpAy, expBy, vy, expweight,, ps, 0)

linv_y = linv(u, ng, B, by, Ya, ys, expAy, expB,, v,, expweight,, ps, 1)

linv_yx = linv(linv_x, ng, B, fby, Ya, YB, expAy, expB,, v,, expweight,, ps, 1)

linv_zy = linv(linv_y, ny, B, e, Ta, g, expA,, expBy, vy, expweight,, ps, 0)

D,y = u — linv_yx

Cyy = linv_z + linv_y — (linv_yx + linv_zy)

The wave equation with variable wave speed can be written as,

it = ()it (2.79)
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Assume that the speed is finite and bounded as ¢; < ¢(z) < ¢p. It can be normalized by

&(z) = ¢(z)/cy. We choose v = -2 £ > 0. Thus,

u"tt —2u" " = 2; é:; (Op) ™ u"™
23
=23 (o (%)
_ n;i;(_ ym (225;;' -M(@én <:l__11)7>p[u”]
— gAp(ﬁ)Dp[u”], . (2.80)

A =2 3R (P, 2.81)

2.6 Numerical Results

We present a set of test cases that evaluates our framework; specifically, we consider
problems with variable/piecewise constant wave speed in one, two, and three dimensions,
using a Gaussian pulse as an initial source or a point source. For 2D, we choose a classic

EM problem - a transverse magnetic (TM) mode photonic crystal waveguide.
2.6.1 Convergence Studies

2.6.1.1 Higher Order Wave Solvers in Two Dimension

In this section, we consider a two-dimensional fourth-order temporally accurate solver.
A square domain (Q = [—1,1] x [—1, 1]) is chosen to assess the two dimensional higher-order

solver. We place a point source cos(wt) at the center of the domain, (0,0) and apply different
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boundary conditions.
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Figure 2.3: Fourth order time convergence of the 2D wave solver using Dirichlet (a) and
periodic (b) boundary conditions with Az = Ay = 6.25 x 1073. This is a self-
refinement study which measures L., norm of the error at time 7" = 2.0 on a
square domain € = [—1,1]? with a point source cos(wt),w = 1 at the center of

) value changes proportional to the time step

the box, (0,0). The CFL (=

dt

(b) Periodic boundary conditions

cAL
- Az

size At with fixed spatial step size.
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Figure 2.3 shows fourth order time convergence obtained for Dirichlet and periodic bound-
ary conditions by performing a refinement study on a square domain Q = [—1,1] x [—1,1]
with a point source cos(wt), w = 1 at the center of the box, (0,0). The CFL (= <)
value changes proportional to the time step size At with fixed spatial step size, Az = Ay =
0.00625. We consider a final time T' = 2.0, with a fixed spatial resolution of 320 x 320 spatial

points. The discrete Lo, norm of the error is constructed at each time step and the maximum

over all time steps is used to generate the graph in Figure 2.3.

2.6.1.2 Higher Order Wave Solvers in Three Dimensions

We first show fourth order convergence for Dirichlet boundary condition by performing a
time refinement study on a cubic domain 2 = [—1,1] x [—1, 1] x [-1, 1] with a point source
cos(wt) at center of the domain, (0,0,0). This runs up to time 7" = 2.0, with a fixed spatial
resolution of 160 x 160 x 160 spatial points. The discrete L norm of the error is constructed
at each time step and the maximum error over all time steps is used to graph Figure 2.4 for

At = 6252—?:2 , k=1 to 5, with Dirichlet boundary conditions.

2.6.2 Three Dimensional Waves

In this section, we validate our three dimensional solver using a cubic domain (2 =
[—1,1] x [-1,1] x [-1,1]). We set the spatial grid size as Az = Ay = Az = 0.0625
(32 x 32 x 32 grid points) and the time step size to At = 0.0313. We successfully tested the
solver for a point source by applying Dirichlet, periodic and outflow boundary conditions
along the cubic faces. Figures 2.5, 2.6, and 2.7 show the field of a point source cos(wt),w = 1
that is placed at (0, —1+3Az, 0) using Dirichlet, periodic, and outflow boundary conditions
along the six faces respectively.

In each case, a three dimensional wave generated by a point source (Figure 2.5, 2.6,
and 2.7) smoothly propagates in a cube and obeys applied boundary conditions along the

surfaces of the cube.
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Figure 2.4: Fourth order convergence of 3D wave solver using Dirichlet boundary conditions
with Az = Ay = Az = 1.25 x 1072 w = 1. This is a self-refinement study which
measures L., norm of the error at time 7' = 2.0 on a cubic domain Q = [—1, 1
with a point source cos(wt) at the center of the cube, (0,0,0) for (a) w = 0.1
and (b) w = 1. The CFL (= %) value changes proportional to the time step
size At with fixed spatial step size.
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Figure 2.5: Time evolution of a point source field cos(wt),w = 1 within a cubic domain
(2 = [-1,1)®) by imposing Dirichlet boundary condition along the surface with
the spatial step size, Axz = Ay = Az = 0.0625 w = 1 and the time step size,
At = 0.0313.

Figure 2.6: Time evolution of a point source field cos(wt),w = 1 within a cubic (Q = [—1,1]3)
by imposing periodic boundary condition along the surface with the spatial step
size, Ar = Ay = Az = 0.0625 w = 1 and the time step size, At = 0.0313.

Figure 2.7: Time evolution of a point source field cos(wt),w = 1 within a cubic (Q = [—1,1]3)
by imposing outflow boundary condition along the surface with the spatial step
size, Ax = Ay = Az = 0.0625 w = 1 and the time step size, At = 0.0313.

2.6.3 Waves with Variable Speeds
2.6.3.1 One Dimensional Case

A one dimensional wave travels through two different consecutive domains, ; € [—1, 0]

and Q9 € [0, 1] with piecewise constant speed ¢; = 1.0 and ¢y = 2.0 respectively. The solution
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until the wave reaches the location of discontinuity, x = 0 is,
u(z,t) = ae @t (2.82)

where a; is the initial amplitude, n is the Gaussian shape parameter, and #; is a time offset
which delays the Gaussian pulse.

A portion of the traveling wave in domain one, {2; will be reflected at the location of interface,
x = 0, while the remaining waves are transmitted to domain two, §2,. Thus, we need to
consider the combination of transmitted, reflected, and incident waves from the location of
the interface, z = 0 and onward. The left domain (€2;) will have components of the incident
and reflected waves, and the right domain (£23) will have the transmitted component of the
original wave.

In this way, the solution obeys the following equations,

uy(t) = aieﬁ(fﬂ—cl(t—to))2 + aren(x+01(t—to))2 <0

up(t) = e g >,

where, a, and a; are amplitudes of the reflected and transmitted wave respectively and 7
is the shape parameter of the transmitted Gaussian pulse. Because of the zero transverse

displacement at the interface, u1(0,t) = uq(0,t), that gives us,
(a; + a,)emit-10)* — g ne3(—t0)*
By equating the coefficients we get,

a; +a, = a; (2.83)

ne; = fes. (2.84)
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From energy conservation, we obtain

2 2 2
a; a; a;

iV

(2.85)

Upon solving equations (2.84), and (2.85), we obtain

2@102

ay = ——,
¢ (Cl +Cz)

a, = a; — Q.

2co

For our first numerical example, we choose a; = 1, so a; = 2,

and a, = 1 — a;. Further,
we chose ¢; = 1.0 and ¢, = 2.0, and apply our solver along the domain €; U 25 with 1024
uniform grid points of size Ax = 0.002, while maintaining a CFL of 2.5 by choosing time step
At = 0.005. Figure 2.8 shows time snapshots of the moving wave using outflow boundary
conditions at the left and right boundaries. The numerical results agree closely with the

theoretical solutions as can be seen in the figure.

By N ]

Figure 2.8: 1D wave travelling over the two domains €2y and €2y with piecewise constant speed
c1 = 1.0 and ¢y = 2.0. For this experiment, we choose spatial step Az = 0.002,
and time step At = 0.005.

A problem with multiple domains was selected as our second numerical test case with
the same spatial step size, Az = 0.002, and time step size At = 0.005, hence CFL remains
2.5. The entire domain has eight equal width sub-domains of size 0.25, and the wave travels
at the same speed in every bi-domain. The first sub-domain is between -1 and -0.75, has
waves travelling with speed ¢; (=1.0); the wave speed is ¢ (= 2.0) in the even-numbered

sub-domains.
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Figure 2.9 shows time snapshots of the moving wave using outflow boundary conditions at

the external left and right boundaries.

N

Figure 2.9: 1D wave travelling over the layered media with eight domains and the wave
travels with the same speed in every bi-domain ( ¢; = 1.0 and ¢, = 2.0). For
this experiment, we choose spatial step Az = 0.002, and time step At = 0.005
along layered media with piecewise constant wave speed.

2.6.3.2 Two Dimensional Case

In this section, we consider the two-dimensional variable speed solver. A square domain
with square patches is chosen to assess the two-dimensional variable speed solver. Due to
the material property of patches, waves travel with different speeds through these patches
compared with the remaining area. We choose a Gaussian pulse e~2@* %) a9 an initial
solution and apply outflow boundary condition along the border of the square domain (2 =
[—1,1] x [—1,1]). Since we use spatial step size Az = Ay = 0.02 and time step size
At = 0.005, applicable CFL is 0.25. We demonstrate two test cases: One and Four patches
are placed for case-i and case-ii respectively as shown in Figure 2.10

Case-i - Single patch
A 0.5 x 0.5 square patch is placed at the left top corner centered at, (-0.5, 0.5). The wave
speed is set to be cy(= 0.1) in the patch, and ¢;(= 1.0) in the remaining area. Figure 2.11
shows time snapshots of the solution.

Case-ii - Four patches
There are four 0.5 x 0.5 square patches placed at the four corners; i.e., centered at (-0.5,
0.5), (-0.5, -0.5), (0.5, 0.5), and (0.5, -0.5). The wave speed is set to be co(= 0.1) in every

patch, and ¢;(= 1.0) in the remaining area. Figure 2.12 shows time snapshots of the wave
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Figure 2.10: Geometrical view of 0.5 x 0.5 (a) one and (b) four square patches in the square
domain Q = [—1,1]? with cy(= 0.1) and ¢;(= 1.0) are the wave speeds in the
patches and the remaining area.

Figure 2.11: Time evolution of a Gaussian field e=>*@*+¥*) in a square domain Q = [—1,1]?
with a 0.5% square patch as shown in Figure 2.10-(a). Here, the spatial step
size, Axr = Ay = 0.02 and the time step size, At = 0.005.

at different time instants.

Figure 2.12: Time evolution of a Gaussian field e=2**+¥*) in a square domain Q = [~1,1]?
with four 0.5% square patches as shown in Figure 2.10-(b). Here, the spatial
step size, Az = Ay = 0.02 and the time step size, At = 0.005.
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2.6.3.3 Three Dimensional Cases

In this section, we discuss the three-dimensional variable speed wave-solver. A cubic
domain with cubic patches is chosen to assess the three-dimensional variable speed solver.
Due to the material property of patches, waves travel with different speeds through these
patches compared with the remaining area. We place a Gaussian pulse e—36(=*+y*+2%) 4g
an initial solution and apply outflow boundary conditions along the border of the cube
(Q=[-1,1] x [-1,1] x [=1,1]). Since we use a spatial grid size Az = Ay = Az = 0.0625
(32 x 32 x 32 grid points) and time step size At = 0.0313, applicable CFL is 0.5. We
demonstrate two test cases: one, and four patches for case-i and case-ii respectively as

shown in Figure 2.13

1 -
1 -
0.5 4
0.5 4
05 4 05 - ‘ ‘
4 4
1 9 1
0.5 0 0.5 0.5
0 o 0
05 05 05

-1 B

(a) single patch (b) 4 patches

Figure 2.13: Geometrical view of 0.5 x 0.5 x 0.5 (a) one and (b) four cubic patches in the
cubical domain Q = [—1,1]* with cy(= 0.1) and ¢;(= 1.0) are the wave speeds
in the patches and the remaining area.

Case-i - Single patch

A 0.5 x 0.5 x 0.5 cubic patch is placed at the left top corner centered at, (-0.5, 0, 0.5). The

wave speed is set to be ¢o(= 0.1) in the patch, and ¢;(= 1.0) in the remaining area. Figure

2.14 shows snapshots of the wave at different time instants.

Case-ii - Four patches

There are four 0.5 x 0.5 x 0.5 cubic patches placed at the four corners; i.e., centered at (-0.5,
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Figure 2.14: Time evolution of a Gaussian field e~ 2@ +v*+2%) in a cubical domain Q =

[—1,1]* with a 0.5% cubic patch as shown in Figure 2.13-(a). Here, the spa-
tial step size, Ax = Ay = Az = 0.0625 and the time step size, At = 0.0313.
0, 0.5), (-0.5, 0, -0.5), (0.5, 0, 0.5), and (0.5, 0, -0.5). The wave speed is set to be cy(= 0.1) in
every patch, and ¢;(= 1.0) in the remaining area. Figure 2.15 shows snapshots of the wave

at different time instants.

-1.085e-01 -0.058 -0.0068 0.044 9.484e-02

Figure 2.15: Time evolution of a Gaussian field e~2@*+¥°+2*) in a cubical domain Q =

[—1,1]® with four 0.5% cubic patches as shown in Figure 2.13-(b). Here, the
spatial step size, Ar = Ay = Az = 0.0625 and the time step size, At = 0.0313.

The 3D Gaussian pulse smoothly travels through the different material interfaces provided

by patches (one in Figure 2.14 and four in Figure 2.15) and the rest of the area.

2.6.4 Waveguide in a Photonic Crystal
2.6.4.1 Problem Definition

We study the propagation of light in a photonic crystal, a low-loss periodic dielectric

medium, in which the atoms or molecules are replaced by macroscopic media with different
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dielectric constants, and the periodic potential is replaced by periodic dielectric functions
[43]. These are very useful in applications such as the design of fiber-optic cables, laser
engineering, high-speed computing, and spectroscopy.

In order to study this propagation, we first cast Maxwell equations written in terms of

the electric field, E and magnetic field H in the form of a second-order wave equation.

2.6.4.2 Geometry of the Problem

A two-dimensional photonic crystal which is periodic in the x, y directions and homo-
geneous in the z direction is chosen as the test domain. The crystal has photonic band
gaps in the xy plane and it can prevent light from propagating in any direction within the
plane. This system has discrete translational symmetry in the xy plane, and this symmetry
property can be used to characterize its electromagnetic modes. Any modes that propagate
in the zy plane are invariant under reflections through the plane. The Transverse Magnetic
(TM) modes have the H field in the plane and, the E field normal to the plane. As shown
in Figure 2.16, a line defect is introduced along the y direction by removing a line of rods in
a set of alumina rods. This can be represented using a square lattice of cylindrical rods in

the air (Figure 2.17).

Line defect

Z
—_—>
| y |

Figure 2.16: Schematic illustration of a line defect (in red) within a set of cylindrical rods
(in green) on a photonic crystal.
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In our model, we chose an m-by-n lattice that has dielectric rods which are periodic along
x (n rods) and y (m rods) axes with the lattice constant a. The cylindrical rod with radius r
and dielectric constant € is homogeneous along the z direction (we imagine the cylinders are
infinitely tall). A column of rods is removed to produce a cavity, so it has reflecting walls on
both sides along the y direction. We consider the waveguide in TM mode using the following
boundary conditions: periodic in the x direction and outflow in the y direction. We assume
that there are no free charges, so only the dielectric constants are changing in space due to

the rods.
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Figure 2.17: 2D Lattice of cylindrical rods which are periodic along z and y axes with lattice
constant a on a photonic crystal.

2.6.4.3 Result and Discussion

We performed numerical simulations of a waveguide on the photonic crystal using square
and cylindrical rods. A rectangular (3.9 x 2.1) lattice of rods was chosen, the rods were
placed in x, y directions with distance a = 0.3. The dielectric constant of rods was chosen

to be € = 8.9. For the ADI scheme, we chose n, = n, = 100, with time step ¢ = 0.0105.

Using square rods
The set of square rods of size r = 0.38a is modeled as shown in Figure 2.18, and we obtained

the result as shown in Figure 2.19 using the boundary conditions: periodic in the direction
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z and outflow in the direction y for a point source (=" where w = cky, k, = 0.88(2a),

c=—F4— =289, and u = 1.

(en)

Figure 2.18: Square lattice of square rods of side length 0.38a with lattice constant a and
dielectric constant € = 8.9 in 3D (a) and 2D (b), a linear defect is formed by
removing a column of rods.

Figure 2.19: The wave generated by the point source, e~ where w = cky, ky, = 0.88(2a),
L_ ¢=28.9, and pu = 1 travelling through the photonic waveguide using

€= V/ (en)

the model shown in Figure 2.18

Using cylindrical rods
We replaced the square rods with cylindrical rods and used the same parameter choices as
in case i (Figure 2.20).

We obtained the result as shown in Figure 2.21 using the following boundary conditions:
periodic in z and outflow in y

Further, we tested the model for a source-free wave equation with initial solution e(=25(=*+y?))

using the same model (Figure 2.20) and obtained the result as shown in Figure 2.22. It is
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0.5

Mo

Figure 2.20: Square lattice of cylindrical rods of side length 0.38a with lattice constant a
and dielectric constant € = 8.9 in 3D (a) and 2D (b), a linear defect is formed
by removing a column of rods.

Figure 2.21: The wave generated by the point source, e(=** where w = cky, k, = 0.88(2a),
c=—F4—, =809, and p = 1 travelling through the photonic waveguide using

View)’

the model shown in Figure 2.20

important to know that with the embedded boundary method, such as we are pursuing here,
it is no "harder” to introduce an embedded boundary method for a square then it is for a

circle.

Figure 2.22: The wave, e(~25#*+4*) traveling through the photonic waveguide using the
model shown in Figure 2.20.
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2.7 Summary

We derived the implicit semi-discrete solution for the multi-dimension wave equation sub-
ject to several applicable boundary conditions including Dirichlet, periodic, Neumann, and
outflow boundary conditions. We extended the second-order scheme to arbitrary higher-
order using Dirichlet and periodic boundaries on Cartesian grids. The Pth order scheme
consumes O(PN) time and O(P?N) space for the domain with N grid points, it can be
reduced to ideally linear time and space complexity O(N) for considerably large problems
(N >>). The three-dimensional high-order scheme is implemented for Dirichlet and pe-
riodic boundary conditions and evaluated using different applications including a variable
speed wave. In the next chapter, we describe the derivation of high-order outflow boundary

conditions.

61



CHAPTER 3: Higher Order Non-reflecting Boundary Condition

3.1 Introduction

In this chapter, we develop a high-order non-reflecting boundary condition that can be
applicable for curved boundaries based on the scheme described in Chapter 2.

A way to define a finite computational domain in the infinite physical domain is by using
an artificial boundary which is called non-reflecting or open boundary condition. Since we
develop simulation of A6 magnetron with diffraction output (A6 MDO), we need a scheme
that successfully handles non-reflecting boundary conditions, even for curved boundaries.
The approach described in Chapter 2 gives second-order accuracy for the outflow boundary
condition. Basically, this approach extends the spatial domain for a specific time instance
and switches spatial integration into time integration at the boundary ends. We use higher-
order interpolation polynomial based on a higher-order finite-difference stencil for the time
integration approximation and apply a suitable initial condition to reach high-order accuracy.

Historically, the open boundary condition was developed for outgoing wave propagation
from the Sommerfeld radiation condition [66] by Zienkiewicz and Newton [74]. The wave-
based interpretation of this boundary condition is more applicable for EM wave propagation
[25; 60; 63]. Later, Higdon developed a sequence of increasing-order boundary conditions at
various incidence angles [35]. The absorbing layer-based method, Perfectly Matched Layer
(PML), is found to be the most popular method. It was developed by Berenger [6] for the
2-D Maxwell equations, and has been extended to 3D. PML imposes both losses of electric
and magnetic fields, identifying the correct loss term for PML so that the outgoing waves
not reflected in the domain can be problem-specific. However, it is difficult to choose an

optimal conductive parameter(o) for the best performance of the PML. Another approach,
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the sponge layer method [16], requires extra grid points to make padding which implements
the functions to prevent the reflection. Kirchhoff’s formula-based method developed by Ting
and Miksis [69] also requires more computation.

Recently, Bradley [1] introduced a high-order nonreflecting boundary condition which
uses a compressed nonreflecting boundary kernel to achieve high-order for 2D and 3D cases.
This boundary kernel approach is very complicated and consumes O(M NlogN) work in 2D
and O(M Nlog®>N) work in 3D, for M time steps and N spatial grid points. Without using
the complicated boundary kernel approach, our higher-order scheme for outflow boundary
condition works well for multi-dimensional problems with consuming O(PM N) works, for
the temporal order of accuracy 2P [14]. For arbitrarily big problems, MN >> P, so the
complexity will be reduced to O(MN).

In this chapter, we discuss 4-th order derivation for outflow boundary conditions. In Sec-
tion 3.2, we derive the high-order outflow boundary condition and give a concrete definition.
Section 3.3 gives the suitable initial condition for this approach, and finally we report a set

of test cases in Section 3.4.

3.2 Extension to Higher Order in Accuracy

We need to apply boundary conditions appropriately to obtain high order accuracy.
Dirichlet, Neumann, and periodic boundary conditions can be implemented straightforwardly
( see [15] for details) using the approach shown in [14]. Since we have to know the behavior
of the wave equation outside of the domain x < a and x > b, the outflow boundary condition
requires little additional computation as detailed in the following.

In order to obtain higher-order outflow boundary conditions, we consider more terms in
the Taylor series. Note, equation (2.52) uses three terms for second-order accuracy. We
use the same approach as explained previously in section 2.2.3.4. Besides, we perform some
iterations along the boundary stencil to ensure convergence. For this procedure, we need

to know the solution at time steps, t,y1, t,12, and so on, if we choose the centered fi-
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nite difference stencil to derive equations with higher-order accuracy (as was used to derive
second-order outflow boundary conditions). A problem with this approach is that we need
data at a future time, ¢, 2, which we don’t have direct access to. Instead, we prefer to
use one-sided backward finite difference stencils to obtain higher-order accuracy and obtain
boundary coefficients explicitly.
Let us derive outflow boundary conditions with fourth order accuracy. First, we construct
a time interpolant at the right boundary (z > b) using a Taylor series expression of the form
(Here z = s/At as introduced in 2.52)
ZA bit) = 2O (b 1) + R (b, 12)

u(b, t, — zAt) = u(b, t,) — zAtu (b, t,,) + 54
(3.1)

By truncating higher order error terms, we only need to approximate the first time derivative
to fourth order accuracy, second time derivative to third order accuracy, third time derivative
to second order accuracy, and fourth time derivative to first order accuracy. To perform this
approximation, we use a five point backward finite difference stencil to approximate u;, s,
Uge, and uyyy to the desired order of accuracy. we obtain,

(b, ty — 2AL) & u"(b) — z<1—u"(b) — 4" (b) + 3u"3(b) — %u"‘g(b) + Zu"“‘(b))
12—9u"_2(b) = %u”_g’(b) + %un—‘l(b))

1
gu”(b) — 90U (b) + 12" 2(b) — Tu" 3 (b) + gu”_‘l(b))

_|_

_|_

Integrating this expression analytically using Lemma 2.1, we arrive at

B" = e B"" +you(b) + 1" (b) + eu" (D) + yau" 7 (b) + yau (D) (3.3)
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where,

Yo = Eo(6) — 22 By(8) + 22 B5(8) — 2 By(8) + Ea(8),
= AB(B) — ZEa(8) + 9Bs(5) — 4B4(9),
12 = =3B (5) + = Ba(B) — 12B5(5) + 65x(6),
35 = 5E(8) + S BalB) + TEs(B) — 4Eu(B),
1 11 3
1= =7 Ei(B) + 5 E2(B) — 5 E3(B) + Eu(B). (3.4)

Likewise, by considering the left boundary = < a, we get
A" = e P A 4 ygu(a) + yuHa) + yeu 2 (@) + su 3 (a) + au a). (3.5)

We can also compute the coefficients for second-order accuracy using the explicit approach

in this form,

A" = e PA" 4 yu™(a) + ™ Ha) + yu 2 (a).

B" = e B 4 4ou™(b) + 11u" (D) 4+ You" 2 (D). (3.6)
where,

Yo.= Bo(B) = SEa(5) + Ea(B),

11 = 2E1(8) — 2E5(B),

1

Yo = —§E1(5) + Ey (). (3.7)

Now we have equations to compute the homogeneous boundary coefficients A" and B"
to second and fourth-order accuracy. Note that the boundary constants corresponding to

operator D]u| (denoted by AY, B}) are independent of the boundary constants corresponding
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to operator D?*[u] (denoted by A%, BY'). Therefore, our fourth-order wave solution can be

constructed on two levels.

o Level 1
Compute D[u] using u; A} and B} are obtained by second order solution implicitly

(2.58) or explicitly (3.6).

e Level 2
Compute D?[u] using D[u]; A% and By are obtained by fourth order solution (3.3) and

(3.5) explicitly

Now, we provide algorithms for fourth-order outflow boundary conditions in one dimen-
sion. We first modify Algorithm 5 to work for outflow boundary conditions with fourth-order
accuracy in time. This Algorithm 11 computes v coefficients (see 3.7 and 3.4 ) using second-
order centered, and fourth-order backward finite different stencils in Level 1 and Level 2
computations respectively. Initially, outflow boundary coefficients (vector H) are set to zero,
meaning boundary coefficients at time step ¢, are zero, and previous solutions at boundaries
are maintained (ubp,,) for the computation.

During the computation of £ using outflow (Algorithm 12), we use an iterative method
to ensure the solution converges. In each iteration, it computes boundary coefficients and
updates the solutions within the boundary stencil. We perform the iteration until it satisfies
a criterion |t — Utemploo < tol where tol is a tolerance which may be chosen to be quite
small. We developed an Algorithm 13 to compute outflow boundary coefficients using the
previously explained approach.

A general procedure to compute the 7 coefficients for any order based on a given finite dif-
ference stencil is designed in Algorithm 14. This algorithm utilizes a function fdcoef f F(k, T, x)
published by [49] to compute coefficients for finite difference approximations of the derivative
of order k£ at T based on grid values at points in the boundary stencil z. In Algorithm 15,

the function E represents the expression defined in lemma 2.1
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Algorithm 11 Compute u at time ¢, by imposing outflow boundary conditions

1: Uy, U,_1, and u,_o - array of u values at time t,, t,_1, and t,,_, respectively,

2: bdrya, bdryg - boundary points,

expA expB- exponential vector of grid distance from left boundary and right boundary

respectively along the line,

v - array of weighted nodes along the line,

expweight - array of exponentially weighted nodes along the line,

ps, P -order of accuracy in space and time respectively,

xA, xB - left and right boundary points respectively.

stimp, =1:—1:1

stexpy =0:—1:—4

10: g(1,:) = gamma(p, 2, stimps)

11: ¢g(2,:) = gamma(p, 4, stexpy)

122 P=2

13: Dterms =0

14: for k=1 to P do

15 D = u  — linv_out(uy, B8,bdrya, bdryg, expA, expB, v, expweight, ps, 2k, H,
ubpyy, g, maxit, tol)

@

16:

17: Dterms = Dterms + poly_high(, P)D
18: u=2D

19: end for

20: w1 = 2u™ — u™ ! + Dterms

3.3 Appropriate Initial Condition

Our MOLT based implicit numerical scheme computes solution u"™! at time ¢, using
the solutions u™ and ©™~! at previous time steps t,,, and t,_;. Therefore our initial condition

should be handled carefully in order to avoid order reduction of the scheme. In Causley’s

1

higher order paper [14] he introduced a technique to approximate u' at time ¢; using the

initial solution at time ¢, u".

However, since our high-order outflow scheme requires solutions «™, u™!, u"~2, u"3,

and u"~* at the boundary points for the time levels t,,, t,_1, tn_2, tn—3, and t,_4 to compute

homogeneous coefficients, the above approximation is not enough to go with high-order

outflow scheme. Therefore, we require the initial solution ', w2, v, and u* to use our

higher order scheme. In order to obtain those values, we first use the second order scheme

2

with the initial approximation of ! and obtain u?, u?, and u*, then afterwords we use our
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Algorithm 12 linv_out: Compute £~! for outflow boundary condition

10:
11:
12:
13:
14:
15:
16:
17:
18:
19:
20:
21:
22:
23:
24:
25:
26:

u - array of u values at time t,,
[ - averaging parameter,
bdry 4, bdryg - boundary points,
expA expB- exponential vector of grid distance from left boundary and right boundary
respectively along the line,
v - array of weighted nodes along the line,
expweight - array of exponentially weighted nodes along the line,
ps -order of accuracy in space,
py - order of accuracy in time.
H - boundary coefficients at time step t,,
ubp,, - solution at the boundary points at previous time steps,
g - a vector of v coefficients for a given order of accuracy,
maxit - maximum number of iterations,
tol - tolerance number for the convergence.
Compute particular solution
I = fastconvolution(u, v, expweight, ps)
Boundary correction
Utemp = U
it =0
repeat
H = apply_bc_out flow(ua, up, bdrya, bdryg, B, H, ubpy,, g, pt)
Utemp = update_stencil(Uiemy, I, expA, expB)
=1t +1
until (|u — Wemp|oo < tol) OR (it < maxit)
Operate £}

_
2

linv =1+ H(k,1)expA+ H(k,2)expB

fourth order scheme to compute the solution u°.

3.4 Numerical Results

In this section, several test cases are reported for higher-order accuracy in 2D and 3D.

3.4.1 Convergence Test for High-Order Outflow

We first show fourth order convergence of outflow boundary conditions by performing

a refinement study on a rectangular domain Q = [—1,1] x [—1,1] and a cubic domain

Q= [-1,1] x [-1,1] x [-1,1] for 2D and 3D respectively. In each case, we use a point
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Algorithm 13 apply_bc_out flow: Apply outflow boundary conditions

1: I, Ip - solution at boundary points,
2: bdrya, bdrypg - boundary points,
3: H - boundary coefficients at time step t,,
4: ubpy, - solution at the boundary points at previous time steps,
5: g - a vector of v coefficients for a given order of accuracy,
6: 3 - averaging parameter,
7: p - order of accuracy in time.
8 p=2xk
9: H(k,1) = H(k,1)e™? + g(k,1)14
10: H(k,2) = H(k,2)e™? + g(k,1)I5
11: for j=2top +1 do
122 for bp=0to1ldo
13: H(k,bp) = H(k,bp) + g(k, j)ubpy-(p + 2 — j,bp)
14:  end for
15: end for
16: for j=1topdo
17 prpr(ja :) = prpr(j +1, :)
18: end for
19: ubpyr(p+1,0) = uza
20: ubp,(p+1,1) = uyp

Algorithm 14 gamma : Compute the v coefficients for a given order of accuracy
[ - averaging parameter,
p - order of accuracy in time,
stencil - array of uniform grid points
for j=1topdo

cfs(:,7) = fdeoef fF(j,0, stencil)
end for
for k=1 to p+1 do

for j=1topdo

g(k) = g(k) + (~1V E(j, B)

end for

: end for

+9(1) = g(1) + E(0,5)

— = =

source cos(wt),w = 1 placed at center of the domain ( (0,0) in 2D and (0,0,0) in 3D),
and run the evaluation up to dimensionless time T' = 2.0, with a fixed spatial resolution of
160 x 160 spatial points in 2D and 160 x 160 x 160 in 3D. The discrete L., norm of the

error is constructed at each time step and maximum error over all time steps is used to

125x10~3

oF , k=1 to 5, with outflow boundary conditions. The

graph in Figure 3.1 for At =
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Algorithm 15 E : Compute the coefficients E based on lemma 2.1

1: m and v - integers,

2m>0and v >0

3: P,,=0

4: for ] =0 to m do
'Ul

: va = Lmy + m

6: end for

7

B = v%n(l —e )Py

CFL (= %) value changes proportional to the time step size At with fixed spatial step size,
Axr = Ay = Az.
0 0
- --4th order slope - - -4th order slope

— 1L J —
S 10 e CFL=25
(0] [ 5
g 5 g 10
6 10°¢ o
c c
£ £

-3
£10 £ .
£ £10
s 3
= 10" =

10°® ‘ ‘ 10°® ’
102 10™" 102 10™"
dt dt
(a) in 2D (b) in 3D

Figure 3.1: Fourth order convergence of (a) 2D and (b) 3D wave solver using outflow bound-

ary conditions with the spatial step size h = 1.25 x 1072, This is a self-refinement
study which measures L., norm of the error at time 7" = 2.0 on a (a) square and
(b) cubic domain with a point source cos(wt),w = 1 at the center of the domain.
The CFL (= ¢2%) value changes proportional to the time step size At with fixed

h
spatial step size, h.

3.4.2 Rotating Gaussian Pulse

In this section, we examine the ability of our outflow scheme to handle the effect of

a rotating Gaussian pulse. First, we perform refinement studies on a square domain §2 =

[—1,1] x[—1, 1] for a rotating Gaussian pulse through different angles. We chose the Gaussian
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pulse as an initial solution,

_36 (( cos(@)z:»lsin(e)y )2+( sin(e)a:;;cos(e)y )2>

e (3.8)

with 71 = 2 and 75 = 1 and rotate the angle 6 from 1% to % for this refinement studies.
We run the evaluation up to the dimensionless time 7" = 2.0, with a fixed spatial resolution
of 100 x 100 spatial points. The discrete L., norm of the error is constructed at each time
step and maximum error over all time step is used to graph in Figure 3.2 for At = % k=0

to 4, with our fourth order outflow boundary conditions.

—=—10° rotation
—&—30° rotation

50° rotation
—*—70° rotation

—*—90° rotation
4th order slope
= = =3rd order slope

-
o
o

Maximum (inf norm) error
S
0

0.0005 0.001 0.002
dx

Figure 3.2: Fourth order convergence of the oval shape Gaussian pulse (however it reduces to
the above third order near to 6 = % due to the ADI splitting error) given by the
Equation 3.8 rotated through 1H—8 to % on square domain Q = [—1, 1] by imposing
Outflow boundary conditions along the boundaries. This self-refinement study
measures L., norm of the error at time 7" = 2.0 with A = 0.02.

The convergence plot shows that the order of the accuracy reduces from fourth-order to
above third-order while the angle goes to %. This is acceptable behavior because the highest

splitting error should be obtained for the angle % due to the ADI splitting.
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3.4.2.1 Time Evaluation of 50° angled Gaussian pulse

In this section, we present a time evolution of the same Gaussian pulse defined in equa-
tion 3.8 with r; = 2,7, = 1 and angle 6 = 50° using outflow boundary conditions. We chose
a rectangular domain 2 = [—1, 1] x [—1, 1] with spatial resolution of 300 x 300 spatial points,
and set the time step size At = 3.3 x 1073 to maintain CFL value 0.5. Figure 3.3 shows

snapshots of the wave at different time instants

le.0N

(a) t = 0.3597 t = 0.6864 = 1.0131 t = 1.3695

— 1.0e-01

—0.09

- 0.08

- 0.07
0.06
0.05
0.04
0.03
0.02
0.01
0.0e+00

Figure 3.3: Time evolution of a Gaussian pulse given by the Equation 3.8 with angle 6 = 50°
on square domain 2 = [—1,1])? by imposing outflow boundary conditions along
the boundaries. Here the time step size At = 3.3 x 1072 and CFL value is 0.5.
The wave is leaving completely as expected.

OOO00

) 0 =30° ) 0 =50° ) 6 ="170° ) 6 =90°

— 1.0e-01
—0.09
—0.08
—0.07
0.06
0.05
0.04
0.03
0.02
0.01
0.0e+00

Figure 3.4: Evolution of a Gaussian field given by the Equation 3.8 at time t = 0.6864,
rotated through different angles (a) 8 = 30°, (b) 8 = 50°, (c¢) § = 70°, and (d)
6 = 90° on square domain 2 = [—1, 1]> by imposing outflow boundary conditions
along the boundaries, Here the time step size At = 3.3 x 1072 and CFL value is
0.5 at time t = 0.1287 using outflow boundary conditions. We observe the same
behaviour of the wave for rotated Gaussian pulse through different angles. The
waves leave completely through the curved boundary.
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3.4.3 Outflow Boundary Condition Along Curve Boundaries

We performed an experiment to examine the ability of our outflow boundary treatment
along the curved boundaries. For this experiment, we built a 2D geometry with a curved
boundary as shown in Figure 3.5 (a). The curve is a portion of an ellipse which has axes a

and b and centred at the origin (0, 0).

ab
Vb2 + a?tan’6

Ty =

Tho = T tand
rh1 =0

This 2D object can be represented as a 2D graph (Figure 3.5), G(V, E(Fg, E4)) with a
set of vertices V' = (vq, v, v3,v4), straight edges Eg = [es1(= (v2,v3)), esa(= (v3,04)), €53(=

(v3,v4)), €s4(= (v4,v1))], and an arch edge E4 = [eq1(= (v1, v2, 0))].

V5 (N, Th2) Y V1 (hs Th2)

O.(o, 0)

\ A+
\ ! r:hl

\ ) i

' /

\ ’

\
~\ /, ¥
. V3 (hy, Th1)  Va (T, -Tn1)
Ty
(a) Geometry (b) Graph

Figure 3.5: (a) Geometry and (b) graph representation of the 2D object constructed by using
an oval of width 2a and height 2b and a rectangle of 2r,, X (rp1+742). Here rp; = b
and vy, ve, v3, and vy are the vertices of the object.
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We made an instant of this object with a = 1.6, b = 4.8, and 6 = 50°, place a point source
coswt with w = 0.5 at O(0, 100Ax), apply outflow boundary condition along the elliptical
curved edge and Dirichlet along the remaining straight edges. Time evaluation of the source
field for the spatial grid width Az = Ay = 0.039 and time step size At = 0.0195 is shown in

Figure 3.6

-3

— 0.00028

— 0.00026
0.00024

- 0.00022

- 0.0002
0.00018
0.00016
0.00014
0.00012
0.0001
8e-5
be-5
4e-5
2e-5
0.0e+00

) t = 1.8135s ) t=11.778s ) t =12.6945s ) t =13.7085s

Figure 3.6: Time evolution of the point source field coswt with w = 0.5 at (0, 100Ax) in the
object as shown in Figure 3.5 by imposing outflow boundary conditions along
the curved boundary and homogeneous Dirichlet along the straight boundaries.
Here the spatial step size, Ax = Ay = 0.039 and the time step size, At = 0.0195

Further, we performed refinement studies for the same structure and obtained the fourth-
order accuracy in time by computing the L., error for the final time 7" = 5.0 as shown in

the plot 3.7.

3.4.4 Convergence Studies Using Analytical Solution

We perform this experiment to confirm the order of accuracy of our scheme using an
analytical solution. We use the fourth order scheme (see [14] for the proof) as given in

Equation 3.9 which includes the source term s,

o " g n
1 _ou +u 1 —BQnyz[u ] — (52nyz — Ecxyz Czyz[u ]
- B (s"Th+10s" + 5" + B Cay-[5"] (3.9)
1202 1204 "Y*
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(a) Field at t = 5.0 (b) Convergence plot

Figure 3.7: (a) Snapshot of the point source field at time 7" = 5.0 and (b) Fourth order
convergence of 2D wave solver using Outflow boundary conditions along the
curve boundary with the spatial grid width Az = Ay = 0.078. This is a self-
refinement study which measures L., norm of the error at time 7" = 5.0 on the

object shown in Figure 3.5 with a point source cos(wt),w = 0.5 at the center of
the box, (0, 100Az)

Here we use three dimensional integration operator C,,. acting on the source term s for a
high-order correction. We derive an analytical solution for a point source sin(4nt) placed at

(20, Yo, 20) as follows,

i 6736(t/1571).28in(4ﬂ.t) (310>
AT /(@ — 20)? + (y — y0)? + (2 — 29)% + 02
where § € RT, 0 < 6% < Ax
We choose a cubic domain 2 = [—1,1] x [-1, 1] x [—1, 1], place a point source sin(4rt) at

the center (0,0,0), impose outflow boundary conditions along the all six boundary surfaces,
and run the evaluation up to dimensionless time 7" = 3.7, with a fixed spatial resolution
of 80 x 80 x 80. The discrete L., norm of the error is constructed at each time step and

maximum error over all time steps is used to graph in Figure 3.8 for At = 2X;,9_1 , k=0 to

3.
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—e—h =2.500000e-02
- - -4th order slope

Maximum (inf norm) error
=
w

1072 107"
dt

Figure 3.8: Fourth order convergence of 3D wave solver using outflow boundary conditions
with the spatial step size h = 2.5 x 1072, This measures L., norm of the error
which compares with analytical solution using a point source sin(4nt) placed at
the center of the domain.

3.5 Summary

We derived a solution for high-order outflow boundary conditions using our MOLT based
scheme which uses the extended backward finite difference time-stencil along the boundaries
and applies a suitable initial condition. The computation begins with the second-order
scheme followed by the 4th-order scheme after three time-steps. We evaluated the scheme
using several test cases including curved boundaries. In the next chapter, we describe the

derivation of the high-order embedded Neumann boundary method for multi-dimensions.
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CHAPTER 4: Higher Order Embedded Neumann Boundary Method

4.1 Introduction

In this chapter, we review the second-order embedded Neumann boundary method for
the scheme described in Chapter 2 and extend the order of spatiotemporal accuracy for
this scheme to arbitrary high-order. Further, we develop a general framework for complex
geometries in 3D.

We choose an embedded boundary method to deal with complicated geometries. As an
initial test for the simulation of magnetrons, we impose the embedded Neumann boundary
condition (later, in Chapter 5 we introduce our embedded PEC boundary condition). The
MOLT based scheme described in Chapter 2 gives second-order accuracy for embedded
Neumann boundary condition, therefore we want to improve the accuracy for arbitrary
higher-order in time and space. In this chapter, we describe a high-order 3D embedded
Neumann boundary method and generalize it for complex geometries in 3D. The high-order
accuracy in time is achieved using the Lax-Wendroff approach as explained previously in
Chapter 2. Our treatment for embedded Neumann boundary condition includes the ghost
points and boundary corrections. First, the solution at the ghost points are computed using
Hermite-Birkhoff interpolation, and then interior points were updated using a boundary
correction iteration along with boundary stencils. Hence, we extend the interpolation stencils
to achieve high-order accuracy in space.

The embedded boundary method can deal with curved boundaries and material inter-
faces by superimposing boundaries on Cartesian grids and it also can handle off-grid points.
Thus, the embedded boundary method is the most suitable approach for complicated geome-

tries in different application areas such as fluid dynamics in aerospace engineering [55; 44],
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electromagnetics [3], and acoustics [45; 2]. Further, several material interface problems are
dealt with embedded boundary methods such as dielectric materials. Here, the question
is how to handle wave propagation along with material/domain interfaces. Researchers
propose appropriate jump conditions [11; 3; 46; 22| which were derived from the domain’s
material properties and apply the suitable boundary conditions along the interfaces using
interpolation techniques. In [46], the embedded method was used for numerical modeling of
electromagnetic scattering of an incident plane wave by a dielectric circular cylinder. They
dealt with discontinuous wave propagation speed using appropriate jump conditions, but
the scheme is in second-order temporal and spatial accuracy for 2D problems. In [11] and
[18] second and fourth-order accuracy was achieved using an upwinding embedded boundary
method for Maxwell’s equations based on Runge-Kutta type time discretization. However,
the approach is very cost expensive and is not as fast as our MOLT based scheme. Another
method proposed in [3] uses interior boundary points instead of exterior ghost points to
apply Neumann or Dirichlet boundary conditions with the embedded boundary method and
gives fourth-order accuracy for the wave equation in 2D. The method is based on a compact
Pade-type discretization of spatial derivatives together with the Taylor series method in time
and it can remove small-cell stiffness problems for both Neumann or Dirichlet boundary con-
ditions. However, it also deals with cost expensive and slow matrix operations to obtain the
solution.

An approach similar to our scheme has been used in [9; 8]. They provide an implicit ADI
based numerical scheme for solving the heat and wave equations in a general embedded-
boundary domain with high-order spatial accuracy using Fourier continuation spatial approx-
imations and second-order temporal accuracy. Thus, the big difference from our approach
is that they use a Fourier-based method to invert the semi-discrete differential operator
instead of constructing and inverting the modified Helmholtz operator as we do. Besides,
the Fourier continuation method allows for minimal dispersion errors for wave propagation

problems. However, the schemes are only second-order accurate in time and higher-order
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accuracy requires resorting to Richardson extrapolations.

In the following sections, we describe the higher-order Neumann boundary conditions
in Section 4.2, detailing its implementation in 1D, 2D, and 3D. In Section 4.3, we describe
the generalized embedded method suitable for any complex geometry and finally provide

numerical results.

4.2 Derivation of The Scheme

Neumann boundary conditions for boundary geometries along grid lines can be directly
imposed using a two-point boundary correction by utilizing surface grids in 2D and volu-
metric grids in 3D. The method can be applied to polygonal domains by the use of multiple
overset grids, each aligned with a boundary segment, which communicates with the interior
grid through interpolation on a ghost cell region. We chose the embedded boundary methods
explained in [13] as the basis to impose Neumann boundary conditions for curved boundary
surfaces in 3D. Here we determine the corresponding Dirichlet boundary values at the end-
points of each z—, y— and z— sweep lines that result in the approximate satisfaction of the
Neumann boundary condition.

The Neumann boundary condition is unconditionally unstable even when space is set
continuously [46; 22]. This means all embedded boundary methods need a touch of diffusion
to stabilize it. In our earlier work, we developed a O(At?) with one higher-order diffusion

term to stabilize it. Here we extend the diffusion term to the fourth-order accuracy.

4.2.1 One Dimensional Scheme

Let us consider 1D domain Q = [z,, x| with a left boundary x g, and we choose a ghost
point zg, which is the exterior-point to the simulation domain (it should have at least one

interior neighbor). We give the formulation of the left domain in detail next,

As shown in Figure 4.1, x; and x;; are two interior points, their distance from boundary
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Xp X1

Figure 4.1: Geometry of 1D embedded Neumann boundary domain Q2 = [z,, x;] with left
boundary z g, ghost point xg, and interpolation points x; and x;;, where the
distance & = |7 — 24|, &1 = |T11 — 24|, and &g = |v6 — 24

point are £ = |z — x| and & = |x;r — x,| along the normal. We define ¢ as the distance

between ghost and boundary point ({¢ = |z¢ —x.|). We apply Hermite-Birkhoff interpolate,

P(&) through the points, zq, 4, 1, and z;; by imposing the conditions P'(0) = 0, P(&;) = uy

and P(&r7) = uyr, and explicitly solving for ug gives:

i = (G ) i+ (=) e

We have introduced additional notation of [+ 1 and [, which designate how we will set up
a fixed point iteration using the Hermite-Birkhoff interpolate. The iteration itself is a simple
first order fixed point method. Let w¥) and w(*?) be the solutions at the I** and (I + 1)
iterations. We choose a tolerance tol, and maximum number of allowed iterations mzit, and

(+1) — wl)| . < tol OR nit > mit where nit is the current

define a stopping criterion as |w
iteration number. The detailed steps for this iterative approach are given in Algorithm 16,
As detailed in [13] we need to include an artificial dissipation term into the solution to

maintain stability for such an embedded boundary method. Thus the second-order solution

u"t1(z) at the next time step looks like,

u M (2) = 2u™(z) +u " (2) = —B*DW[u"] — eDP [u" . (4.1)

where € is an artificial dissipation coefficient, that satisfies 0 < e < 1. The Value of D% [u™]

at the previous time step can be used as D [u™~1] at the current time step, and we need to

g0 with one more computing-level to obtain D% [u™]. According to [13],  has to be reduced
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Algorithm 16 Compute L~ for 1D scheme

Compute particular solution 1" = I[u"]

Initial guess w10 ~ 3™ — 3u" ! + u" 2

Initialize the iteration counter nit =0

repeat
Compute w7 Y and W?IH(Z), at the interpolation points z;, and x;; and as well as at
the interpolation points along the right boundary

6:  Compute solution at the ghost points using the following Hermite-Birkhoff interpolant
n+1(l) g?,—gé) n+1(1) (5@—5?) n+1(1)
Ve o T (é%rs% Wit g ) Vi
7. Compute homogeneous coefficients a; and by using the fact (Here, z,o and x5 are
ghost points ),
wn+1(l) — [n—l—l + ale—a(x—wac) + ble—a(zbg—:p).

+1(

8:  Compute solution and update boundary stencil
Wn+1(l+1) — [t + ale—a(x—wag) 4 ble—a(acbg—w)

9: nit=nit+1

10: until (Jw" 0D — w1 O] < tol OR nit > mit)

by a small amount from the case published in [14].

4.2.2 Two Dimensional Scheme

When extending the embedded Neumann boundary method to 2D cases, we need to
consider two important changes: every spatial point will be treated in x and y Cartesian
coordinates, and the ghost point approximation will be made by using bi-linear interpolation.
To achieve high-order accuracy, we need more computing-levels (perform P computing-levels
for 2P-th order of accuracy in time ) and extend the interpolation stencils by using 4-points
along the normal for the Hermite-Birkhoff interpolation and an eight-point stencil for the bi-
linear interpolation. We can derive second-order and fourth-order 2D solution with artificial

dissipation ([13]) as given below,

n+1 n n—1 __ 2(1 n 2 n—1
Ut = 2u" W = —p Cg(ﬁy) [u"] + ec;; [u" ], (4.2)
nt1 n o on-1 25(1), n am@ B @ p)rn (3)[, n—1
u"tt = 2u" " = B0, [u"] — | 7Dy — ECW Cay [u"] + €Cp) [u" . (4.3)

We now consider the situation of a two-dimensional domain with a curved boundary I'
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displayed in Figure 4.2. In the 2D case, we define a ghost point (zq, y¢) which is an exterior
point (x;,y;), but at least one of the neighboring points (x;11,y;) or (x;, yj+1) should be an
interior point. In order to compute the value of unknown ug at the ghost point location
(Tac, Yai), We construct a quadratic Hermite-Birkhoff boundary interpolant P(€) along the
direction normal to the boundary, which intersects the boundary curve I" at location (x4, y,)-
We choose four interior points selected along the normal of the surface with distances, & =
(@, y1) = (@0, Ya)| = Asp, &1 = (@11, y11) = (Tas Ya)| = 2881, &1 = (@101, y111) = (Ta, Ya)| =
3Asrand & = |(21v, yrv) — (Ta, Ya)| = 4As;, where we will typically take As; = v/2Az, and
compute values uy, usy, urry, and upy at points (z7,yr), (217, y11), (X111, y111), and (xpv, yrv)
respectively by interpolating from interior grid points, and use these interpolation values uy,
urr, urrr, and upy to perform the Hermite-Birkhoff interpolant P(£). Further, the distance

from the boundary to the ghost point is defined as {g = |(zg, yg) — (Ta, Ya)|-

] ' ' ' ’
- (ryn) .
L;T&-.hul ] ] ® (] L] L]
. LIIV Xﬂa’} ‘ *(x;, y1)® ’
(Iru }’Iu) C (}8 I
’ ’ * ’ ’ ’ ’ R :'yj . .
(a) Geometry (b) 8-points stencil

Figure 4.2: (a)Geometry of 2D embedded Neumann boundary method with a boundary
point (zp,yp), ghost point (¢, ye), and interpolation points (z7,yr), (11, yrr),
(xrrr,yrrr) and (zpy, yrv) and (b) symmetric 8-points stencil to interpolate the
solution at the point (xr,y;).

The solution at the ghost point, ug can be computed using the Hermite-Birkhoff inter-

polant P(§) by imposing the conditions P'(0) =0, P(&;) = ur, P(&r1) = urr, P(&rr) = wipr,
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and P(&7y) = uyy given by,

I+ $1ur 50) l (51V 5G> ! (50 51) l (fG fu) ! O( Az
e (m g) g —a) g, —g)mt\g g )T oB)

We obtain u; and uy; by the approximations using the symmetric 8-point stencil inter-
polation. Suppose the interpolation point w; lies in a cell with corners (z;,y;), (Tit1,Y;),

(%it1,Yj+1), and (x;,yj11), we have the following approximation for u,

U = Wil j + Woljy1,5 + W3lit1,541 T Wally jy1

+ WsUi—15-1 + Weliyoj—1 + Wrlip2 jy2 + Weli—1 j42 (4.4)
where
_ (Tiv2 — 21)(Yjr2 — 1) _ (x1 — 2i-1) (Y2 — Y1)
w, = Wy =
4AzAy 4AzAy
_ (fEI - wifl)<y1 - yjfl) Wi — (Tit2 — iUI)(yI - yjﬂ)
4AxAy * 4AxAy
- (@i = 2n) (Y — yr) (@ = @) (Y — Y1)
Wy = We =
4AzAy 4AzAy
- (zr — 2:)(yr — yj) . (g1 — 1) (yr — yj)
W7 = wg =
4AzAy 4AzAy

As described in 1D (4.2.1), we use an iterative scheme to improve the accuracy of the
solution. For each term in the operator on the right hand side of the second order solution
given by equation 4.2, or fourth order in time solution given by equation 4.3, we must identify
the correct ghost point that allows that term to guarantee that the normal derivative is zero
along the boundary. Taking the C™V[u"] operator and expanding the operator out we have
CO"]) = L "] + L u"] — L1 L [u"] — L1 L, [u"]. The fixed point iteration identifies
the ghost point for wy = L [u"], wy = L' [u"], Wiy = L '[wy], and wy, = L, [wy] such
that when solving for the boundary correction terms the operator satisfies 0,wx|gn = 0,

8nwy|8§2 = 07 anVny|8Q = 07 anVVyx|BQ = 0.
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Let us consider wx and wyy = E; wy], knowing that wy and Wy, are similar. The
iterative process for wy starts by making an initial guess at the direct boundary values
Wy |oa, using an extrapolate in time w,"*5(®) ~ 3w, " — 3w, ! + w," 2 at each boundary

point (Algorithm 17).

Algorithm 17 Compute w, (= L;[u])

T

1: Compute the interior sweep (particular solution) I7*! = [,[u"]

2: Initial guess wy "1 x 3w, " — 3w, " ! + w2

3: Initialize the iteration counter nit =0

4: repeat

5. for k=1 ton, do

6: Compute Wy, and Wyrrp), at the interpolation points (zr),yw)), and
(rrk), Yry) and as well as at the interpolation points along the right boundary
using bilinear interpolation

7: Compute solution at the ghost points (Tac),y@)) and (Tuek), Y)) using the
Hermite-Birkhoff interpolant

8: Compute homogeneous coefficients a;(y and by using the fact
Wxn+1(l) — Jntl aw(k)efa(xfzac(k)) 4 bm(k)efa(mbc(k)*x)

9: Compute solution and update boundary stencil

Wxn+1(l+1) _ In+1 + ax(k)e—a(z—:cag(kﬂ + bm(k)e—a(:vbg(k)—zr)
10:  end for
11:  mt=mt+1
12: until (|Jw, "D — w 10| < tol OR nit > mit)

Given the update on wy, the next step is to consider wyx = £ 'wy]. The process starts
with the initial guess w,"*5(©) ~ 3u™ — 3u"~! + "2 at the boundary (Algorithm 18).

The same process is done for wy and wyy,. The Hermite-Birkhoft interpolate enforces
that the normal derivative is zero for wy, Wy, Wxy and wyy such that C(l)[u”] satisfies the
normal derivative condition on 92 to within tolerance. For the fourth order formulation, we
compute the boundary conditions for CV[u"] and then we repeat the process for C? and
D@ acting on CV[u"].

Next, we will eamine the higher order embedded Neumann boundary method for 3D in

detail,
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Algorithm 18 Compute wyx(= L;l[wx])
1: Compute the interior sweep (particular solution) I;*" = I, [wy"]
2: Initial guess wy, "1 ~ 3u"™ — 3un~1 + un2
3: Initialize the iteration counter nit = 0

4: repeat
5. for k=1 ton, do
6: Compute Wysr()» and Wyxrrry ot the interpolation points (2w, Y, and

(), yrry) and as well as at the interpolation points along the right boundary
using bilinear interpolation

7: Compute solution at the ghost points (zu),Yecr)) and (Tu), Ysae)) using the
Hermite-Birkhoff interpolant

8: Compute homogeneous coefficients a;x) and by using the fact
Wyxn—i-l(l) S ay(k)e—a(y—yac(k)) + by(k)e—a(ybc(k)—y)

9: Compute solution and update boundary stencil

Wyxn+1(l+1) — [l ay(k)e_a(y_yaG(k)) + by(k)e—a(ybc(k)—y)
10:  end for
11:  nmt=nit + 1
12: until (|wy, ") — w " 10| < tol OR nit > mit)

4.2.3 Three Dimensional Scheme

We now consider the situation of a three-dimensional domain with a curved-surface
boundary I" displayed in Figure 4.3. In the 3D case, we define a ghost point (Z.q, Yag, Zac)
which is an exterior point (z;, y;, 2 ), but at least one of the neighbouring points (241, y;, k)
or (x;, Yj+1, 2k) or (z;,y;, zk £ 1) of it should be an interior point. As described in the one and
two dimensional cases, to compute ug, we construct a quadratic Hermite-Birkhoff boundary
interpolant P(¢) along the direction normal to the boundary surface, which intersects the
boundary curved-surface I' at location (x4, ya, 24). We choose two interior points selected
along the normal of the surface with distances, &5 = [(x7,yr, 21) — (Za, Ya, 2) = Asy| and
& = (@i, yir, 211) — (Tay Ya, 2a) = 2As;|, where we will typically take As; = v/3Az, and
compute values u; and uyy, at points (x,yr, zr) and (xr1, ys7, 277) respectively by interpo-
lating from interior grid points, and use these interpolation values u; and u;; to perform the
Hermite-Birkhoff interpolant P(£). Further, the distance from the boundary to the ghost

point is defined as {6 = |((Zag; Yac, 2ac)) — (Tas Yas Za)]-

The solution at ghost point, ug can be computed using the Hermite-Birkhoff interpolant
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S ' . (x5 ¥11s 21)

Figure 4.3: Geometry of 3D embedded Neumann boundary method with a boundary
point (xg,yg, 2B), ghost point (z¢,yq, 2¢), and interpolation points (zy,yy, 27),
(xr1, Y11, 211), (Trirs Yo, z) and (e, yrv, 21v)

P(¢) by imposing the conditions P'(0) =0, P(&;) = us, and P(&5;) = uyy, given by,

2 2 2 2
i = (G ) v (G=5) o

We obtain u; and uj; by the approximations using the tri-linear interpolation. Sup-

pose the interpolation point u; lies in a cell of rectangular prism with corners (x;,y;, zi),

(xi-‘rl? Yj, Zk)a (xi+17 Yj+1, Zk) ) (*r’b Yj+1, Zk)a (xb Yj, Zk-i—l)a ($i+17 Yj, Zk-i-l)’ (mi-‘rh Yj+1, Zk-‘rl)) and

(@i, Yj+1, 2k+1), we have the following approximation for wu;

U = WUk T Wolljy1 .k T W3Uijr1,541,k T Wally i1k

+ W5 5 k41 + Welip1jk+1 T Wrlig1 11, k+1 T Wi 11, k41 (4.5)
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where

W — (i1 — 20) (Y1 — yr) (241 — 21) Wo — (xr — ) (Y1 — yr)(zr1 — 21)
! AxAyAz 2 AxAyAz
e = (B1 = 2) (1 = y5) (Znr — 21) oy = Tirt = 201 = y5) (2 — 21)
K AxAyAz ! AxAyAz
_ (@ig1 — 20 (Y —yr)(er — 2) e — &= 2 Wi — yr)(zr — z1)
° AxAyAz 0 AxAyAz
o — (21— 2y —y;) (21 — 2) e — it =20 (yr = y;) (21 — 2)
! AxAyAz s AxAyAz

Three dimensional 2-nd and 4-th order schemes can be defined as follows,

un+1 — U™ + unfl — _ﬁ2c(1) [un] + 6C(2)

Tyz Tyz

[, (4.6)

Tyz

4
u"tt — 2w+t = g2 [ut] — <62D§£Z - %Cgl) C:](c;)z [u"] + ECQ(C‘ZL[U”_I]. (4.7)

We use the operators C and D in three dimensions, and need to operate £! in the z—
direction in addition to £;' and £, to perform z— sweeps. Taking the C[u"] operator
and expanding the operator out we have CW[u"] = L71L u")+ L L um] + L, L7 um] —
LOLAL ) = LVLML ur] — £, LML [ub]. The fixed point iteration identifies the
ghost point for wy = L' [u"], wy = L u"], w, = LI u"], Wy = L1 [Wy], Way = L7 [wy],
Wy, = L1 [w,], Woyx = E;l[wyx], Wxzy = £;1[Wzy], and Wyy, = £; 1wyy], and each of these
operators satisfies 0,(.)|an = 0 when solving for the boundary correction terms.

Let us consider Wy, Wyx = £, [Wy] and Woyx = L'[Wyx], knowing that computing
of (Wy, Wuy, Wxzy), and (W,, Wx,, Wyx,) are similar. The iterative process for wy starts

by making an initial guess at the direct boundary values wy|sq, using an extrapolation in

n+1,(0) 2

time wy ~ 3wy — 3wy " ! 4+ w, "2 at each boundary point. Given the update on
Wy, the next step is to consider wyx = L 'fwy]. The process starts with the initial guess
Wy "THO) & 3wy, — 3wy " 4+ Wy, "2 at the boundary, and then using the update on wy,

the following step is to consider W,yx = £ [Wyx|. The process starts with the initial guess
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Wzyx”“’(o) ~ 3u™ —3u""! +u""% at the boundary. We use three separate algorithms for each
sweep £ L, 1 and £1, and each algorithm processes three major tasks: computation of a
particular solution, a boundary correction, and then obtaining the value of actual £=!. We

give the detailed steps for £ in Algorithm 19.

Algorithm 19 Compute W,y (= L [Wyy])

1: Compute the interior sweep (particular solution) It = I, [wy,"]
2: Initial guess wzyx”H(O) ~ 3u™ — 3u" !+ 2

3: Initialize the iteration counter nit =0

4: repeat

5. fori=1ton,do

6: for j =1ton, do

7: Compute Wayx (i j): and Wayxg1(ij)> &t the interpolation points ((;y, Y, 213,j))
and (z(j), Y, (211¢,5)) and as well as at the interpolation points along the right
boundary using bi-linear interpolation

8: Compute solution at the ghost points (), ¥(), Zec(,j)) a0d (), Ya), 2ai,5)) using
the Hermite-Birkhoff interpolant

9: Compute homogeneous coefficients a.; j) and b.(; ;) using the fact
Wzyanrl(l) — az(m)e*a(f«’*zac(i,j)) + bz(m)e*a(zbc;(i,j)*z)

10: Compute solution and update boundary stencil
Wzyxn+1(l+l) — [n—l—l =+ @z(i,j)e_a(z_zac(i’j>) + bz(id)e—a(zbc(i’j)_z)

11: end for

12: end for
13: nit=nit+1
14: until (|w,y "D — w, 1| < tol OR nit > mit)

Next, we are going to develop a generalized higher dimensional, higher-order scheme for

problems with complex geometries.

4.3 Treatment for Complex (Geometries

We now consider domains with complex geometries such as a model for A6 magnetron
that has a set of arch areas joined together in 2D. The A6 magnetron has a complex ge-
ometry (Figure 1.2), and so it serves as a nice numerical test case for this boundary con-
dition as opposed to a physical accurate boundary condition in a magnetron. We chose an

embedded boundary method to solve such complex problems. The complex geometries in
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higher-dimensional problems may be even harder. In our approach, however, since the higher
dimensional problems are solved with ADI schemes, we need to worry about one-dimensional
lines. Thus, we need to know all the relevant properties of each line to solve it. However,
these lines are going to be broken into several segments due to complex boundaries. First,
we compute boundary intersection points ( which may be in off-grids), where the grid lines
intersect with boundaries.

We give a detailed explanation for 3D complex geometries in this section. In our approach,
first, we decompose higher-dimensional geometry to 2D slices and then represent it using 2D
graphs with a set of vertices and edges. The edges can be classified as straight-line edges

and curves or arches. The graph G can be given as,

G(V, E(ES7 EA)), ES = (USZ',’USJ'), and EA = (Oz’javai; Uaj) (48)

where vy, vgj, Vi, and v,; are the vertices and O;; is center of the arch (v,,v,;) which
may be a circular arch (4.4 (a)) or an elliptical arch (4.4 (b)). In Figure 4.4, each object
has three vertices (v, v, v3), two straight edges es (= (v, v2)), €s2(= (v3,v1)), and one arch

edge e41(= (v2,v3,041)) that can be represented as a graph G([vy, va, vs], [[€s1, €s2], [€a1)]])

v3(x3,¥3)

v3(x3,53)
Vx5,
"2(”2!3’2) 2(%2.72)

. .-
. .-
s P (pr'Q,-' .
N _.'

U1 (7‘1':_1'1’}"
041 (%1, ¥a1) 0a1(*a1 Y a1)
(a) with circular arch (b) with elliptical arc

Figure 4.4: 2D graph with 3 vertices (vq(z1,v1), vo(22,y2), and vs(xs,ys3), 2 straight edges
es1(= (v1,09)), es2(= (vs,v1)) and 1 circular arch (a) or elliptical arch (b) edge
eq1(= (v, v3,041)) centered at O, (41, yal).
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4.3.1 Pre-computing

Before beginning the PDE evolution, we need to perform a pre-computation to identify
key characteristics of the geometry such as boundary and relevant parameter values along
the grid lines in each direction. The flow diagram in Figure 4.5 shows major tasks performed

in pre-computation and results obtained at the end of each task.

3D Object

S Sz | 2D slices

xy

Gy Gxz | 2D graphs

Properties of
P,P, P, |, P
¥ line segments

Figure 4.5: Flow diagram of pre-computation for 3D problems with complex geometries; it
cuts a 3D object into 2D slices S,,,, S;., makes 2D graphs G, G, and identifies
the properties of the line segments P,, P,, and FP.

1. Slicing
This task decomposes a given 3D object into a set of 2D objects by slicing along the
grid lines. We can form three sets of 2D slices S,., S;., and S;, in each direction z,
y, and z respectively, but two sets are sufficient for our computation (if the object is

uniform along any direction, we need to process slicing in that direction only - yielding

90



a set of slices). Suppose we apply the slicing along z and y directions, we will have a
set of zy slices, S;, placed along z with distance Az apart and a set of xz slices, S,

placed along y with distance Ay.

. Graphing

This task defines the geometry of each 2D slice using 2D graphs as expressed in equation
4.8. We have two sets of 2D slices, Sy, of size n, and S, of size n, where n, and n, are
the number of spatial grid points along the z and y directions respectively. Each slice
should have at least one 2D object. Suppose we assume a 3D object has only convex
surfaces along with primary directions z, y, and z, then 2D objects in the slices will

be defined by

Therefore, we will obtain, n, + n, graphs.

. Segmentation

This task generates line segments along each grid line in each direction z, y, and z using
intersections between the grid lines and the surface of the object. The segments along
x and y can be computed using the graph G, and along x and z can be computed
using the graph G., but we should avoid unneeded duplicate computations for x in
order to reduce computing cost. In the final stage of the pre-computation all relevant
parameters/properties P, of size n, X ng,, P, of size n, X ng, and P, of size n, x ng,
for each line segment will be computed. Here ng,, ng, and n,, are the number of line
segments along x, y, and z respectively. Since, however, each line in the same direction
does not need to have the same amount of segments, ng,, ng, and n,, are not single

variables, they are vectors/arrays to keep track of the number of segments in each line.
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Nz Ny Nz
Now, the sizes of P, P,, and P, are Z Nz (1), Z nsy(J) , and Znsz(k) respectively.
j=1 k=1

i=1

After we are done with the pre-computation, we will have three sets of line segments with
their properties (P, P,, and P,) for each direction. These segments will be utilized by our
higher-order solver to obtain a solution with higher-order accuracy. Actually, during each
sweep, each line segment is treated individually with its own piecewise constant wave speed,
and then the 3D higher-order equation 2.77 is applied to compute the solution u™™! at the

next time step ,1.

4.3.2 Geometry for A6 MDO in 2D

A model of A6M is a useful device to study high power microwave sources. This device
has a solid cathode and a solid anode with six cavities as shown in Figure 4.6-(a)). In our
modeling, we consider both categories solid and transparent cathodes ( [28; 56]) and design
the coupling horn by removing the top portion of a rectangular pyramid and fixing it with a
cavity of the anode. If we install the whole pyramid in the same place, the top will be at the
center of the anode. In order to model the A6 magnetron with diffraction output (MDO)
in 2D, we assume that the cathode and anode are infinitely long in the z-direction. Figure
4.6-(a) shows the axial view of the MDO in 2D. Suppose «; and ay are the angular widths
of the vane and cavity respectively, we can compute the angles ¢; and 0, for each cavity of

arch in terms of a; and «ay (Figure 4.6-(b)). The angle of the k' arch is given by,

0’{” = 9’f_1 + a1+ ay = 9% + (l{ — 1)(0[1 + &2) (49)

08 = 071 + 200 +ap = 0} + ko + (B — 1) (4.10)

where, since this is a symmetric uniform model a; + as = %. The model has two closed

g.
objects, a six wings object of anode with an object of circle inside which represents the
cathode. The geometry of a six wings object can be represented with a graph which has 24

vertices, 12 straight line edges and 12 arches [68].
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During the pre-computation, for each horizontal and vertical lines, we find the intersection

Lk
‘
.
‘

~
%
T ]
[ -~

.. * kx'-:‘
% 31 -

-

v

(a) Axial view (b) Cavity angle

Figure 4.6: A6 MDO (a) Axial view with a solid cathode of radius r. in the center, the
anode with inner radius r,, vane radius r,, vane angle oy, cavity angle as, and
a coupling horn of radius r;, (b) the angle of k' cavity which is represented by
the angles 0% and 05, 05 = 0% + ;.

points with edges of graphs and compute ghost, boundary, and interior points( (z;,y;) and
(x1r,yr1)) Figure 4.7 and relevant parameters which are needed to apply bi-linear interpo-
lation. The pre-computation task forms two sets of line segments for each direction which

have to be treated during z and y sweeps with our numerical scheme.

4.4 Numerical Results

In order to evaluate our numerical scheme, we consider several test cases in 2D and
3D using classic EM problems such as electromagnetic scattering of a plane wave by metal
circular cylinders ( which can be extended to dielectric circular cylinders and applicable to
photonic crystal applications), scattering of laser light by spherical objects, and electron

beams in A6M.
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Figure 4.7: Geometrical structure of A6 MDO with key points; intersection, boundary, ghost,
and interpolation points required to obtain (a) x— and (b) y— sweeps.
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4.4.1 Cylindrical Scattering

We begin with electromagnetic wave scattering of a plane wave by a metal cylinder of
radius r which is homogeneous along the z direction. By assuming the cylinder is infinitely
tall, we can represent this case in a 2D model. We choose a rectangular domain €2 =
[—1,1] x[—1, 1] with a circle of radius r = 0.5 with center at (0, 0), and analyse a point source
field (cos(wt), w = 10) placed at (—1 + 3Ax,0), Az = 0.0156 (Figure 4.8 - (a)) by applying
Neumann, outflow and Dirichlet boundary conditions along the circular boundary, vertical
rectangular borders (in y direction), and horizontal rectangular borders (in x direction)
respectively. We set the grid size to be 128 x 128, time step size At = 0.0078, averaging
parameter § = 1.4 and dissipation coefficient ¢ = 0.1. Figure 4.9 shows snapshots of the

scattered wave at different time instants.

-

source

source source

(a) A cylinder at the center (b) Two  symmetrical (¢) Two asymmetrical
cylinders cylinders

Figure 4.8: 2D model for a single cylindrical scatter at the (a) center and two (b) symmet-
ric and (c) asymmetric cylindrical scatters in the corners. Here the red mark
indicates the point source.

For the following two experiments, we use two circular scatters instead of one and consider
symmetric and asymmetric geometry with a rectangular domain 2 = [—2,2] x [—2,2]. We
move the point source to the bottom right corner and place another circular scatter with the
same radius r; = 0.3 for the symmetric case (Figure 4.8 - (¢)) and with radius 7, = 0.15 for
the asymmetric case (Figure 4.8 - (d)) at the top right corner (1.5,1.5). We apply Neumann
and outflow boundary conditions along the circular and the four rectangular boundaries

respectively and retain the same values for parameters Az, At, 5, and e. Figures 4.10 and
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Figure 4.9: Time evolution of a point source field cos(wt), w = 10 with a circular scatter of

radius 7 = 0.5 in the center of the square domain Q = [—1,1]* with a spatial
step size Az = Ay = 0.0156 and time step size At = 0.0078.

4.11 show snapshots of the wave at different time instants for the symmetric and asymmetric

cases respectively.

) t=1.2714 ) t =1.9032 ) t =2.886 (d) t =4.29

2.1e-05
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Figure 4.10: Time evolution of a point source field cos(wt), w = 10 with two symmetric
circular scatters of radii r; = ro = 0.3 in the bottom-left and top-right corners
of the square domain Q = [—2,2]> with a spatial step size Az = Ay = 0.0156
and time step size At = 0.0078.

4.4.1.1 Convergence studies

We demonstrate fourth order convergence by performing a refinement study on a 2D
square domain Q = [—1,1] x [—1,1] with a circular scatter of radius » = 0.5 at the center,
and a point source cos(wt), w = 1 placed at (0, —143Ax), Az = 0.0156. This runs up to the
final time 7" = 2.0, with a fixed spatial resolution of 160 x 160 spatial points. The discrete
L., norm of the error is constructed at each time step and maximum error over all time

steps is used to graph 4.12 for At = % , k=1 to 5, with Neumann and outflow boundary
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Figure 4.11: Time evolution of a point source field cos(wt), w = 10 with two asymmetrical
circular scatters of radii r; = 0.3 and r5 = 0.15 in the bottom-left and top-right

corners of the square domain €2 =

[—2,2]% with a spatial step size Az = Ay =

0.0156 and time step size At = 0.0078.

conditions along the circular and rectangular boundaries respectively.
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Figure 4.12: Fourth order convergence of 2D wave solver using a point source cos(wt), w = 1
placed at (0, —1 + 3Az), Az = 0.0156 on a square domain 2 = [—1,1]* with
a circular scatter of radius » = 0.5 at the center by imposing Neumann and

outflow along the circular and square boundaries.

This is a self-refinement

study which measures L., norm of the error at the final time 7" = 2.0.

For the space convergence study, a point source cos(wt), w = 1 is placed at (—1+3Ax, 0),

and runs up to time 7" = 2.0, with fixed CFL values 2 and 1, where the wave speed c is
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chosen to be 1. Our L, norm error plots of the solution at time 7" = 2.0 with varying
resolutions show fourth order accuracy (Figure 4.13 - (a)). We also note that the normal

derivative along the boundary converges with fourth order accuracy (Figure 4.13 - (b)).

1072 . 107
—CFL =2.0e+00 ——CFL =1.0e+01
——CFL =2.0e+00
—CFL =1.0e+00 CFL =1.0e+00
10-4 4th order slope| | 10 - = =4th order slope| |

Error (L2 norm)
-
o
(o]
Error (L2 norm)
=]
o

1078 1010
107" 2 10712 \
10 107
N N
(a) Space convergence of solution (b) Space convergence of boundary derivative

Figure 4.13: Convergence plots for a) space using entire solution and b) space using boundary
derivative on a square domain Q = [—1,1]> with a circular scatter of radius
r = 0.5 at the center by imposing Neumann and outflow along the circular and
square boundaries. This is a self-refinement study which measures Ly norm of
the error at the final time 7" = 2.0.

4.4.2 Spherical Scattering

In this section, we evaluate our 3D scheme using the scattering of light by a spherical
object.

For the first test case, we chose a cubic domain (2 = [—1,1] x [-1,1] x [—1,1]) with a
spherical scatter of radius r = 0.5 at the center of the cube (0,0,0) (Figure 4.14, (a)). We
place a source field (cos(wt), w = 10) placed 3Az above the center of the bottom surface(
xy plane), at (0,0, —1 + 3Az), Az = 0.0156 by applying Neumann and outflow boundary
conditions along the surface of the sphere and six surfaces of the cube respectively. We set
the grid size to be 128 x 128 x 128, time step size At = 0.0078, averaging parameter § = 1.4

and dissipation coefficient € = 0.1. Figure 4.15 shows snapshots of the wave at different time

98



instants.

(a) Single sphere (b) Two symmetric spheres (¢) Two asymmetrical spheres

Figure 4.14: 3D model for a single spherical scatter at the center of a cube, two b) symmetric
and c¢) asymmetric spherical scatters in the corners.
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Figure 4.15: Time evolution of a point source field cos(wt), w = 10 with a spherical scatter
of radii » = 0.5 in the center of the cubic domain 2 = [—1,1]® with a spatial
step size Ax = Ay = Az = 0.0156 and time step size At = 0.0078.

For the next two experiments we placed two equal sized spheres of radii r, = r, = 0.3
for the first case and two spheres with different radii 1 = 0.3 and 75 = 0.15 for the second
case at the corners of the cubical domain as shown in Figure 4.14 - (b), (¢). We move the
point source to (0,0, —1 + 3Az), Az = 0.0156 and simulate the wave propagation by apply-
ing Neumann and outflow boundary conditions along the surface of the two spheres and six
surfaces of the cube respectively. We retain the same values of parameters Ax, At, 5, and
€ as before. Figure 4.16 and 4.17 show snapshots of the wave at different time instants for

the symmetric and asymmetric cases respectively.
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Figure 4.16: Time evolution of a point source field cos(wt), w = 10 with two symmetric
spherical scatters of radii 7; = 75 = 0.3 in the bottom-left and top-right corners

of the cubic domain Q = [—1,1]® with a spatial step size Az = Ay = Az =
0.0156 and time step size At = 0.0078.
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Figure 4.17: Time evolution of a point source field cos(wt), w = 10 with two asymmetric
spherical scatters of radii r; = 0.3 and ro = 0.15 in the bottom-left and top-

right corners of the cubic domain Q = [—1,1]® with a spatial step size Az =
Ay = Az = 0.0156 and time step size At = 0.0078.

4.4.2.1 Convergence Studies

We demonstrate fourth order convergence in time and space by performing self-refinement
studies on a rectangular domain Q = [—1,1]* with a spherical scatter of radius r = 0.5 at
the center.

For the time convergence study, a point source cos(wt), w = 1 is placed at (0,0, —1 +
3Az), Az = 0.0156, and runs up to dimensionless time 7" = 2.0, with a fixed spatial resolution

of 160x 160 x 160 spatial points. The discrete L., norm of the error is constructed at each time

step and maximum error over all time steps is used to graph Figure 4.18 -a) for At = 0'3,35
, k=1 to 5, with Neumann and outflow boundary conditions along the sphere surface and
cube surfaces respectively.

For the space convergence study, a point source cos(wt), w = 1 is placed at (0,0, —1 +

3Az), and evolves to dimensionless time T = 2.0, with fixed CFL values 2, 1, and 0.5 where
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Figure 4.18: Fourth order (a) time and (b) space convergence plots using a spherical scatter
of radius 7 = 0.5 at the center of a cubic domain 2 = [—1,1]* by imposing
Neumann and outflow along the surface of the sphere and cubic boundaries.
This is a self-refinement study which measures (a) L, and (b) Ly norm of the
error at the final time 7" = 2.0.

the wave speed c is chosen to be 1. Our Ly norm error plots of the solution at dimensionless

time 7" = 2.0 with varying resolutions show fourth order accuracy (Figure 4.18 -b)).

4.4.3 Electron Beam in Magnetrons
4.4.3.1 A6 Magnetron with Diffraction Output (MDO) in 2D

In this section, we test our solver using a modified model for the A6M in 2D. We use a
point source instead of voltage source and made two experiments using solid and transparent
cathodes with a coupling horn of radius r, = 4.9, radius of the vane resonators r, = 4.11,
the anode radius r, = 2.11, the cathode radius r. = 1.58, the angular width of the vane,
ay = ¢, and the cavity, ay = %. For the first test case, we simulate the scattered wave of a
circular source, cos(wt)(|z? + y? — r?| < 2Az),w = 10 placed along with the cathode. 4.19
shows snapshots of the wave captured at different time instants.

In the second test case, we use six point-sources that are placed around the circle of the
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cathode each nearby a cavity (we maintain 15° from left edge-radius of each cavity) and
simulate the waves propagated by these sources. 4.20 shows snapshots of the wave captured

at different time instants. We applied Neumann boundary conditions along with the model

for both cases.

Figure 4.19: Time evolution of a circular source field cos(wt)(|z*+y*—71?| < 2Azr),w = 10 in
the model of AGRM with a solid cathode of radius r, = 1.58 and anode of inner
radius r, = 2.11, vane radius r, = 4.11 and the coupling horn radius r;, = 4.9

and the angular width of the vane, a; = %, and the cavity, as = .

Figure 4.20: Time evolution of fields provided by six point sources in the model of A6M with
a transparent cathode of radius r. = 1.58 and anode of inner radius r, = 2.11,
vane radius r, = 4.11 and the coupling horn radius r, = 4.9 and the angular

width of the vane, ay = %, and the cavity, ap = %.

Further, we perform a convergence test by a refinement study on a model for A6M
without cathodes. We set the radii for coupling horn, vane resonators, and anode as r, = 4.9
r, = 4.11, and r, = 2.11 respectively. The angular width of the vane, oy = % and the cavity
angle, ap = %. We place a point source cos(wt), w =1 at the center (0,0), and evolve to the
final dimensionless time 1" = 2.0, with a fixed spatial resolution of 160 x 160 spatial points.

The discrete L., norm of the error is constructed at each time step and maximum error
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over all time steps is used to graph Figure 4.21 for At =

0.3125
2k ’

k =1 to 6, with Neumann

boundary conditions along the model. It shows fourth order convergence.

Figure 4.21:

100+

Maximum (inf norm) error
=
N

—h=3.125e-02
- - -4th order slope

CFL = 0.15625

CFL=1.25

CFL=0.625 .7

CFL =0.3125 »7

CFL=5 J

dt
(a) A6M

Fourth order convergence of fields provided by a point source cos(wt), w = 1
at the center (0,0), of AGMDO with the anode of radii r, = 4.9 r, = 4.11, and
re = 2.11 and angular width of the vane, oy = % and the cavity, a; = . This
is a self-refinement study which measures L., norm of the error at time 7" = 2.0
for fixed spatial step size Az = Ay = 3.13 x 1072

4.4.3.2 A6 Magnetron in 3D

For this experiment, a 3D domain of Q = [—5,5]% is chosen with radius of the vane

resonators 7, = 4.11, anode radius r, = 2.11, cathode radius r. = 1.58, angular width of

vane 20°, cavity angle 40°, and thick h = 6 along z. We set the grid size to be 1282, time

step size At = 0.039, averaging parameter [ = 1.4 and dissipation coefficient ¢ = 0.1. In

this simulation of A6 magnetron with a transparent cathode which is mimicked by using

six emitters/line sources, we calculated the time evolution by imposing embedded Neumann

boundary conditions over the boundary stencil during the z—, y—, and z— sweeps (Figure
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4.23). Figure 4.22 shows the geometrical setup of the 3D A6 magnetron, indicating key

on/off mesh grid points used by the scheme.

5 .5 5 5
y X y X
(a) on x—sweep (b) on y—sweep
* Ghost point
5 © Boundary point
+ Interpolation point |
+ Interpolation point I
N O Intersection point
'5 B
5
5
0 0
-5 -5
y X

(c) on z—sweep

Figure 4.22: Key points used for the simulation of 3D A6 magnetron; intersection, boundary,
ghost, and interpolation points required to obtain (a) z—, (b) y—, and (¢) z—
sweeps.

4.4.3.3 Convergence Studies

Further, we perform self-refinement studies to evaluate the consistency of our scheme
for A6 magnetron with a transparent cathode. We retain the same values of geometrical

parameters (rp, Ty, Ta, Te, @1, @2, and h) and emitters. The simulation evolves to the final
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Figure 4.23: Time evolution of fields provided by six point sources in the model of 3D A6

magnetron with a transparent cathode of radius r. = 1.58 and anode of inner
radius r, = 2.11, vane radius r, = 4.11 and the coupling horn radius r, = 4.9,

the angular width of the vane, a; = §, cavity angle, ay = %’r, and thickness
h = 6.

time 7" = 2.0 by imposing Neumann boundary conditions along the model. For the time-

convergence test, we set a fixed spatial resolution of 1283 spatial points, the discrete Lo

norm of the error is constructed at each time step and maximum error over all time steps is

used to graph Figure 4.24 -a) for At = @ , k=1 to 4. Tt shows fourth order convergence.
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(a) time convergence (b) space convergence

Figure 4.24: Fourth order (a) time convergence and (b) space convergence of fields provided

by six point sources in the model of 3D A6 magnetron with a transparent
cathode and the anode of radii r, = 4.9 r, = 4.11, and r, = 2.11 and angular

width of the vane, a; = ¢ and the cavity, ap = %. This is a self-refinement

study which measures L., norm of the error at time 7' = 2.0 for a fixed spatial
step size of Az = Ay = 3.13 x 1072
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For space-convergence test, we use fixed CFL values 2, 1, and 0.5 where the wave speed
¢ is chosen to be 1. Our L., norm error plots of the solution at dimensionless time 7" = 2.0

with varying resolutions show fourth order accuracy (Figure 4.24 -b)).

4.5 Summary

We proposed a fourth-order 3D embedded boundary method and developed a generalized
framework for complex geometry domains in 3D. We use the extended stencil for both com-
putations of the solution at the interpolation points (8-point stencil) and the ghost points (4-
point stencil) to achieve 4th-order convergence in space. And we use the same Lax-Wendroff
approach (exchange the time derivative to spatial derivative) to obtain higher-order accuracy
in time. We gave a detailed description of the high-order Neumann boundary conditions and
its implementation in 1D, 2D, and 3D. We evaluated our scheme for several problems with
complex geometries including A6 magnetron in 3D. Since the magnetrons originally designed
using metal, our best choice to represent its boundaries should be PEC. Therefore, we discuss
the PEC boundary condition in the next chapter. We give descriptions of the derivation of

PEC boundary conditions for our MOLT based scheme and its evaluation.
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CHAPTER 5: Second-Order PEC Boundary Condition

5.1 Introduction

In this chapter, we develop an embedded PEC boundary condition for the scheme de-
scribed in Chapter 2 and develop an exact simulation for magnetrons by solving the vector
potential form of Maxwell’s equations.

Since magnetrons are physically designed by metal boundaries and have complex ge-
ometries, we need PEC boundary conditions to represent the exact metal boundaries and
the embedded boundary method to deal with complex geometries. Hence, we derive an
embedded PEC boundary condition based on the electromagnetic vector potential for the
simulation of magnetrons in this chapter. We introduce a fast and geometrically flexible
approach to calculate the solution to Maxwell’s equations in vector potential form under the
Lorenz gauge. As presented, the method is 4th order in time and second-order in space, but
the A-stable formulation could be extended to higher order in both time and space. While
there is no conceptual limitation to develop this in 3D, our initial work has centered on 2D.
The eventual goal is to combine this method with particle methods for the simulations of
plasma. In the current work, the scheme is evaluated for EM wave propagation within an
object that is bounded by PEC.

Vector potential formulations of electromagnetism are widely used in classical and quan-
tum physics. Maxwell’s equations describe the time-evolution of four fields: the magnetic lux
density (B), the electric field intensity (E), the electric flux density (D), and the magnetic
field intensity (H). It is often convenient to employ a formulation based on the magnetic
vector potential A and electric scalar potential ¢. Maxwell’s equations then reduce to un-

coupled wave equations for the vector potential A and scalar potential ¢ under the Lorenz
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gauge condition [37]. We use our MOLT based implicit A-stable scheme to solve these wave
equations.

A Perfect Electric Conductor (PEC) boundary condition is derived based on the conti-
nuity of the magnetic flux normal to the boundary and is applied to the magnetic vector
potential. Our formulation avoids the additional compatibility conditions used in [34]. This
embedded PEC boundary condition is a slightly modified embedded Neumann boundary
condition. The fundamental difference is that one of the partial spatial derivatives in the
PDE is negative. As presented, the current embedded boundary formulation is second-order
in space but could be extended to higher-order.

In this chapter, we first derive wave equations for vector and scalar potentials A and
¢ under the Lorenz gauge condition discussed in section 5.2. Then we describe our two-
dimensional high-order implicit scheme using ADI splitting and the higher-order embedded
PEC boundary conditions in section 5.3, and finally we give numerical results for several test

cases in Section 5.5.

5.2 2D Electric Scalar and Magnetic Vector Potential

The macroscopic Maxwell’s equations are:

0B =-V xE, (5.1)
D=V xH-1J, (5.2)
VB =0, (5.3)
V-D=p. (5.4)

where J is the electric current density, and p is the electric charge density. In a linear
isotropic medium, D = ¢E and B = pH. The dielectric constant € = €ye, with €, and ¢,
being the free space and relative permittivity respectively, and the permeability © = pop,

with pg and p, being the free space and relative permeability respectively.
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The electric scalar potential ¢ and magnetic vector potential A are related to E and B by

E=-V¢—0A, (5.5)

B=VxA. (5.6)
For free space, Ampere’s law (Equation 5.2) is,
1
gﬁtE =V x B — plJ. (5.7)

: _ 1
where the free space phase velocity ¢ = N

Substituting E and B using equations 5.5 and 5.6 and imposing the Lorenz gauge con-
dition

1
~ i = —VA.
C

a wave equation in terms of the magnetic vector potential A results:
L 2
C—28tA — VA = ppd. (5.8)

Similarly by imposing the Lorenz gauge condition, a wave equation for the scalar potential

¢ in free space is obtained:

é&¢—v%m;ﬂ (5.9)

€0

5.3 Perfect Electric Conductor Boundary

The electric field (E) is continuous along the boundary and the magnetic flux (B) is
continuous along the normal to the boundary. Since the Perfectly Conducting Boundary
(PEC) has infinite electrical conductivity (o = 00), there will be no interior electric field

(E2 = 0) in the perfect conductor. It also follows that there is no magnetic field (Hy = 0).
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(Ey, Hy) Js In_gs (D1,By)
(E2, Hy) PEC (D2, B>)

Figure 5.1: Boundary surface between two regions with electric fields E; and E,, magnetic
field H; and Hs, electric flux densities D; and Ds, and magnetic flux densities
B; and Bs respectively. Here, J, is the surface current, ps is the surface charge
density, and n is the normal vector pointed out from the region two (Perfect
Electric Conductor).

The boundary conditions for the PEC become:

nxE; =0, (5.10)
nx H; = J,, (5.11)
n-B; =0, (5.12)
n-D; = ps. (5.13)

where n is the unit normal vector to the boundary and Js and pg are the surface current
density and charge density respectively.

Consider a two-dimensional vector/scalar potential (we are solving 2D problems in this
section). If we choose to restrict B to the x-y plane, the vector potential A only has a z

component,

A=A zy)z (5.14)

Using equation 5.6 and the boundary condition represented by equation 5.12 we get

n-(9,A, —9,A,) =0. (5.15)
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5.4 Numerical Approximation for PEC Boundary Conditions

In this section we discuss enforcing boundary conditions with the above method. For
PEC boundary conditions, we extend our previous work on Neumann boundary conditions
to PEC (Chapter 4, [13]). Before we move with boundary conditions, let us express the

second and fourth order two dimensional schemes,

A" —2A™ + A" = —B%Cl)A]. (5.16)

4
A" 2A™ 4 A = —g2CD[A") — (521)9%) — %Cﬁ)) CLU[A™. (5.17)

where superscripts on the operators C,, and D,, denote level numbers.

On a domain Q = [z, 2] X [ya, ys] outflow boundary and PEC conditions can be defined

by,

1. PEC:
OyA,(z,,1) =0, —0,A,(zp,t) =0,
—0: A, (Yo, t) =0, 0. A.(yp,t) = 0.

2. Outflow boundary condition:
01 A (x4, t) = cOLA (T4, t) , O A(xp, t) = —cOA(xyp, 1),
OtA (Yo, t) = cOyA(Ya,t) , OA(yp, t) = —cO,A(Ys, t).

Unlike Neumann boundary conditions, the challenge here is that PEC needs y derivatives
during the r— sweeps and z derivatives during the y— sweeps. This is challenging for an
ADI method because of the separation of directional information.

For a rotated square, the PEC boundary condition can use a similar approach as used
in the original method for Neumann boundaries in [13] because the directions are coupled
at the boundary. Rotating the domain through any angle, say 6, as shown in figure 5.2, we

have,
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1. Left: cos(0)0,A, — sin(0)0,AA, =0,
2. Right: —cos(0)0,A, + sin(0)0,A, =0,
3. Up: sin(0)0,A, — cos(0)0,A, =0,

4. Down: —sin(#)0,A, + cos(0)0,A, = 0.

Figure 5.2: A PEC square cavity rotated by an angle § with normal vectors ny, np, ng, and
ny along the left, down, right, and up boundaries.

In the next sections, we demonstrate how to construct a solution for A given the Dirichlet
boundaries, followed by an extension of the fixed point map for Neumann boundaries in [13]
to the case of PEC to generate the Dirichlet boundary conditions (including an adaptation

for the mesh aligned case).

5.4.1 Using Dirichlet Boundary Conditions for A to Capture PEC Boundary

In our embedded boundary method for Neumann, we constructed an efficient conver-
gent Neumann to Dirichlet Map, converting a boundary condition on the outward normal
derivative of a function into a condition that constructs ghost points outside the domain.

The method is designed such that the generated ghost points enforce the desired Neumann
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condition on the boundary. In the next two sections, we adapt this idea to PEC, which is a
condition on the tangential derivative.

We now show how to carry out the sweeps with given values at the end of each line of
the 4th order ADI method. In our 2D scenario, to construct the operator £, and L, ! to
build CV, C® and D?, each line is treated as a 1D problem, where the lines are evaluated
with x— sweeps and y— sweeps respectively [13]. We note that the operators that make up
D®) and C*) have their own boundary conditions to enforce at level k.

The objective is given the boundary condition, solve for each a, and b, along the x—
direction and a, and b, along the y— direction. We will denote A(t;,z,) = AL(t;), A(ti, zp) =
Ar(ty), Ati,ya) = Ap(t;) and A(t;,yp) = Ay(t;). Here, x4, 2] and [y,, ys] are horizontal
and vertical lines that we make sweeps along. These permit the boundary conditions to be
incorporated into the method.

As we did for wave solvers in our early work, [15], taking Ay (¢;) and Ag(t;) as fixed, for
the £;! component of the second order term C") along the line 9Q = [z,, z}), we arrive at

x

two equations in two unknowns:

+ (8% = 2)AL(tn) + AL(ta1)

)

_ 3 (1 [AL(tn) + %J”} (2) + ag — Mwbx>,
)
|

where M, = e~®(#~%a)  We can rearrange the linear system into unknown and known values,

ax+bex = wfa

M,a, + b, = wf.
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Solving the linear system for the unknowns a, and b, gives
(wf —Mwf) (M)

Tz o (5:18)

ay =
where

w5 (Asltnsn) + (5 = DAL0) + Arltar)) = T[Ar(t:) + H537] 0o
wff = (An(tun) + (5 = 2 An(tn) + Anltar)) = I[An(ts) + 537 (2s)

Taking Ap(t;) and Ay(t;) as fixed for £, of the second order term C(V) along the line

O = [Ya, Yp), We arrive at two equations in two unknowns for a, and by:

Ap(trn) (82 = 2)An(ts) + Ap(tar) = 8 (1| Ap + 5537 (w2) + 0, + My, ).

Au(tn) (52— 2)Au(t) + Ay(tar) = 52 (1 [AU v EJ”} (o) + M,a, + by>.

where M, = e~*W—va)  Solving the linear system for the unknowns a, and b, gives

(wf = Mywf) _ (wf = Mywf)
) Yy

AT V) (1—M7) o1
where
w? Z% (Ab(tars) + (8 = 2)Ap(ta) + An(ta-1)) = I[Ab(t) + 5537 (4.)
ufzéxAmmH»+w?—mAmmym%wmn)—4Am%»+MJﬂ<» (5.20)

For the operator C?) 4+ D® acting on CW[A"], which is the higher order correction, one
can obtain similar equations, except that the values of Ay (t;), Ar(t;), Ap(t;) and Ay(t;) at
the boundaries are explicitly zero. This is due to linearity and the leading order operator

satisfies the boundary condition exactly.
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5.4.2 Embedded Boundary Method, An effective Neumann to Dirichlet Map

for Creating Ghost Points

Given that we know how to solve for the Dirichlet boundary conditions for equations
5.16 and 5.17, as in [14], we would like to extend this process to the PEC case. As discussed
in [13], the reason to employ an embedded boundary approach for a differential boundary
condition has to do with stability. The difference here is we need to develop an iterative
map to find the homogeneous coefficients a and b for each piece of the operator instead of
directly computing these coefficients.

Our embedded boundary method is based on our initial work in [13]. In this paper, we
developed a second-order embedded boundary method for Neumann boundary conditions
which was second-order accurate in time and space. Using the same ideas, we extended
this method to PEC boundary conditions for the vector potential in 2D. However, in [13],
direct application through the ADI of the operators is more direct. Extending this work to
fourth-order involves developing an approach to solving for the boundary conditions for the
operators C, C®?) and D®.

We use an iterative method to obtain accurate values at the boundaries using an initial
approximation and correct it by imposing our PEC boundary condition through a fixed
point iteration. The fixed point iteration is a multi-step process that converts the derivative
condition along the boundary to a Dirichlet boundary condition, to be set at the ghost
point. These Dirichlet boundary values force the solution to satisfy the PEC condition at
the boundary to within the tolerance of iteration of the fixed point method. It should
be noted that the iteration is local at the boundary and does not involve re-
computing the interior sweeps, making this update cost-effective.

To understand the method, we start by considering a collection of uniform points with
a boundary passing through, see figure 5.3. We define the ghost points to be the collection
of points that are greater than one half of a grid spacing away, but less than two and

a half grid spacings away, from the boundary. As in our work in [13], starting from the
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Figure 5.3: Geometry of 2D embedded PEC boundary method with a boundary point
(xp,yB), ghost point (g, ys), and interpolation points (xr,yr), (17, yrr), and
(Trr1, Y1171)-
ghost point we define a normal to the surface, along which we will enforce the boundary
condition. We define the fixed point method along this normal. In figure 5.3, the ghost
point being considered is the red grid point labeled (zg, ), the blue point labeled (x5, y5)
is the boundary point and there are three interior points needed that are related to the
normal, at (x;,yr), (xrr,yrr), and (zrr7,yrrr). Their distances from the boundary point
(zB,yp) are & = |[(x1,y1) — (vB,yB)| = V2As; , & = (v, y1r) — (w8, yB)| = \/EASD
and &1 = |(zrr,yir) — (s, yp)| = 2Asy, where we will typically take Asy = V2Az.
The fixed point method starts by assuming we know A, A;;, A, and OrAg, which
is taken as a solution at {(zr,vr), (zr7,yrr) and (z7,y17)} and the tangential derivative

of a solution at (zp,yp). Here we enforce 0pAp = 0 by making OrP| y = 0 one

¢BYB
of the conditions we use to solve for the coefficients of the Hermite-Birkhoff interpolating
polynomial, P(x,y) = c¢o+c1x+coy+csxy. Enforcing that the Hermite-Birkhoff interpolates

these points and explicitly solving for A gives:

AZG+1 = F[Alj +F[[Al1~I+F[][AlIII+O(AJ?2), (521)
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where,

Y3(va +75) — ¥6(11 + 2)
(Y472 — 1571)
(V672 + 7375)
(7472 - ’75’71) ’
(V671 +7374)

Iiyp=———-—"-1, 5.22
HI (7472 - 7571) ( )

I'r=1+

I_‘II:

where,

M= Trr — X1 +Yrr — Y1,

Y2 = X1 — Trrr + Y1 — Yrir,

V3 =Tg — Tr+Ya — YI,

Yo = (211 — 21) (w3 — YB) + 21YI,

vs = (xr — x111)(TB — YB) + Tr11YI1IT

Y6 = (zp — yB)(zc — 1) + Tc(Ya — H1)- (5.23)

We have introduced additional notation of [ + 1 and [, which designate how we will set up a
fixed point iteration using the Hermite-Birkhoff interpolant. The iteration itself is a simple
first order fixed point method. Let w(¥) and w(*1) be the solutions at the [ and (I + 1)
iterations. We choose a tolerance tol, and maximum number of allowed iterations mait, and
define a stopping criterion as |[w(*Y — w®| < tol OR nit > mit where nit is the current
iteration number. We will now discuss the quasi local process for obtaining w(**?) given the
rest of the information.

For each term in the operator on the right hand side of the second order solution given
by equation 5.16, or fourth order in time solution given by equation 5.17, we must identify
the correct ghost point that allows that term to guarantee that the tangential derivative is

zero along the boundary. Taking the C(l)[A”] operator and expanding the operator out we
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have CH[A"] = LA™ 4+ LA™ — £, LA™ — L£;1L, [A"]. The fixed point iteration
identifies the ghost point for wy = L;'[A"], wy = L 1[A"], Wiy = L' [wy], and wyy =
L, '[wx] such that when solving for the boundary correction terms the operator satisfies
Orwxlag = 0, Orwylag = 0, OrWxy oo = 0, OrwWyx|sq = 0.

Let us consider wy and wy, = L '[wy], knowing that wy and wyy are similar. The
iterative process for wy starts by making an initial guess at the direct boundary values
Wy |oq, using an extrapolate in time w,"*5(®) ~ 3w," — 3w, ! + w," 2 at each boundary

point (Algorithm 20).

Algorithm 20 Compute wy(= L '[A])

€T

1: Compute the interior sweep (particular solution) I"™! = [, [A"]

2: Initial guess w10 x~ 3w, — 3wy "1 4+ w2

3: Initialize the iteration counter nit = 0

4: repeat

5. for k=1 ton, do

6: Compute Wy, and Wy, at the interpolation points (zr),yw), and
(1r(k), Yiy) and as well as at the interpolation points along the right boundary
using bilinear interpolation

7: Compute solution at the ghost points (Tack),Yw)) and (Teae),Yw)) using the
Hermite-Birkhoff interpolant

8: Compute homogeneous coefficients a;() and by using the fact
Wxn+1(l) — [+l + am(k)e—a(:c—acag(k)) + bx(k)e—a(acbg(k)—ac)

9: Compute solution and update boundary stencil

Wxn+1(l+1) = Jntl g ax(k)e*a(fﬁf%c(m) 4 bm(k)e*a(ﬂﬁbc(k)*w)
10:  end for
11: nmit=nit+1
12: until (|Jw, "D — w "] < tol OR nit > mit)

Given the update on wy, the next step is to consider wy, = L '[wy]. The process starts
with the initial guess w,"*5(®) ~ 3A™ — 3A""! + A"2 at the boundary (Algorithm 21).

The same process is done for wy and wy,. The Hermite-Birkhoff interpolate enforces
that the tangential derivative is zero for wyx, Wy, Wy, and wyy such that C(l)[A”] satisfies
the tangential derivative condition on 02 to within tolerance.

For the fourth order formulation, we compute the boundary conditions for CY[A"] and

then we repeat the process for C? and D® acting on CM[A"].
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Algorithm 21 Compute Wyx(= L, ' [wy])

1: Compute the interior sweep (particular solution) I;*" = I, [wy"]
2: Initial guess wy, "1 ~ 3A" — 3A"~! - A2
3: Initialize the iteration counter nit = 0

4: repeat
5. for k=1 to n, do
6: Compute Wysr()» and Wyxrry at the interpolation points (), Yk, and

(), yrry) and as well as at the interpolation points along the right boundary
using bilinear interpolation

7: Compute solution at the ghost points (T, Yecr)) and (zw), Ysce)) using the
Hermite-Birkhoff interpolant

8: Compute homogeneous coefficients a;(x) and by using the fact
Wyxn+1(l) S 0 S ay(k)e—a(y—yac(k)) + by(k)e—a(ybc(k)—y)

9: Compute solution and update boundary stencil

Wyxn+1(l+1) — [l ay(k)e_a(y_yaG(k)) + by(k)e—a(ybc(k)—y)
10:  end for
11:  nmt=nt +1
12: until (|wy, "1 — w, "] < tol OR nit > mit)

Further as detailed in [13] we need to include an artificial dissipation term to maintain

stability for these embedded boundary domains. Thus we have

4

A —2A" + A" = —p2CO)[AT] - (521)(3} — Ecg)) COIA™ + eCHA™ .
where € is an artificial dissipation coefficient that satisfies 0 < € < 1. The value of ij [A"]
at the previous time step can be used in place of Cg(c‘z) [A™1] at the current time step, and
we need to go to one more computing level to obtain C\ [A™] [68]. We obtain A;, A, and
A approximately, using the bilinear interpolation. Suppose the interpolation point A;
lies in a rectangular cell with corners (x;,v;), (zi+1,y;), (Tit1,Yj+1), and (z;,yj+1). Then we

have the following approximation for A;

A =wi Ay +woAi; +wsAip i+ Wi, (5.24)
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where

e — (i1 — 1) (Yj41 — Y1) S (1 — 23)(Yj1 — Y1)
! AzAy ’ 2 AzxAy ’
(zr — i) (yr — ;) (i1 —21)(yr — yy)
s AzrAy ’ b AzrAy (5:25)

5.5 Experimental Results

5.5.1 Square Cavity Rotated Through Different Angles

For this experiment, we chose a square cavity bounded by a PEC, placed a point source
at the center of the cavity, and performed a ping test and mode analysis. First, we computed
the vector potential A at a point inside the box using our scheme, then computed the derived
frequency by taking FFT over the time history of the measured A, and finally analyzed the
frequency modes for varying CFL value, step size, and rotation angle. Further, we have
transformed into physical units here in contrast to the normalized units we have used up to
this point.

We chose a square box 2lem x 2lem with PEC boundaries in a square domain (Q =
[—21em, 21em]?), placed a point source 1 at the center of the box,(0,0), and turned it on for
a single time step ¢ = Atns. The vector potential is measured at the point (3.36¢m, 3.36¢m)
for the time period ¢t = [Atns,Tns]. The derived frequencies for different CFL values (0.5,
1.0, 2.0), rotation angles (0°, 31.42°, 45°), and resolutions are summarized in tables 5.5.1
and 5.5.1. Table 5.5.1 consists of frequencies obtained for the CFL value 1. Here, we set

1 averaging parameter 3 = 1.4 and dissipation coefficient

the wave speed ¢ = 30 Gems™
e = 0.1. Figure 5.4 shows the frequency distribution for § = 31.42° which consists the 1-1
strong mode fundamental frequency 1GHz as expected and Figure 5.5 shows a frequency
mode computed for different resolutions with CFL value 1. We see clear convergence to the

analytically computed 1-1 mode fundamental frequency 1GHz. For the fixed CFL and wave

speed, time step size At reduces with reducing spatial step size Ax. Hence, the amplitude
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is reducing by the decreasing spatial step size.
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Figure 5.4: Frequency distribution for 31.42° rotated 21cm x 21em square cavity computed
using the measured vector potential at the point (3.36¢m, 3.36¢m) for the impulse

response, h = 0.084 cm
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Figure 5.5: A strong fundamental mode for 31.42° rotated 21cm x 21em square cavity com-
puted for different resolutions.
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Figure 5.6: Convergence plots for the natural modes (a) 1-3, (b) 3-3, (c¢) 1-5, (d) 3-5, and
(e) 5-5 with analytically computed frequencies (a) f = 2.2588GHz, (b) f =
3.0306GHz, (c¢) f =3.6422GHz, (d) f = 4.1650GHz, and (e) f = 5.0508GH =
for 31.42° rotated 21cm x 21em square cavity computed for different resolutions.
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CFL=05T=50ns | CFL=2,T =200ns
Rotated angle, 6 | 45° | 31.42° | 0° 45° | 31.42°] 0°
Grid size, N
502 0.98] 0.99 | 096 [0.98] 098 [ 0.96
100° 1.00 ] 1.00 | 098 [ 1.00] 0.99 | 0.98
150° 1.00 [ 1.00 [ 098 [0.99] 1.00 | 0.98
200? 1.00 [ 1.00 [ 1.00 [ 1.00] 1.00 | 0.99
250° 1.00[ 1.00 [ 1.00 [ 1.00] 1.00 | 1.00

Table 5.1: Frequency (in GHz) obtained at the point (3.36¢m, 3.36¢m) using the ping test.

Rotated angle, 6 0° ‘ 31.42° ‘ 45°
Grid size, N
502 9.599802E-1 | 9.899800E-1 | 9.899800E-1
1002 9.899800E-1 | 9.999800E-1 | 9.999800E-1
150 9.899800E-1 | 9.999800E-1 | 9.999800E-1
2007 1.000015E+0 | 1.000115E4-0 | 1.000015E4-0
2502 1.000008E+0 | 1.000108E4-0 | 1.000008E+-0

Table 5.2: Frequency (in GHz) obtained at the point (3.36¢m, 3.36cm) using the ping test
for CFL 1.

Further, we evaluated the frequencies of the normal modes 1-3, 3-3, 1-5, 3-5, and 5-5.
Our convergence plots (Figure 5.6) show the clear convergence to the analytically computed
frequencies 2.2588G H z, 3.0305G H z, 3.6422G H z, 4.1650G H z, and 5.0508G H =z for the modes
1-3, 3-3, 1-5, 3-5, and 5-5 respectively.

Figure 5.7 shows the time evolution of the potential A generated by a point source
sin(2m ft) with f = 1GHz placed at the center of the box. We chose the same domain as

used in the previous experiment and set the grid size to be 100 x 100, time step size At = 7ps.

5.5.1.1 Convergence Studies and Error Analysis

We evaluate the consistency of our scheme via (1) the ping test and (2) space-time
convergence studies for the magnetic vector potential A in the PEC square cavity.

First, we perform a convergence study given the initial condition sin (mgz) sin (%) with

frequency mode 3-2 (m = 3,n = 2) over a square domain [0cm, 21em]” and compare our
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Figure 5.7: Time evolution of a point source field sin(27 ft) with f = 1GHz placed at the
center of a PEC square box of grid size 100 x 100 rotated by the angles 0°, 31.42°,
45°, time step size At = Tps.

numerical solution to the exact solution given by,

A(t,r,y) = cos (c\/(%y + (%)gt) sin (mgx) i <%>

, where the wave speed ¢ is chosen to be 30Gems~!. Our L, norm error plots of the solution

at time 7" = 1.0ns with varying resolutions and a fixed CFL( = 1) for the cases of mesh
aligned and nonaligned (rotated by 45°) square cavities show second order accuracy (Figure

5.8 - (a)). We also note that the tangential derivative along the boundary converges with
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third order accuracy (Figure 5.8 - (b)).
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(b) Space convergence of boundary derivative

e using entire solution and b) space using boundary

derivative on a PEC square domain [0cm, 21cm]2. This study measures Ly norm
of the error at time 7" = 1.0ns compared with the analytical solution, for the

cases of mesh aligned and no

naligned (rotated by 45°).

For the second evaluation, we compute the error with our fundamental frequency com-

putation using the ping test explained above and summarize it in Table 5.5.1.1. The error

is the difference between the frequencies (1-1 mode) obtained analytically (= 1GHz) and

numerically using our scheme.

CFL =0.5,T = 50ns CFL =2,T =200ns
Rotated angle ¢ 31.42° 0° 31.42° \ 0°
Grid size, N
502 1.001980E-2 | 4.501910E-2 | 1.501970E-2 | 4.501910E-2
1002 1.999960E-5 | 2.001960E-2 || 5.019900E-3 | 2.001960E-2
1502 1.999960E-5 | 2.001960E-2 || 1.999960E-3 | 1.501970E-2
2007 1.999960E-5 | 1.500023E-5 || 5.015075E-4 | 4.985075E-4
2502 8.0000064E-6 | 8.000064E-6 | 5.0080040E-5 | 8.000064E-6

Table 5.3: Numerical error in the frequency computation using the ping test at the point
(3.36¢m, 3.36¢cm).

Finally, we perform a self-refinement study for time and space convergence using a point

source. Figure 5.9 shows the time and space convergence plots for the cases of mesh aligned

and nonaligned (rotated by 45°) square cavities with the same configuration as used in
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the above experiment done for the time evolution of a point source field. For the time
convergence test, we maintain the resolution at 320 x 320 and reduce the time step size
At = 10.9ps to 0.3418ps. For the space convergence test, we maintain the CFL value
as 1 and reduce the spatial step size Az = 1.313cm to 0.082¢m. We obtained fourth-order

convergence in time and second-order in space.

1
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Figure 5.9: Convergence plots for (a) time and (b) space on a PEC a square domain
[Ocm,21cm]2. This study measures L., norm of the error at time 7' = 1.0ns
compared with the analytical solution, for the cases of mesh aligned and non-
aligned (rotated by 45°).

5.5.2 Square Cavity with a leak (diffraction Q)

The Q factor (quality factor) of a resonator is a measure of the damping, with a lower
Q indicating higher damping [33]. It measures the harmonic losses of the oscillations. The
diffraction Q factor is the external Q) factor which characterized the energy loss due to
radiation. The value of Q is infinite for a closed cavity and finite for an open cavity and it

can be used to determine the amount of energy loss. The diffraction Q can be expressed as,

_mf(ta — )

in(E)

Q=

where A; and A, are the vector potentials at time ¢; and t,.
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In the second experiment, an open boundary is placed along the center of the right edge
of the square cavity, and the diffraction quality factor Q is obtained for an oscillating point
source (sin(27ft), f = 1GHz) placed at the center.

Every configuration was the same as above, except for imposing an outflow boundary
condition along the open boundary and keeping the Gaussian pulse running for the entire
time period [Atns, Tns]. The vector potential A is measured at the point (3.36¢m, 3.36¢m)
and the computation of Q is done for aligned and nonaligned mesh cases. For non aligned
meshes, we rotate the square by an angle 6 = 45°.

Analytic calculation of the quality factor treating an open cavity like a transmission line
with a load simulating free space (377Q2) gives a value of Q=24 [36]. The Q values obtained
from our scheme (Q = 26.5768 for § = 0° and Q = 25.7875 for § = 31.42°) are very close to
the analytically obtained value. Figure 5.10 shows the time evaluation of vector potential A

at the point (3.36¢m, 3.36¢m) for both cases.

20 20
il i
% ol H\ % ol \ \ \
5 ol L.
< <
l“\ |
.20 | -20 S
0 20 40 60 0 20 40 60
time(s) time(s)
(a) 0 = 0°, Q = 26.5768 (b) 6 = 31.42°, Q = 25.7875

Figure 5.10: Time evaluation of A in (a) mesh aligned and (b) 6 = 31.42° rotated square
cavities with a leak imposed by outflow boundary condition and diffraction Q
which is obtained for an oscillating point source (sin(27ft), f = 1GHz)
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5.5.3 A6 Magnetron

We chose a 2D A6 magnetron to test the applicability of our PEC scheme to complicated
geometry. For this experiment, a 2D domain of Q = [0cm, 5¢m]? is chosen with radius of
the vane resonators r, = 4.11c¢m, anode radius r, = 2.11c¢m, cathode radius r. = 1.58cm,
angular width of vane, 20°, and cavity angle, 40°. We set the grid size to be 128 x 128, time
step size At = 39ps, averaging parameter S = 1.4 and dissipation coefficient ¢ = 0.1. The
embedded PEC boundary condition is imposed over the boundary stencil during the x— and
y— sweeps.

This experiment was conducted for frequency mode analysis. A point source was placed
in the center of the A6M and the frequency distribution examined using a ping test at the
point (1.4063cm, 0.8203cm). We obtained six strong frequency modes as shown in figure
5.11, associated with the first two passbands, clearly showing the effects of all six symmetric

resonances.
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Figure 5.11: Frequency spectrum of 2D A6M with vane resonators r, = 4.11c¢m, anode radius
re = 2.11em, cathode radius r. = 1.58cm, angular width of vane, 20°, and
cavity angle, 40°, the grid size 128 x 128, time step size At = 39ps, averaging
parameter S = 1.4 and dissipation coefficient ¢ = 0.1.

We further simulated the A6 magnetron with a transparent cathode (5.12) which is
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mimicked by using six emitters/point sources and calculated the time evolution for the same
configuration as above. The formulation maintains symmetry and high accuracy for relatively
coarse-grained solutions. For example, in the A6 magnetron results, there are only 12 points

across the neck of the magnetron vanes.

)t =1.23ns ) t =3.0lns ) t =5.68ns
) t =8.81ns ) t =11.95ns ) t=17.87ns
ANVs/m)

-2.1e-01-0.15 -0.1 -0.05 0 005 0.1 0.15 2.1e-01

| L —

Figure 5.12: Evolution of the transparent cathode A6M with vane resonators r, = 4.11cm,
anode radius r, = 2.11cm, cathode radius r. = 1.58cm, angular width of vane,
20°, and cavity angle, 40°, the grid size 128 x 128, time step size At = 39ps,
averaging parameter § = 1.4 and dissipation coefficient ¢ = 0.1.

5.5.4 Rising Sun Magnetrons

We chose Rising Sun magnetrons with 12 and 18 cavities for further evaluation of our

scheme to complicated geometry. Figure shows the 2D view of the 18 cavity rising sun
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magnetron (AX9) with the cathode of radius 7. and the anode with inner radius r,, short
vane radius 7, and long vane radius r,;. For this experiment, a 2D domain of Q = [0cm, 5em)?
is chosen with radius of the wider and shorter vane resonators r,s = 4.11cm, and r,; = 4.91cm
respectively, anode radius r, = 2.11cm, cathode radius r, = 1.58cm. For the 12 cavity rising
sun magnetron , we chose the angular width of vane, 12°, and cavity angle, 18°. For the 18
cavity rising sun magnetron , we chose the angular width of vane, 12°, and cavity angle, 8°.
We set the grid size to be 128 x 128, time step size At = 39ps, averaging parameter § = 1.4
and dissipation coefficient € = 0.1. The embedded PEC boundary condition is imposed over

the boundary stencil during the z— and y— sweeps.

Anode block .~ : . sonators

7<

Figure 5.13: 2D view of the 18 cavity rising sun magnetron (AX9) with a cathode of radius
r. and anode of inner radius r,, short and long cavity radii r,, and r,;.

We simulated the rising sun magnetrons with transparent cathodes ( Figures 5.14 and 5.15
) which are mimicked by using 12 and 18 emitters/point sources for 12 and 18 cavity rising
sun magnetrons respectively and calculated the time evolution for the same configuration as
above. The formulation maintains symmetry and high accuracy for relatively coarse-grained

solutions.
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Figure 5.14: Evolution of the transparent cathode 12 cavity rising sun magnetron with vane
resonators r,, = 4.11cm and r,; = 4.91cm, anode radius r, = 2.11cm, cathode
radius r. = 1.58cm, angular width of vane, 12°, and cavity angle, 18°, the grid
size 128 x 128, time step size At = 39ps, averaging parameter § = 1.4 and
dissipation coefficient € = 0.1.
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) t =0.81s = 0.81s ) t =2.05s
) t=15.72s ) t=5.72s ) t=5.72s
AVs/m)

-2.1e-01-0.15 -0.1 -0.05 0 0.05 0.1 0.15 2.1e-01
! L —

Figure 5.15: Evolution of the transparent cathode 18 cavity rising sun magnetron (AX9)
with vane resonators r,, = 4.11cm and r,; = 4.91cm, anode radius r, = 2.11em,
cathode radius r. = 1.58cm, angular width of vane, 8°, and cavity angle, 12°,
the grid size 128 x 128, time step size At = 39ps, averaging parameter § = 1.4
and dissipation coefficient € = 0.1.

5.6 Summary

We derived wave equations for vector and scalar potentials A and ¢ under the Lorenz
gauge condition and obtained the solution for the vector potentials based wave equation
subject to PEC boundary condition. We explained the embedded PEC boundary conditions
in 2D and the consistency and performance of the scheme are confirmed using the ping

test and frequency mode analysis for rotated square cavities. We then demonstrate the

132



diffraction Q value test and the use of this method for simulating an A6 magnetron. We
obtained strong six resonance modes for the impulse response of A6 magnetron as expected.

In the next chapter, we describe our scalable software solution MOLTN in detail.
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CHAPTER 6: Software Solution and Code Acceleration

6.1 Introduction

In this chapter, we describe our new open-source code development work and give scala-
bility studies for the OpenMP and GP-GPU CUDA versions.

The exciting EM software solutions in plasma science are developed based on the FDTD-
PIC method [51; 67; 32; 70] and they have limitations as described previously in section 1.1.
We have proved that our MOLT based scheme can overcome those limitations. Hence, we
are motivated to develop a software solution to bring our scheme to the scientific commu-
nity. We are developing an open source code MOLTN (Method Of Line Transpose based
Nth arbitrary order scheme) which is intended to be an architecture-independent, scalable
software tool, using MPI, OpenMP, and as well as GPU CUDA implementation. We are
working with the templated C++ library Kokkos [24] at the lowest levels of the code to
achieve this goal.

In this chapter, we give the design of MOLTN software and scalability studies for the
OpenMP version in section 6.2 and the parallel design and scalability studies for the GP-GPU

CUDA version in section 6.3.

6.2 Multi-core OpenMP, Multi-node MPI version

As an initial work, we developed the code in C++ using multi-core, shared memory
OpenMP and multi-node, distributed memory MPI. For this implementation, we first de-
compose the domain as a set of subdomains and assign each sub-domain per node. We use

OpenMP pragmas for the data parallelization within the nodes and each node communicates
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with each other using the MPI library. In our scheme, internal sweeps are carried out on
each node and boundary information is passed between the adjacent nodes during the left
and right oriented sweeps for the fast convolution integration (as described in the section

2.2.2). We give an overview of the structure of the MOLTN in the following section,

6.2.1 Data Structures and Data Flows

As we have seen, we know the kernel of this scheme is the O(n) one-dimensional recursive
fast convolution to obtain the particular solution and the homogeneous solution ( section
2.2). Thus, we defined the MOLT KERNEL using a C++ object to implement this algorithm
with subroutines to build quadrature weights, perform left and right oriented sweeps, and
apply boundary conditions. We defined another major object, MOLT MESH, to represent
the domain with every relevant parameter. The MOLT MESH acts as the main storage
place of our implementation, which consists of a set of one-dimensional C++ pointer arrays.
The controller object defined in MOLTN is the MOLT TIME-STEP which receives the user-
defined object and parameters, builds MOLT MESH and performs needed computation and
communication. We use node-core hybrid parallelism using MPI and OpenMP, thus initially,
the whole domain has to be partitioned and distributed over the HPC cluster nodes. Then
computing tasks have to be performed and the resultant relevant data must be transferred
between the nodes. The MOLT TIME-STEP performs this task by invoking appropriate
routines defined in the MOLTN library API that includes MOLT KERNEL, MOLT MESH,
and MOLT TIME-STEP. So the application class can include these library files to carry out
its work. The application of these libraries can be extended beyond the wave solver such as

advection-diffusion, magnetohydrodynamic (MHD), and fluid dynamics.
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6.2.2 Domain Decomposition

Here we present our domain decomposition strategy ([64]). Consider the £7!(u) operator:

b
M(u) = /u(y)ealxydy+AOea(za) _i_BOefa(b,x).

a

We seek to partition this expression for subdomains, so we define ¢; such that ¢y < ... < ¢; <

... < cy for some N, where ¢y = a and cy = b, and thus for ¢; < x < ¢;41,

Cit1
Mifu)(x) = / u(y)e T Mdy + Aemole) 4 Bremolesi—a),

ci

This expression can be rewritten in terms of the left and right sweep operators

z Cit1
MZ[U](Qj) —e—olz—ci) /u(y)ea(y—Ci)dy+e—a(cwrl—x) / u(y)ea(ciﬂ—y)dy
_i_Aiefa(IfCi) _‘_Bie*a(crprlfx). (61)

We evaluate this expression at z = ¢;:

Cit1
M;[u)(c;) =eleir1—ei) / u(y)e® @V dy + A; + Be o=, (6.2)

This is computed in the following way: we define

x x

PPlala) = [ utpye =y = e [utyeray

a a

b b
IR () = / u(y)e T Vdy = o / u(y)evdy
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So then

M (u) = I*ul(x) + I%[u)(z) + Ae===) 4 Be=o0=2)

Suppose we decompose the domain [a,b] to three sub domains 1,2, and 3 with pseudo

boundaries ¢y, c1, c2, and c3 as shown in Figure 6.1, we can now apply the above expression

for the each sub domain,

Co c1 C2 C3
Acy Ac, Acs |
l | l
) R L R L IR 'b
a ;7 — — I3 I; — — I I3 — «— 13

Figure 6.1: Domain Decomposition of the domain [a,b] to three 1D sub domains [co, ¢1],

[c1, ¢2],and [cy, c3], each evolves own internal left (I}) and right (1*) sweeps over
the domain of length Ac;.

Ale—a(m—a) + Ble—a(cl—m) i Aoe—a(m—a) . Boe—a(b—z)

_ 6—a(c1—x)]§[u](cl) + e—a(cg—ﬂc)lg[u](@)

Azefa(zfcl) + 326701(0271) . Aoefa(xfa) . Boefa(bfx)

_ efa(x—cl)IQL [u](cl) 4 efa(cz—m)[:f[u](CQ)

A3e—a(ac—cg) + B3e—a(b—:v) . Aoe—oc(x—a) . Boe—oc(b—a:)

_ e_a(x—cl)le[u](cl) + e—a(a:—02)]2L[U](C2)
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We define Acy = a — ¢1, Acy = 3 — ¢1, and Acg = b — ¢o. We now write:

Ale—a(x—a) + Ble—a(cl—w) . Aoe—a(ac—a) . Boe—a(cl—x)e—aAcge—aAcg

= e I [Ru](cr) + e e [ u] (o)

Azefa(:pfcl) + B2€7a(csz) . AoefaAcl efa(:rfcl) . BoefaAcSefa(Qfx)

_ eia(micl)IQL[U](Cl> + efa(cz—lv)fé%[u](CQ)

Ase—a(x—cz) + Bge—a(b—x) . Aoe—aAcle—aAcze—a(z—cg) o Boe—oc(b—x)

_ e_a(x_CQ)e—aAczIIL[u](cl) + e—a(x—c2)[2L [u](CQ)

From the equations 6.3, 6.4, and 6.5 we can discern

Al = A

By = Bye 278 o [Rly](c)) + e 2[R [u](cy)
Ay = Age 2 + TE)(cy)

By = Boe 2% + I3'[u](cs)

Ay = Age 2B e b em B2 [ [u] (er) + Iy [u] (c2)

B3:BO

We choose At such that e=*2¢ = () for i = 1...N, hence,
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6.2.3 Performance Analysis

As an initial evaluation of MOLTN, we tested it using a single node multi-core platform.
We chose a node with 28 cores which facilitated with Intel(R) Xeon(R) CPU E5-2680 v4 @
2.40GHz processor and 492 GB memory to examine our OpenMP parallel MOLTN code with-
out using any accelerators. This strong scaling study shows nearly linear speedup (in Figure
6.3) and approximately 85% efficiency ( in Figure 6.4). We observe less speedup/efficiency
for a small amount of work due to the leading effect of communication cost including com-
munication overhead. Speedup and efficiency reduce with increasing core counts due to
memory bounds.Hence, it shows positive signs for the scalability of our scheme, but we need
to prove the scalability of the hybrid version and also have to work with the performance
enhancement using the accelerators such as NVIDIA GPU and Intel SIMD vectorization. We
believe that designing an algorithm based on the architecture is the best practice to achieve
high performance, and focus to work deeply with lower-level code optimization technologies,

NVIDIA warp primitive-level programming and SIMD vectorization intrinsics.
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Figure 6.2: Log-log plot for wall time using 28 core Intel(R) Xeon(R) CPU E5-2680 v4 @
2.40GHz processor, for the grid size N2, N = 64, 128, 256, 1024, 2048.
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Figure 6.3: Log-log plot for speedup in using 28 core Intel(R) Xeon(R) CPU E5-2680 v4 @
2.40GHz processor for the grid size N2, N = 64, 128, 256, 512, 1024, 2048.
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Figure 6.4: Log-log plot for efficiency using 28 core Intel(R) Xeon(R) CPU E5-2680 v4 @
2.40GHz processor for the grid size N2, N = 64, 128, 256, 512, 1024, 2048.
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6.3 GPGPU CUDA version

In this section, we describe our initial work of GPGPU CUDA implementation of our
scheme and performance evaluation.
6.3.1 Task Organization

For this implementation, we chose the two-dimensional second-order scheme,
unJrl —ou" + unfl — _BQCEJ) [un]
where,
Coy = (L, + L") — (L, L+ L' L) (6.6)

Based on the structure of the scheme, the computation of the solution u"*! at the time step

t,+1 can be obtained through four parallel stages using task paralleling,

1. Perform the first set of z- and y- sweeps:

Compute wy = L, '[u] and wy = L, [u] concurrently,

2. Perform the second set of x- and y- sweeps:

Compute Wy = L, '[w,] and Wy, = L, '[w,] concurrently,

3. Obtain Cyy:

Compute Cyy1 = Wx — Wyx and Cpyo = Wy — Wy, concurrently,

4. Obtain u"t!:

Compute uj™! = 2u" — g2C,,; and uj™' = —u"~! — B2C,,, concurrently,

and finally obtain u"*! = uJ*" 4+ 43T, We choose two CUDA streams to go through

these stages, Figure 6.5 shows the processing flow of the two streams.
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Figure 6.5: Task parallelism for the computation of u™*! based on C, and parallel stages
executing through CUDA streams.

6.3.2 Performance Analysis

We evaluated the scalability and performance of the scheme using NVIDIA Tesla K20 and
K80 GPU accelerators. Tesla K20 (2880 CUDA cores) and K80 (4992 CUDA cores) GPUs
were compared with a CPU, Intel(R) Xeon(R) CPU E5-2680 v4 @ 2.40GHz processor. This
study shows the nearly 45X and 35X speedup for Tesla K80 and K20 respectively with full
utilized CUDA cores(in Figure 6.7) and linear time complexity for both CPU and GPU
architectures (Figure 6.6). Even though the evaluation result shows reasonable improve-
ment in time and cost, we have to include the MPI library to communicate between nodes
for the distributed multi-node system and also consider the lower-level code optimization

technologies, NVIDIA warp primitive-level programming.
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Figure 6.6: Log-log plot for wall time using Intel(R) Xeon(R) CPU, Tesla K20, and K80
GPUs for the grid sizeN2, N = 32, 64, 128, 256, 512, 1024, 2048, 4096, 8192.
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Figure 6.7: Intel(R) Xeon(R) CPU vs Tesla K20 and K80 GPU speedup (log-log plot) for
the grid size N2, N = 32, 64, 128, 256, 512, 1024, 2048, 4096, 8192.
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6.4 Summary

We have been developing an architecture-independent, scalable software tool MOLTN
using MPI, OpenMP, and as well as GPU CUDA implementation. In this chapter, we have
described the overview of the design of MOLTN, parallel implementation of GP-GPU CUDA
version, and scalability studies for both OpenMP and CUDA versions. In the next chapter,
we summarize the work carried out through these studies and give useful ideas for future

work.
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CHAPTER 7: Summary and Potential Future Directions

7.1 Introduction

In this chapter, I conclude the work carried out through this study, emphasize my con-

tributions to this research work, and identify potential future directions.

7.2 Conclusion

Based on my literature review, I identified the MOLT based scheme developed by Christlieb
team [15] as an unconditionally stable, fast, and implicit scheme and arbitrary order accuracy
for Dirichlet and periodic boundaries on a Cartesian grid. Hence, I chose the scheme for my
simulation study and overcame the identified limitations on it. The major limitation is that
the scheme was second order for outflow and Neumann boundary conditions. So, I worked
to extend the order of accuracy for Neumann and outflow for arbitrary order and achieved a
scheme with fourth-order spatiotemporal accuracy for complex geometry problems including
curved boundaries. Further, I defined a general framework for complex geometry problems
and simulated such problems using an embedded boundary method. Specifically, I developed
a simulation tool for HPM tubes, such as A6 magnetron, 12 and 18 cavity rising suns us-
ing PEC boundary condition. For this simulation, I derived the scheme for electromagnetic
vector potential using the Lorenz gauge and imposed PEC boundary condition in 2D. I eval-
uated the simulation of A6 magnetron using a ping test and obtained six strong resonance
modes. This is one of the challenging tasks that I accomplished.

I extended the implementation of the scheme to 3D and obtained multiple applications

such as 3D variable speed waves, spherical scattering, 3D point source, and A6 magnetron in
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3D. The simulation of three-dimensional A6 magnetron is an additional important milestone.

I developed codes in C++ for these simulations and improved those performances by code
optimization and acceleration using parallel technologies in different architectures including
NVIDIA GPU. Further, I have been working with the scalable open source MOLTN devel-
opment and contributed to the development of multi-core shared memory OpenMP version

and wave kernel development using kokkos.

7.3 Future Directions

7.3.1 Code Acceleration for MOLTN

As described in the Chapter 6, we are developing an open source scalable software to make
visible our MOLT based scheme to the scientific community. We are on the initial stage of
this development and will have to optimize the code in different levels; i) low-level architec-
ture based ii) compiler related iii) high-level code based optimizations. To obtain accelerated
code in Intel architectures, we can use the SIMD vectorization using Intel intrinsic instruc-
tions, which are C style functions that provide access to many Intel instructions, including
Intel SSE (128 bits Streaming SIMD Extension), AVX (256 bits Advanced Vector Extension),
and AVX512 (512 bits Advanced Vector Extension) etc. without the need to write assembly
code. The SIMD vectorization techniques can increase processor throughput by perform-
ing multiple computations in a single instruction. We can use Arithmetic and Elementary
Math functions such as the function --m256d _mm256_add_pd(--m256d, __m256d) to add
packed double-precision (64-bit) floating-point elements using AVX. We can also use the
compiler flags for the auto-vectorization (e.g. —O2 or higher in intel). Another well-known
accelerator is NVIDIA GPUs, which execute warps of 32 parallel threads using SIMT (Sin-
gle Instruction Multiple Threads - multiple threads issue common instructions to arbitrary
data) technologies. The explicit warp-level programming using warp-level primitives which

were introduced in CUDA 9.0, is safe, effective and will give high-performance. We can use
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NVIDIA’s intrinsic functions to make the code even faster with reduced accuracy, but they

can be used in device codes only.

7.3.2 Complex Geometry in MOLTN

We have already implemented simple rectangular-shaped boundary problems on the
Cartesian grids for MOLTN, so we have to define a general framework for complex ge-
ometry problems on MOLTN in the future. To obtain this, i) convert MOLT KERNEL to
able to operate on line-segments instead of lines because line-segments are unit elements for
complex geometry cases. ii) we have to deal with the work load-balancing and data locality
carefully in order to make sure better performance is obtained. I can suggest a max-fit policy

which takes care of load balancing and locality at the same time.

7.3.3 Further HPM tube simulations

Even though the concept of the magnetrons is the same, every magnetron is not designed
by the same structure. They may differ in the number of cavities (12 or 18 cavity rising
suns), the shape of the cavities (triangular or circular cavity magnetrons), and radius of
the cathode/anode, etc. In these studies, my simulations are developed based on triangular
cavities. In the future, we can consider the circular cavity-anode structure as shown in Figure
7.3.3 which is a typical magnetron for microwave ovens in cutaway view. The cylindrical
anode structure contains a number of equally spaced cavity resonators with the anode surface
adjacent to the cylindrical cathode. Permanent magnets are used to provide the necessary
magnetic field, which is perpendicular to the electric field between the cathode and the
anode. The power output is coupled through an antenna that runs from one of the cavities
to a waveguide that channels the microwave radiation to the cooking chamber.

Further, beyond the magnetrons, we can develop simulations for other kinds of HPM

tubes such as the accelerator klystron. Figure 7.3.3 describes the two-cavity klystron [30]
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Figure 7.1: Magnetron with eight circular hole cavity anode (this figure is from Encyclopedia
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Figure 7.2: Two-cavity klystron (this figure is from Reference [30])

7.3.4 Incorporate with Particles

We obtained a cold test (in Chapter 5) using the electromagnetic waves without including

particles successfully. Now, we are planning to perform hot tests by including particles in
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the simulation. For this purpose, we tested for a point source as a delta function in three

dimensions. Next we will see how to derive the scheme which includes the point source.

7.3.4.1 Derive the scheme for 3D point source

Let’s rewrite the Helmholtz operator in 1D,

1
cmp)::(l-aaam)p)
We use the free space Green’s function to solve the L™! as previously described. The one

dimensional Green’s function can be given by,

1 e—a|r—xo|2

G(z|xg) = (7.1)

E ’l’ — Iolg

Upon using the Green’s function,

gm:/cmmmm+/mmmm% (7.2)
Qg g
Now, we break the solution into two pieces, the particular solution and the homogeneous

solutions:
L) :=T,() + Ha (7.3)

where,

Ix() = %/eax?ﬂ(.)dy, H, = axefoz(:rfza) + bxefa(xbfx)'

a

For three dimensional inverse operator £71(.) for the ADI splitting is performed one line
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at a time. Recall,

where,
b

Ik() = _/e_alk_k0|(.)dk0, Hy = ake—a(k—ka) + bke_a(kb_k),

a

So the three dimensional operator £71(.) can be expressed as,
L7H) = LN (LTH()) + O(AR)

or

L7) =Toy:() + Hay:() + O(AL)

or

L) =T(TH(Z.() + H.) + Hy) + Ho + O(AF)

By plugging into the second order scheme,

un—l—l — (2 _ 62)un _ un—l 4 ﬁ2£§5 [un]

un—i—l — (2 _ 62)un _ un—l +62£m—1 [L;l [ﬁ—l[un]ﬂ )

z

and including a point source S,

B

2
un+1 _ (2 i /82>Un . un—l + ﬂ2£;1 [ﬁ;l [E—l[un]:u + _QSnGgD

? «

where,

o o=/ =20 P+ =90+ (—20)?
Gap = A 2 2 2 52
T/ (x—20)?+ (y—v0)? + (2 — 20)2 + 6
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e—allz—zoll2

5 1
Gsp(a/w0) = 47 \/(x —0)? + (¥ — Y0)? + (2 — 20)? + 62

where § € RT, 0 < 6% < Ax

7.3.4.2 Numerical Example

For the next two experiments we placed two point sources sin(27ft) with equal fre-
quencies (f = 1) for the first case and two point sources sin(2wft) with different fre-
quencies f = 1 and f = 10 for the second case at the corners (—0.613, —0.613, —0.613)
and (1.613,1.613,1.613) of the cubical domain ([—1,1]*). We simulate the wave propaga-
tion by applying outflow and Dirichlet boundary conditions along the right surface of the
cube and the other five surfaces of the cube respectively. We set the values of parameters
Axr = Ay = Az =0.013, At = 0.0067, and § = 2. Figure 7.3 and 7.5 show snapshots of the
wave at different time instants for the symmetric and asymmetric cases.

Finally, we perform a self-refinement study for time and space convergence using a point
source sin(2m ft) with frequencies f = 1 at the center of the cubical domain ([—1,1]*). Figure
7.4 shows the time and space convergence plots for the time evolution of a point source field.
For the time convergence test, we maintain the resolution at 40 x 40 x 40 and reduce the
time step size At = 0.1 to 0.0125. For the space convergence test, we maintain the CFL
value as 1.3 and reduce the spatial step size Az = 1.313 to 0.082. We obtained second-order
convergence in time and space

This shows a positive result to deal with particles properly, and the approach can be

extended to high-order by using the Taylor series expansion in terms of the source function.
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(a) t =1.23ns

(c) t =5.68ns

Figure 7.3: Evolution of the two 3D point sources sin(2w ft) with the same frequency f =1
at the corners of the cubical domain ([—1,1]?), spatial step size Az = Ay =

Az = 0.013, and time step size At = 0.0067.
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Figure 7.4: Time (a) and space (b) convergence studies using 3D point source sin (2w ft)
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with frequencies f = 1 at the center of the cubical domain ([—1,1]3).
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(a) t =1.23ns (b) t = 3.01ns

(c) t =5.68ns (d) t = 8.81ns

Figure 7.5: Evolution of the two 3D point sources sin(2w ft) with frequencies 1 and 10 at the
corners of the cubical domain ([—1, 1]*), spatial step size Az = Ay = Az = 0.013,
and time step size At = 0.0067.

7.4 Summary

I gave the summary and contributions of this research work and gave potential future
directions in this chapter. I strengthen the MOLT based scheme by including high-order
Neumann, outflow and PEC boundary conditions, general geometry framework, 3D im-
plementations, and accelerated codes and wave kernel for MOLTN development. We are
proposing to work with particles, several HPM tube simulations, and optimization and de-

velopment of MOLTN in the future.
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