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ABSTRACT

Linear time-harmonic wave fields in fluids and solids can be characterized by the
Helmholtz and Navier equations. Due to the oscillatory nature of the solution, the
numerical approximation of wave equations is difficult. To approximate Helmholtz
or Navier problems with a tolerable accuracy, a relatively dense spatial discretiza-
tion must be used. For standard numerical techniques, such as low order finite
difference (FD) and finite element (FE) methods, ten points per wavelength is
considered as a rule of thumb. Particularly, at ultrasound frequencies in which the
wavelength is short, the requirement of a dense mesh can lead to problems with
unbearable computational complexity. Fortunately, the computational burden can
be reduced by including a priori information of the solution to the approximate
subspace of the numerical method. A promising technique for this is the ultra
weak variational formulation (UWVF).

In this thesis, the UWVF method is applied to the modeling of ultrasound
fields in an inhomogeneous medium. More precisely, the main focus is to develop
the UWVF method feasible for the modeling of wave fields in biomedical ultrason-
ics. The method is examined for two- and three-dimensional Helmholtz problems;
and two-dimensional Navier problems. Furthermore, the perfectly matched layer
(PML) is used to truncate the computational domain in the three-dimensional
Helmholtz problems.

Two practical examples using the Helmholtz model are investigated. In the first
case, anomalies due to the needle and membrane hydrophones to continuous wave
ultrasound field are simulated. The results indicate that especially in the case of
membrane hydrophones, notable standing waves are generated between the mem-
brane and the transducer. Standing waves also contribute a periodic anomaly
to the simulated measurement of the hydrophone. In the second example, trans-
mitted ultrasound fields through layered plastic plates are simulated for different
incident angles of the sound beam. These results are compared with experimental
measurements. Simulated fields have a reasonable agreement with experiments at
low angles of incidence but the Helmholtz model becomes insufficient for simulat-
ing ultrasound fields in plates at large angles of incidence.
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CHAPTER [

Introduction

Among the fields of computational physics, the modeling of mechanical wave prob-
lems is especially challenging. This is due to the oscillatory nature of solutions
of the partial differential equations (PDE) which characterize the behavior of the
wave fields. Only few wave problems have analytical solutions, and the perfor-
mance of standard numerical methods for PDEs is related to the wavelength of
sound field. In particular at high frequencies, the requirement of a certain number
of discretization points per wavelength often leads to an unbearable computational
burden. Consequently, instead of using full-wave methods, ray-tracing type tech-
niques have been used in many applications. However, these techniques are not
always sufficient to capture the complex phenomena related to wave fields in a
general geometry and medium.

The need for accurate methods for modeling mechanical wave fields at high
wave numbers in complex geometries is evident. Obvious applications for such
a method are, for example, non-destructive testing, exploration seismology and
medical ultrasonics. The main focus of this thesis is in computational methods
that are feasible for the modeling of wave fields in biomedical ultrasonics. In
particular, renewed interest in utilizing focused ultrasound fields for therapeutic
purposes has caused a growing need to model accurately wave fields in biological
tissues.

The idea of using focused ultrasound fields to destroy deep-seated tissue was
first introduced in the 1940’s [142]. In this method, the focused ultrasound beam is
aimed to target tissue in which the absorption of the sound causes local tempera-
ture elevation destroying the tissue. Due to the short wavelength of the ultrasound
(typically 0.5-5 mm), the lesion size is relatively small and the treatment can be
targeted in a small region without harming the surrounding tissue. Since the
1950’s, focused ultrasound surgery (FUS) has been studied as a promising means
for brain surgery [12, 67, 139]. However, due to the large discrepancy between
the acoustical properties of cranium and soft tissues [66], the method required
removal a portion of the skull to create a window for the sound beam. In addition,
the early systems for ultrasound surgery lacked a practical device to monitor the

13



14 1. Introduction

temperature of tissue during the treatment. Consequently, FUS did not become a
clinical standard.

The development of magnetic resonance imaging (MRI) techniques for tem-
perature monitoring of tissue [41] has caused a renaissance of FUS, see reviews
[110, 187, 188]. Now FUS treatment of brain can be monitored almost in real time
using MRI [194]. Furthermore, experimental and numerical studies have shown
the feasibility of FUS of brain through intact skull [111, 185, 186]. Due to the
strong scattering of the sound from the interfaces of skull and soft tissue; and
high absorption of the sound in the skull, the delivery of sufficient energy into the
focus requires the use of a large hemispherical phased array [39, 40]. However, the
variation in the thickness and acoustical properties of the skull necessitates the
use of numerical techniques to predict the distortion of the wave field at differ-
ent locations of the skull. To date, this has been done either using acoustic ray
methods [160, 185] or the finite difference time domain (FDTD) method for the
linear acoustic wave equation [7, 159]. A more accurate model should also take
into account the elastic properties of the skull [96].

The need for accurate methods to simulate wave fields in complex biological
media is not only limited to FUS of brain. Similar techniques must be used when
the sound beam propagates through tissues with varying acoustical properties, for
example, through the rib cage in the simulation of liver surgery [24, 25].

Although ray-based methods can approximate ultrasonic waves in relatively
simple geometries and in homogeneous media, the use of full-wave methods (such
as difference methods) is necessary to obtain tolerable accuracy in more complex
problems. The linearized approximation to the equations of acoustic wave propa-
gation in a fluid have been found appropriate for modeling therapeutic ultrasound
fields [109]. Furthermore, typical sonication times in the FUS are relatively long
and hence, in many cases, the sound fields in acoustic and elastic media can be
assumed to satisfy the continuous (i.e time-harmonic) Helmholtz and Navier equa-
tions.

Finite difference methods for these equations suffer from the requirement of a
dense spatial discretization and are therefore computationally rather demanding
at ultrasound frequencies. Other candidates for the full-wave methods are finite
element methods (FEM) and more recent improved finite element type methods.
The flexible spatial discretization of finite element-based methods allows compu-
tations in very complex geometries.

The development of FEM for acoustic problems began in the 1970’s. The
method for unbounded Helmholtz problems was analyzed more detailed in the
1980’s [9, 78]. However, standard low order finite element methods require almost
as dense spatial discretization as the standard finite difference method and are
therefore too costly for most ultrasound simulations. The performance of FEM
can be improved by using higher order elements [115] or spectral elements [151].

Another factor affecting the accuracy of domain-based full-wave methods is
the truncation of the physically unbounded problem into a problem on a bounded
domain. Namely, the boundary condition on the auxiliary exterior boundary of
the bounded domain should allow waves to propagate outward without numerical
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reflections back into the domain.

While the standard FEM uses polynomial basis functions to approximate the
wave field, a notable reduction in computational burden is possible by using basis
functions which better imitate the oscillatory behavior of the wave field. This kind
of approach was proposed for the infinite element method and the wave envelope
method in [3, 6, 21]. In these methods, conventional polynomial finite elements are
used in a relatively small domain which encloses the inhomogeneities (or sound
sources). Whereas the wave field in the exterior region is approximated using
wave-like functions which extend (and decay) from the boundary to infinity.

Since the invention of infinite elements, the incorporation of a priori informa-
tion into the approximating subspace of the numerical method has been considered
as one of the most promising approaches for reducing the complexity of wave sim-
ulations. The intensive study of methods of this type has produced variety of
new and interesting methods. The extension of the finite element method, called
the partition of unity finite element method [10], has been used for the Helmholtz
problem by using plane wave basis functions [134, 135, 150, 157]. Plane waves have
been utilized for the discretization of the integral equation form of the Helmholtz
problem in the micro-local discretization [54, 53] and boundary element method
[32, 162]. A similar method has been developed for the integral equation repre-
sentation of the Navier problem in [161, 163]. Finite element meshes and plane
wave basis functions are also used in least-squares methods [152, 184], the discon-
tinuous Galerkin method [64] and the ultra weak variational formulation (UWVF)
[29, 30, 31].

The UWVF method has several features which make it an attractive candidate
for large-scale wave simulations. First, the new variational formulation reduces the
problem to element faces only. This reduces the dimension of the resulting integrals
for the system matrix by one. Second, the system matrices can be computed with
closed form integrals which speeds up the computations. And third, the structure
of the system matrix allows to predict the conditioning of the problem at the same
time as building the matrices. Of course, there are drawbacks in the UWVF. For
example, the basis functions must be chosen carefully to avoid ill-conditioning.
Furthermore, implementation of the method for problems in which the material
properties vary within an element is difficult. However, material properties can
vary between elements.

AIMS AND CONTENTS OF THIS THESIS

In this thesis the ultra weak variational formulation (UWVF) developed in [29,
30, 56] is implemented for the Helmholtz and Navier problems in inhomogeneous
media. The derivation of the UWVF in this thesis is similar as in the original works
of Cessenat and Després. However, the main focus is on the developing the UWVF
feasible for practical acoustic simulations. Particularly, the stability of the method
is improved and the perfectly matched layer (PML) is used with the UWVF to
reduce spurious numerical reflections associated to truncation of the unbounded
Helmholtz problems. A particular emphasis has been on the development of the
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UWVF method for the modeling of ultrasound fields in biological tissues.

Some of the material of this thesis has been published previously in [105, 107,
108] or is in peer-review [106]. Furthermore, the acoustic UWVF method has
been used as a part of treatment optimization simulations for ultrasound therapy
in [143, 144, 145, 146].

The thesis is organized as follows. Chapter 2 outlines the physical background
of mechanical waves. Starting from linearized conservation laws, the chapter re-
views the basic theory of acoustic and elastic wave propagation.

Chapter 3 is dedicated to numerical methods for wave problems. The discussion
begins with a review of methods for the truncation of unbounded wave problems.
The main emphasis is on methods which are used later in this thesis, especially
on the perfectly matched layer. The standard numerical tools for Helmholtz and
Navier problems are outlined next. These include the finite difference, finite ele-
ment and boundary element methods. Chapter 3 is concluded by a brief review
on improved computational methods for the wave problems and a summary on
alternative methods to truncate the unbounded problems.

The ultra weak variational formulation is discussed in Chapter 4. Following
the ideas of [29], the UWVF for Helmholtz problem in inhomogeneous media is
derived and discretized. Then the modifications in the UWVF arising from the
use of the PML are introduced. Finally, the UWVF is extended to elastic wave
problems characterized by the Navier equation.

In Chapter 5 a stabilization method for the UWVF via a suitable choice of
basis functions is proposed. This scheme is studied for the 2D Helmholtz and
Navier problems. In both cases, the UWVF method is analyzed for simple test
problems for which closed form solutions can be derived. Computational studies
for 3D Helmholtz-UWVF using the PML are presented in Chapter 6. Due to the
larger size of the 3D problems, a parallelized UWVF scheme is introduced.

Finally, two practical applications for the Helmholtz-UWVF method in ultra-
sonics modeling are introduced in Chapters 7 and 8. In Chapter 7 the UWVF
scheme is used to model anomalies in ultrasound fields caused by devices used
for measuring the fields. Simulations for needle and membrane hydrophones are
done in the frequency range 0.5-2.0 MHz. In Chapter 8, UWVF simulations are
compared with experimental measurements in the case of transmission of ultra-
sound waves through layered plastic plates. Similar problems to this are of great
importance in the modeling of ultrasound surgery of brain. The results of this
thesis are concluded in Chapter 9.



CHAPTER I

Acoustic field equations

In the literature on mechanical wave propagation, two wave types are distinguished
depending on the properties of the underlying propagation medium. Traditionally,
waves in fluids are called acoustic waves whereas waves in solids are termed elastic
waves. Since the distinction between fluids and solids is based on idealizations
and is not sharp for real physical materials, the categorization between acoustic
and elastic waves is also artificial. For example, the modeling of acoustic waves
includes the assumption that fluids can not bear shear forces. However, this is
not true in the case of viscous fluids in which the behavior of the wave field has
characteristics typical of fields in solids. Therefore, formulas derived for ideal fluids
omit phenomena that are essential for the modeling of real physical fluids. Despite
their limitations, the equations for ideal fluids can be used to model many real
fluids if the approximations buried in the equations are recognized and empirical
information is included in the model.

The separation into elastic and acoustic waves, however, gives a good starting
point for a general discussion of mechanical waves. Hence, this approach has been
adopted in the following review of mechanical wave phenomena. This chapter is
aimed at giving a short introduction to the physical theory of elastic and acoustic
wave propagation. Theories related to these wide topics are discussed to an extent
that is sufficient for undertanding the rest of this thesis. For a more detailed
analyses on elasticity and elastic waves, see for example [1, 8, 79, 137]. The theory
of fluid dynamics and acoustics is discussed in [13, 65, 153, 166].

This chapter begins with an introduction to conservation laws and their linear
approximation. This is needed in the derivation of the linear wave equation. The
wave equation for ideal elastic material is derived next, followed by the formulation
of the acoustic wave equation. Since the numerical methods studied in this thesis
are developed for time-harmonic wave fields, the main focus is on time-harmonic
forms of the wave equations. Furthermore, elastic and acoustic wave equations are
compared briefly. The chapter is concluded by a discussion of acoustic and elastic
boundary conditions; and elastic surface waves.

17



18 2. Acoustic field equations

2.1 Linearized conservation laws

The linear wave equations for elastic and fluid media can be derived starting from
two conservation laws. First, the so-called equation of continuity states that the
time-rate of mass moving into a volume through its surface must be equal to the
mass increase of the volume. Since this integral law must hold for an arbitrary
volume it can be written in the differential form as

dp

5 TV (V) =0, (2.1)
where p is the mass density and V is the particle velocity.

Second, conservation of momentum is a direct consequence from Newton’s
second law. The acceleration of an arbitrary volume can be expressed as the
material derivative %—‘{ + (V- V)V which must be equal to the forces acting on the
volume. There gradient of the vector V = (V,,,V,,V,)" is defined in component
form as VV = (a%, 8%7 %)T(VI, Vy, V.) where transpose is denoted by T.

Moreover, the forces can be divided into body forces and surface tractions.
This yields

p(%—‘t/-l—(V-V)V) =pF+V.7, (2.2)

where 7 is the stress tensor and F' is the body force. The divergence is applied
separately to each column of the stress tensor 7. Hence the divergence of the
tensor is a vector [164].

Assuming that changes from the steady state values V;y = 0 and p are relatively
small, it is possible to write linear approximations for the particle velocity and
density as Vo + V(r,t), p + d(r,t), respectively. Here r = (z,y, 2z) is the spatial
variable and ¢ is time. Then, in the absence of body forces F', the linearized
conservation laws reduce to

a6
o —pV -V, (2.3)
ov

2.2 Elastic wave equation

Consider an ideal elastic body which undergoes deformation so that the position
vector r is after deformation given by r’. The displacement vector is then defined
to be U = r' — r. If the deformation is small, the linearized strain tensor is given
by [137]

€ =

% [(VU)+(VU)T]. (2.5)

In addition to appropriate conservation laws, for the derivation of the wave
equation, a relation between deformation and stresses is needed. The constitutive
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equation defines the strain of the medium under specified forces. Since the strain
e and the stress 7 are second order tensors, the coupling tensor consists of 81
constants. For an isotropic media, however, the relation between the stress and
strain can be postulated as Hooke’s law which has only two independent coefficients
A and p. The law is typically written in the form

T = Atr(e)] + 2pe, (2.6)

where tr(e) = V - U is the trace of the tensor € and I is the unit tensor. The
parameters A and p are known as the Lamé coefficients and for an isotropic elastic
medium, they can be expressed by means of the Poisson ratio v and Young’s
modulus E as follows

E Ev
S A [ 2) =0

Using the definition of strain (2.5), Hooke’s law can be rewritten as
=AMV -U)+p[(VU)+(VU)]. (2.8)

Assuming that the material parameters are spatially varying so that A = A(r)
and p = p(r), a general linear elastic wave equation is obtained by substituting
Hooke’s law (2.8) to the linear conservation of momentum equation (2.4) (see e.g.
[147]). Instead, if it is assumed that the elastic material occupies a domain € in
which the Lamé coefficients A and p are constants, the differentiation in V-7 does
not affect them. In such a case the substitution gives [79]

0*U
The time-harmonic form of the Navier equation (2.9) for the spatial part of
the displacement vector U(r,t) = u(r)e = is
pAu+ (A + p)V(V-u) +w?pu=0 in Q, (2.10)

where w = 2x f is the angular frequency of the field and f is the frequency. Ob-
viously, the displacement U(r,t) in this case is complex valued and the observed
physical wave at time t is the real part of U, i.e. R(u(r)e=™?).

In order to model dissipation in the elastic medium one can allow E to be
complex valued and in particular £ = E' — iE", (E', E” > 0) where F’ is
the standard Young’s modulus and E” is often called the loss modulus. It is
assumed that for a constant Young’s modulus E’, the loss modulus is a non-
negative constant.

In an unbounded homogeneous medium, the solution of the elastic wave equa-
tion (2.10) can be decomposed into two orthogonal components. Namely, rewrite
the displacement field as a sum u = up + ug which satisfy V x up = 0 and
V -ug = 0. Then one can easily show that up and ug are both solutions of the
Helmholtz equations

Aup + prup =0 and Aug-+ HQS’U,S =0, in Q. (2.11)
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The waves up and ug are called P-wave (or dilatational wave) and S- wave (or
shear wave). They have with different wave numbers kp = w/cp and kg = w/cg
with different wave speeds

A+2
cp = Atep and cg = oy (2.12)
p V p

2.3 Acoustic wave equation

For a viscous fluid the stress tensor can be written as [13]

T =—PI+2u; {;[(VV) + (V)] - %(v : V)I} , (2.13)

where P is the acoustic pressure and p is the viscosity.
Substitution of (2.13) to the momentum equation (2.4) gives

oV 1
Por = —VP+ puy {AV + EV(V . V)} . (2.14)
Assuming first an ideal inviscid fluid py = 0 (the effect of the viscosity will be
discussed later), the equation (2.14) reduces to

ov 1

— =—-VP. 2.15
o~ » (2.15)
To be able to use the continuity equation (2.1), a relation between the acoustic
pressure P and density ¢ must be defined. For the linear adiabatic case, the state
equation

P =P(s,s), (2.16)

where s is entropy, can be obtained as the first term of the Taylor series expansion
of (2.16) around the equilibrium state (p, sg) as [85]

oP \
~ _ 1
P (8p)55 9, (2.17)

where ¢ is the speed of sound. With relation (2.17), the linearized continuity
equation (2.3) can be reformulated as
oP 9
— = -V 2.18
T pc™V (2.18)
Now by taking the divergence of (2.15) and by differentiating (2.18) with re-
spect to time ¢ one obtains

2
\Y a_V:—V-<lVP> and L oP_ ov
P

ot pc2 92— ot
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Therefore, linear acoustic wave propagation and scattering in an ideal quiescent
heterogeneous medium is characterized by the wave equation

1 1 0%P

The restriction to ideal fluids resulted in the wave equation (2.19) for the acous-
tic pressure. By taking into account the viscosity py, there is a straightforward
analogy between the elastic and acoustic wave equations. In particular, as in the
case of elastic solids, the wave equation for displacement includes two orthogonal
components which propagate with different wave speeds. For most fluids, the S-
wave component ug has negligible effect and the wave field can be modeled using a
pressure wave equation with certain additions. These modifications are discussed
next.

Consider a time-harmonic wave field for which the acoustic particle velocity V',
pressure P and density fluctuation § can be written as

V(rt) = —iwu(r)e ™, (2.20)
P(r,t) = p(r)e ™t (2.21)
S(ryt) = Ou(r)e ™t (2.22)

Moreover, assume that the material parameters ¢, p and p¢ are constants. With
these assumptions the linearized continuity (2.3) and momentum (2.14) are

p = —pcV-u, (2.23)
1
pw?u = Vp+iwuy {Au + §V(V . u)} . (2.24)

By taking the gradient of the first, substituting Vp = —pc?V(V-u) into the second
gives

1
—twprAu + <p62 — giw,uf) V(V - u) + pw’u = 0. (2.25)
This equation is identical with (2.10) if one chooses the Lamé coefficients as
2
p=—iwps and A= pc*+ giwﬂf- (2.26)

Analogously with the elastic medium, the displacement field in a homogeneous
viscous fluid can be decomposed into P- and S-waves u = u p +ug which satisfy the
Helmholtz equations (2.11). Obviously, the substitution of (2.26) to (2.12) leads
to complex valued wave speeds and hence complex wave numbers in the Helmholtz
equations (2.11). However, it is possible to assume that the wave speeds cp and
cg are real and the wave numbers for P- and S-waves are written in the complex
form as

w . w .
kp=—4iap and kg=— +iag,
cp Cs
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where ap and ag are the real valued absorption coefficients. Via the substitutions
up = ae™P4" and up = be™*s%" where |a| = |b| = |d| = 1 and a - b = 0 one clearly
sees that P- and S-waves decay by factors e =747 and e~ 5?7 respectively.
Using this representation, the wave speeds and absorption coefficients for the
viscous fluid are
1/2
Vol Lt r)’

Cp Cc ,
V14 (wtg)® +1
1/2
w1 \/1—&—(th)2—1
C

2 1+ (wtg)?
w
Ccs = Qg = ’/ﬁ7

_dw
B= 3 pe2

ap =

)

where

Note that in this form, the P-wave phase speed cp varies with the frequency
and the wave is dispersive. However, if wtgp << 1, the wave speed cp can be
approximated as cp = c.

Shear waves in fluids are called wviscous waves. In fluids with low viscosity,
viscous waves are damped in a short distance and have therefore a negligible effect
on the acoustic wave field. By ignoring S-waves the resulting field v = up is
irrotational (i.e. V x u = 0).

The viscous effects are not adequate to characterize the absorption of sound
in real physical materials. The so-called classical absorption model takes into
account also the effect of heat conduction [22]. However, the complete model
should include, for example, various molecular level relaxation mechanisms and
the scattering of sound from the internal structures of the material. Consequently,
the absorption coefficient for most materials at ultrasound frequencies must be
defined by experimental measurements.

Next turn back to equation (2.25) and assume that v = up from which it
follows that V x u = 0. Using the vector identity Au = =V (V-u)+V x V x v and
the time-harmonic continuity equation (2.23), the equation for the P-waves in a
homogeneous medium reduces to the Helmholtz equation for the acoustic pressure

Ap+ k?p =0, (2.27)

where kK = Kp.
Accordingly, the wave equation for spatially varying density p = p(r) and speed
of sound ¢ = ¢(r) can be formulated in the time-harmonic case as

1 K2
V-(-Vp|+—p=0, (2.28)
P P

where k = w/c(r) + ia(r).
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2.4 Transmission conditions

Many relevant wave problems deal with waves propagating in domains consisting
of piecewise homogeneous materials. In such a case, the wave equations (2.10)
or (2.27) (depending on whether the material is elastic or fluid) can be used in
each homogeneous subdomain. However, at the material interfaces, a suitable
transmission conditions must be defined.

Suppose now that the region of interest {2 consist of two subdomains §2; and
Q5 occupied by two different elastic materials. The Lamé coefficients for 2 and
Qo are (A1, p1) and (Ao, p2), respectively. Furthermore, assume that the elastic
wave fields in both domains satisfy the time-harmonic Navier equation (2.10).

To couple the two wave fields across the common edge 1 5 = 1Ny, physically
appropriate transmission conditions must be defined on 3; 5. Such conditions can
be developed by considering an infinitesimal volume of the body 2; that is located
near the interface 3; 2. The oscillation of this body causes a force on the adjacent
particles in the domain 5. Let the interface ;2 have a normal n; pointing
outward from ;. The force that exerts from the body in €; and that acts on the
interface can be written using the traction operator 7(") as [8]

TN = T(”l)(ul) = 2u1% + AV uqg + ping X V X ug, (2.29)
1
where u; = ulq,. The operator T maps local displacements to local tractions on
the boundary ¥ .
A similar traction operator (2.29) can be defined on the same part of the
interface for forces from y. Hence, on the interface ¥; 2, the continuity of the
displacement and the stress leads to transmission conditions

Uy = U2
T(nl)(ul) — 7T(n2)(u2> } on X o, (2.30)
where ny = —nq, T is given by (2.29) and the Lamé coefficients in 2, are used to

evaluate T(") (uy), £ = 1,2.

Similarly, consider that the domains €2; and € are occupied by different but
homogeneous acoustic fluids. Hence the wave fields p; = p|q, and ps = p|q, sat-
isfy the Helmholtz equation (2.27) with the wave numbers x; and kg, respectively.
Again, the stress and displacement are assumed to be continuous across the inter-
face ¥; 2. It is assumed next that in the case of the acoustic fluid, the effect of
viscosity is negligible. Then, the continuity of stress follows from the continuity
of the acoustic pressure. Moreover, since the inviscid acoustic fluid is incapable of
bearing shear forces, the continuity of displacement follows if the normal particle
displacements u - n = 1Vp - n, see Eq. (2.15), are equal on both sides of the
interface. Therefore, the transmission conditions for the acoustic material are

b1 = P2
i% _i% on 2172. (231)

P1 ony P2 Ong
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Although not further analyzed in this thesis, coupled fluid-solid boundary con-
ditions are formulated next. Assume that the field in the domain €2; is character-
ized by the elastic wave equation (2.10) and the field in the domain Q5 satisfies the
Helmholtz equation (2.27). Analogously with previous formulations, the transmis-
sion conditions on the fluid-solid interface ¥ » can be written as

T (ug)ny = —po
9 - 7i ap2 on 2172. (232)
w Uy Ny = P
p2 Ong

SPECIAL CASE: SCATTERING PROBLEMS

A formulation of the transmission problem (whether elastic, acoustic or coupled)
using the transmission conditions (2.30)-(2.32) includes the assumption that the
fields in both subdomains are of practical interest and they interact with each
other. However, in some applications the field in one subdomain does not alter the
field in the other subdomain. Such a case occurs, for example, when the material
in one subdomain is acoustically impenetrable. Obviously this must change the
boundary conditions.

Two types of impenetrable boundary conditions can be distinguished. Assume
first that the domain €25 is vacuum and therefore has no resistance to pressure or
traction from domain £2;. This results in the free-surface (or cavity or sound-soft)
boundary condition on ¥; o which for elastic and acoustic fields in ; are

T("l)(ul) =0 and p; =0,

respectively. Alternatively, if the material in the domain €25 is perfectly rigid, the
particles on X; o in acoustic case have vanishing normal velocity component. In
terms of pressure this can be written as

op1 _
5n1

For the elastic problem, the rigid boundary condition means vanishing displace-
ment so that

up =0 on Xqps.

A useful consequence of the impenetrable boundary conditions is that by de-
composing the fields p; and u; into the incident (pi®,ui) and scattered parts
(P, u5) as p1 = pi* + pi¢ and uy; = ul® + u5°, the problems can be formulated
for the scattered parts of the fields only. For example, in the case of the classical
acoustic scattering problem from a perfectly rigid obstacle, the vanishing normal
derivative of the total pressure p; follows if

8p§c B apiln

8711 - 8n1 '
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Since the known incident field pi* can be assumed to satisfy the Helmholtz equation
(2.27), one needs to solve the scattered part of the field pj° only. Similar formula-
tion can be used to define scattering problems for elastic waves from impenetrable
obstacles.

2.5 Sommerfeld radiation condition

To guarantee a unique solution for wave problems on unbounded domains, it is
necessary to define a condition that characterizes the behavior of the fields at
infinity. Hence, consider a wave source at the origin and let R be the radial
distance from origin to the observation point. The wave field is said to be outgoing
if it propagates in the direction of the increasing distance R. In the case of the
Helmholtz problem, the outgoing wave field satisfies the Sommerfeld radiation
condition

lim R(@-1)/2 (g—g - mp) =0, (2.33)

R—o

where d is the dimension of the problem [166].

Recalling that the elastic wave field in an infinite homogeneous medium consists
of two orthogonal components © = up +ug, the radiation condition can be defined
independently for both terms as [1]

lim R@-1/2 <8U—P — ilip’LLp) =0 and

R—o0 8R
)
lim RO/ <;]§ - msus> —0. (2.34)

2.6 Surface and edge waves

The boundary conditions discussed in Section 2.4 give rise to additional wave
forms beyond those observed in an infinite elastic (or viscous) medium. While in
an unbounded homogeneous medium the P- and S-waves propagate independently,
they interact on material interfaces. Consequently, near material boundaries, edge
or surface waves can be generated. These waves travel along the boundary but
decay rapidly into the medium as the distance from the interface increases. The
simplest example of such waves are Rayleigh surface waves which can be generated
on the free surface (i.e. where T\ (u) = 0) whereas edge waves on the interface
of two elastic material are called the Stoneley waves. In addition to surface and
edge waves, the P- and S-waves can couple in waveguides. Those waves are called
Lamb waves. Coupled waves in plates (i.e. waveguides) on an elastic half space
are named Love waves. Since the Rayleigh waves are used as a test problem later
in this thesis, they are discussed next.

Suppose that an elastic medium occupies a 2D semi-infinite domain y > 0.
The free-surface boundary condition T(")(u) = 0 on the boundary y = 0 allows
the formation of Rayleigh waves which are assumed to propagate in the direction
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of the positive xz-axis. A detailed treatment of Rayleigh waves can be found, for
example, in [1, 79, 137]. Only an outline is given here.
The speed of the Rayleigh wave cg can be obtained as a solution of the equation

cr\° er\? es\2| (cer\? cs\?
<R> 8<R> +38 32<S> ] <R> — 16 l1 (S> 1 =0. (2.35)
cs cs cp cs cp
The exact solution of (2.35) is quite complicated, therefore an approximate value

is commonly used. For example [8, 79] give an approximation to the wave speed
as

087+ 112y

CR~ Cs
14+v ’

where v is the Poisson ratio. The accuracy of this approximation is better than
0.5 % [8].

Let kg = w/cr denote the Rayleigh wave number computed using the above
approximate wave speed. Then the - and y-components of the displacement field
u = (uz,uy)" can be written as

_ 2k2 _ .
Uy = agie asy 5 R 5 e apy eZHR$7
KR+ ag
. 2pa .
u, = ikp{e @V P05 o—aryl ginne (2.36)
Y R K2 + a2 ’
R S

where

2 2
w w

ap =\|Kk% — (—) and ag={/k% — (—) )
cp Ccs

The Rayleigh wave (2.36) satisfies the time-harmonic Navier equation (2.10) and
the displacement amplitude of the wave decays when the distance from the free-
surface increases. Particularly, equation (2.36) shows clearly that the wave field
decays exponentially in the y-direction but propagates non-dissipatively with the
wave speed cp in the x-direction. Furthermore, the trajectories of the particle
motion in the field are ellipses whose major axes are normal to the surface.



CHAPTER III

Numerical approximation of wave problems

In this chapter, a review of numerical methods for the acoustic and elastic wave
problems is given. Since the aim of this thesis is to study feasible methods for the
modeling of therapeutic ultrasound fields, the review is not limited to numerical
methods for the time-harmonic problems (2.28) and (2.10) only. Instead, other
computational tools for wave fields are discussed briefly provided that they have
been widely used for medical ultrasonics. Such tools are, for example, time-domain
and ray methods. In addition to computational methods, the truncation of the
unbounded acoustic problems is vital for the numerical approximation of the wave
fields. Feasible methods for this will be also reviewed.

Numerical approximation of wave problems in heterogeneous media and in
general geometries is difficult. Analytical solutions can be derived for the sim-
plest wave problems only and the computational complexity of numerical methods
increases rapidly with the wave number. Some classical methods for wave propaga-
tion problems are reviewed in [120]. In standard numerical tools, such as the finite
difference (FD) and low order finite element (FE) methods, a rule of thumb is that
approximately ten discretization points per wavelength are needed to obtain a tol-
erable accuracy [113]. This leads rapidly to extremely large computational tasks.
Furthermore, at high wave numbers these methods suffer from numerical pollution
[11, 71] which causes the accuracy of methods to decrease with the wave number
even if the mesh density with respect to the wavelength remains unchanged.

Especially in the problems of medical ultrasonics in which the wavelength of
the sound field is very short (typically 0.5-5 mm in ultrasound therapy), wave fields
must be evaluated in domains whose dimensions can be hundreds of wavelengths.
Previously the major interest in the development of computational methods for
ultrasonics has been devoted to the ultrasound imaging which is mainly based on
short sound pulses. However, the need for modeling fields generated by longer exci-
tations (i.e. continuous-waves) has increased with developments in the ultrasound
therapy [110, 187].

Traditionally, ultrasound fields are modeled using different kinds of ray ap-
proximation, see e.g. [25, 24, 61, 130]. These methods are accurate and effective

27
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if multiple reflections do not occur and the propagation medium is rather sim-
ple. However, they become computationally demanding if the medium is strongly
scattering and waves undergo complex interference phenomena.

The use of a time domain method, such as the finite difference time domain
(FDTD) method [176], for time-harmonic problems [177] requires a large number
of time steps (in addition to a dense spatial discretization) to reach a steady-state
solution. Obviously, this also leads to a heavy computational burden [177]. Various
improved time-domain methods have been proposed. For ultrasound fields these
include, for example, pseudospectral [197] and k-space methods [149]. Despite the
recent improvements, realistic 3D applications are still computationally extremely
demanding.

To reduce the effect of numerical pollution in the finite element method, var-
ious modifications have been proposed. These include, for example, higher order
methods [115] (such as spectral elements [151]) and least-squares finite elements
[90, 156, 189]. Methods that incorporate a priori information about the solution to
the approximating space (e.g. the partition of unity finite element method (PUM)
[10, 135], least squares method [152], discontinuous Galerkin method [64] and the
ultra weak variational formulation (UWVF) [30]) are other promising candidates
for reducing the computational burden.

Many problems in acoustics are physically unbounded, this is, the sound field
extends from the source to infinity. The behavior of the field at infinity is charac-
terized by the Sommerfeld radiation condition, see Section 2.5. In many cases in
order to evaluate the field numerically, the unbounded problem must be replaced
with a bounded one. Furthermore, the Sommerfeld condition is approximated on
the exterior boundary of the computational domain by an absorbing boundary con-
dition (ABC) [73, 75] (also known as non-reflecting boundary conditions (NRBC))
or by using a damping layer called the perfectly matched layer (PML) [17] .

In the following section the absorbing boundary conditions and selected numer-
ical methods for full-wave problems are discussed. First, the need for an accurate
approximation for the Sommerfeld condition is a general property of most nu-
merical methods and hence the first subsection handles this important issue. In
the first section local ABCs, the elastic ABC from [84] and the perfectly matched
layer method are formulated. Second, a brief outline on numerical methods for
computational acoustics is given. The aim is not to give a thorough treatment
of this broad topic. Rather, the goal is to summarize full-wave methods that has
been widely utilized in computational acoustics, in particular the finite difference
method, finite element method and boundary integral methods. Since the finite
element method is a standard tool in acoustics and has been used as a reference
method later in this thesis, the FEM approximation of the Helmholtz and Navier
equations are discussed in more detail. This chapter is concluded with a summary
of recent improvements to finite element type methods and a review of alternative
methods for the truncation of the computational domain for unbounded problems.
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3.1 Absorbing boundary conditions

As discussed in Section 2.5, the behavior of time-harmonic wave fields from
bounded regions at infinity is characterized by the Sommerfeld radiation condition
(2.33). To approximate the field in a bounded domain, the region of interest can be
surrounded by an artificial boundary I' that encloses the computational domain 2
containing the material inhomogeneities. In addition, an absorbing boundary con-
dition must be used on I'. An ideal ABC would allow waves to propagate through
the boundary I" without spurious numerical reflections back into the computa-
tional domain. Moreover, to be feasible, the ABC should be easy to implement in
general geometries and be numerically stable.

A standard approach in time-harmonic problems for constructing an ABC is
to write a Neumann type exterior boundary condition on I' which approximates
the Sommerfeld condition. Therefore one needs a Dirichlet-to-Neumann (DtN)
operator M which is a mapping between the field p and the normal derivative

Op/on
. Ip
M : p|1'* — %’F

In a general form, using a Fourier series representation of the sound field, an
exact ABC for the Helmholtz problem can be constructed as a DtN operator [121]

%(T) = Mp(r) = ;}/ij(r —19)p(ro)drg m,r9 €T, (3.1)

where m;(r — rg) are the DtN kernels. From the computational point of view the
DtN operator (3.1) has two drawbacks. First, it includes an infinite sum which,
however, can be truncated to obtain tolerable accuracy [88, 81]. Nevertheless,
the use of many Fourier modes can still be computationally costly. Second, the
operator is non-local, this is, to compute g—ﬁ(r) at a point r on I', one must
integrate over whole boundary I". Obviously, it would be desirable to replace the
operator M with an approximating operator M, which would absorb waves while
being spatially dependent on the solution p and its derivatives at r only. The
construction of this kind of local operator for Helmholtz problem is discussed in
the next section. Following that, a special type of ABC from [84] is introduced for
time-harmonic elastic wave propagation.

An alternative to the approximating operator M, is to surround the domain €2
with a computational “sponge” layer which prevents reflections from the bound-
ary I'. Bérenger [17] proposed such a perfectly matched layer for electromagnetic
waves and it has been later extended to the Helmholtz problem [91, 169]. In Sec-
tion 3.1.3, the PML for Helmholtz equation is derived using the change of variables
method developed in [34] and used, for example, in [45, 46, 138]. Other alterna-
tive methods for truncating the computational domain associated with particular
numerical schemes are also discussed in Section 3.3.
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3.1.1 Local acoustic ABCs

Traditionally, approximations to the non-local DtN operator have been constructed
using local differential operators. First order local ABCs were introduced in the
late 1970’s [60] and early 1980’s [14, 116]. Since then various improved conditions
have been proposed, see e.g. the reviews [73] and [112]. Although high order local
differential operators are accurate, they are typically limited to special boundary
geometries (e.g. [81]) or perfectly annihilate waves only from certain incident
directions [98]. To reduce problems associated with high-order ABCs, methods
that can have a high-order of accuracy without high-order derivatives have also
been proposed [74]. This topic, however, is not discussed further here. Instead,
the low-order boundary condition used in this study is briefly introduced next and
an outline for formulating higher-order Higdon type [98] conditions is given.

The most obvious form for the local ABC follows directly from the Sommerfeld
radiation condition (2.33), namely

% —ikp=0 onl. (3.2)
This is often called the zeroth order (or Sommerfeld type) absorbing boundary
condition. The Sommerfeld type boundary condition is applied to waves that
propagate outward from the computational domain 2. Particularly, in scattering
problems, the Sommerfeld condition is used to the scattered part of the pressure
field p*¢ only.

An advantage of the form (3.2) is its suitability for general boundary geometries
since only normal derivatives are needed to compute. But the drawback is poor
accuracy if the artificial boundary is close to the sound source [121]. More precisely,
the reflection coefficient for (3.2) using a plane wave incidence on a planar surface
is

cosf — 1

= cosf+1’ (3:3)
where 6 is the incident angle of the sound field. From equation (3.3) it follows that
increasing the distance of the boundary I' to the sound source typically reduces
the angle 6, causing diminishing reflections. However, if the shape of the absorbing
boundary is complex (e.g. it contains corners), the incident angle 6 at same parts of
the boundary may remain large even if the distance from the source to I' increases.
Hence the boundary geometry affects to the accuracy of the ABC. Despite its
limitations, the zeroth order ABC has been used in some numerical experiments
of this study and it has also been utilized as a reference method for improved
approaches.

To illustrate the higher-order ABCs, this section is ended by a discussion of
the Higdon type [98] high-order ABCs for general boundary I' having the outward
normal n. These can be written for an arbitrary order N as

N
Myp = H(;indj~n> p=0 onT. (3.4)
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These conditions are perfectly absorbing for all waves propagating in the directions
dj, j =1,..,N. As a trade-off against improved accuracy, the Higdon ABC
involves an N-order normal derivative which might be laborious to implement
with a numerical scheme. In addition, the method requires a priori information
of the solution for selecting the directions d;. In practice, this may be difficult to
obtain.

Due to difficulties with high-order local ABCs on general geometries and wave
types, the numerical experiments of this study are computed either with the zeroth
order ABC (3.2) or with the perfectly matched layer discussed in Section 3.1.3.

3.1.2 Halpern’s elastic ABC

In this section an absorbing boundary condition for the 2D Navier equation is
briefly outlined. As in the case of the Helmholtz equation, the unbounded elastic
wave problem is truncated with an artificial boundary I'" and the exact absorbing
boundary condition can be defined by a non-local operator [82]. Also analogously
to the previous section, local differential operators are commonly used to reduce
spurious numerical reflections. Since the aim is to use the elastic ABC with the
ultra weak variational formulation introduced later in this thesis, the special type
ABC of [84] has been chosen.

Now suppose that all the coefficients in the Navier equation are constant near
the absorbing boundary. Furthermore, consider a time-harmonic elastic plane wave
moving in a direction d with |d| = 1. As shown in Section 2.2, the plane wave in
the homogeneous medium can be split into two components

u=ardexp(ikpd-T) + agdt exp(irgd - r),

where the wave numbers kp = w/cp and kg = w/cg are obtained using the wave
speeds of (2.12), a; and ay are constants and d - d- = 0. The first component
denoted up = ajdexp(ikpd - r) has the property V x up = 0 and is the P-
wave solution of the Navier equation. The second component of the plane wave
ugs = asd* exp(ikgd - r) is the S-wave. In this case V - ug = 0. Thus it can be
clearly seen that the two components of the wave travel at different velocities and
with different wave numbers.

Now the absorbing boundary condition can be developed. First consider a
simplified situation in which the domain € is a half space Q = {(z,y),z < 0}
and the boundary T" is the line x = 0. A time-harmonic elastic plane wave u =
(uz,uy) ", traveling at normal incidence to the boundary I' (i.e. with d = (1,0)")
is perfectly absorbed if

ou,
(,;; —ikpuy = O, (3.5)
ou,

—(,;;y —ikgu, = 0, (3.6)

since in this case up = (uy,0) " and ug = (0,u,) . The boundary conditions (3.5)
and (3.6) are similar to the zeroth order absorbing boundary conditions that were
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developed for the pressure waves in the previous section. Furthermore, ABCs of
this type have been used also for elastic waves, see e.g. [99] and [172].

The absorbing properties of the boundary conditions (3.5) and (3.6) are con-
served when they are rewritten as

2 2
Ouy | Cp — 2¢ Ouy

2SNy, = 0, 3.7
Oz % 0Oy P (3.7)

ou Oug .

a—xy 5, ~Uksuy = 0. (3.8)

These forms are particularly interesting since they allow to relate the boundary

conditions to the traction operator (2.29) and the displacement vector w.
According to the definition of the boundary I' the outward normal in this

simplified example is n = (1,0)T. It follows that the components of the traction

operator 710 1) (y) = (T, T,)" are given by

ou ou
_ 2 Olg 2 5 .2\0Uy
T, = pcp o + p(ep — 2¢3) 9y (3.9)
ou Ouy
T, = pc§<8xy+ ay> (3.10)

Combining equations (3.7)-(3.10) one can formulate the absorbing boundary con-
dition for this case as .
T ) (y) —iou =0, (3.11)

< wpcp 0 )
o= .
0 wpcs

Correspondingly, the absorbing boundary condition for a general boundary I with
normal n can be derived. Following the derivation above it follows that

where

T (u) — iou = 0, (3.12)
where
oc=wplcpn @n+css ® s), (3.13)

and where s is the tangential vector to the boundary, and ® denotes the outer

product so that n®n =nn'.

3.1.3 Perfectly matched layer

Although local absorbing boundary conditions of Section 3.1.1 are effective in many
applications, they may either lack sufficient accuracy or, if high order ABCs are
used, be difficult to implement in practice. Therefore, Bérenger proposed a virtual
damping layer (i.e. the perfectly matched layer (PML)) which surrounds the com-
putational domain 2 and efficiently absorbs waves from ). Bérenger’s scheme was
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first developed for Maxwell’s equations but has been later extended to acoustics

[91, 169]. One way to develop the PML is to add a complez stretching function to

the spatial variables (z,y, z) [34, 45, 46]. The PML for the Helmholtz problem in

inhomogeneous media using the complex stretching method is formulated next.
Consider the inhomogeneous form of the Helmholtz equation (2.28)

1 K2
V- (=-Vp)+=p= 1, (3.14)
p p

where fs is a source term. The source term f, is included to the equation since
the numerical analysis of the PML in Chapter 6 is conducted using point sources.
In order to utilize the change of variables scheme, a complex stretching for the
vector r containing the spatial variables r = (x,y, z) is defined as

i
o=t [ o0a(lal = zo) e, ] > @, (3.15)
T, |$| < Zo,
i Yy n
g = 1t Jooullyl = wo)"dy, 1yl = vo, (3.16)
" lyl < o,
i
o et Jaoos(le = z0)dz, 2] > %, (3.17)
z, |Z| < 20,

where 09 ¢, £ = x,y,% are constants. In addition, one can define a vector of
stretched spatial variables as ' = (2/,y/, 2').
The notation can be simplified by defining a function o¢(§) as

0—5(5) = 0—015(|£| - £O)n7 5 =T,Y,%, (318)

where o ¢ is a constant and n is an integer. Moreover, for the following discussion
it is useful to define

7
1+ an(a:), |x| > w0,

de(z) = (3.19)
1, |z| < o,
)
1+ — >
dy,(y) = + HUy(y), lyl = vo, (3.20)
17 |y| < Yo,
)
1+ — >
d.(z) = {1 5o Bz (3.21)
1, |z| < zo.
Now observe that the derivative of the stretched variable 2’ is
!
0 () (3.22)

dx
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with similar expressions for %—Z and %—ZZ/. This allows a straightforward substitution

0 0 10

To simplify notation, the explicit spatial dependence of d,, d, and d, has been
omitted from here on. The Helmholtz equation with stretched variables can be
rewritten as

10 (1 0p 10/ 1 0p 10 /(1 dp 42
T \a 5. ) YT\ a5, ) T e, =)+ p="f,. (3.24
d, Ox (dmpax) T, oy <dyp5y) Y o: <dzp(9z +op=te (324)

In a more compact form Equation (3.24) is

1 2,2
V- (—AV) p+ " = fap?, (3.25)
P p
where n? = ddyd, and
dyd, dpd, dgd
A _ d Yy“z Tz x Yy . .2
g (4, e o) (3.26)

It is obvious that the standard inhomogeneous Helmholtz equation (2.28) is
obtained from (3.25) by choosing n = 1 and A = I where I is the identity matrix.
Or, in other words, Equation (2.28) follows if one chooses 2’ = z, ¥/ = y and
2=z

3.2 Review of numerical methods for time-harmonic waves

Three commonly used classes of methods for time-harmonic waves are finite dif-
ference methods (FDM), finite element methods (FEM) and boundary integral
methods (also known as the boundary element methods) (BEM). This section dis-
cusses the feasibility of these methods for the Helmholtz problem. In some cases,
however, the extension of the method to the elastic wave problems is also dis-
cussed. Note that in general, the numerical approximation of elastic waves is more
complicated since they consist of two components. In particular, the density of
the spatial discretization is commonly dependent on the wavelength of the S-waves
which is typically less than a half of the wavelength of the P-wave.

3.2.1 Finite difference methods

In the finite difference method, the computational domain is covered by a set of
uniformly spaced discretization points. Then, the second derivative arising in the
Laplace operator A is approximated using the standard one dimensional pointwise
FDM as

Pp o)~ 20(a) + ple — 1)
0x? h2

+ O(h?) = Dyap + O(h?),
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where h is the grid size and O(h?) represents terms that are higher order than h2.
Correspondingly, the FDM approximation for the 3D Helmholtz equation in an
homogeneous medium (2.27) is

(Dyw + Dyy + D, + *)p(x,y,2) = 0. (3.27)

This scheme is second order accurate for a smooth p but lacks sufficient accuracy
(or requires extremely dense discretization) if the field has sharp gradients. In
particular, difficulties may arise if the propagation medium has strong inhomo-
geneities. In such a case, the derivatives of material parameters in the equation
(2.28) must be included in the difference operator. Obviously, if the material
interfaces are sharp and strong, the approximation of derivatives using a coarse
grid becomes unreliable. On the other hand, to be able to capture oscillations
of the wave field, the rule of thumb A/h &~ 10 must hold. Due to the numerical
pollution, the ratio \/h must grow with the wave number in order to maintain a
desired accuracy. These factors indicate that fine grids are required to resolve the
wave field with a tolerable accuracy. Furthermore, a drawback of the FD-methods
is the difficulty of representing complex geometries using the pointwise grid in a
convenient way.

To improve the accuracy, high order FD methods have been developed [92, 181].
For example, in a fourth order method, the second derivative in 1D is approximated
using [92, 181]

2 2 -1
Alternatively, the undifferentiated terms at a given point can be expressed as
a weighted average of values at adjacent points. Or, a resolution xh dependent
parameter can be included in the finite difference derivative [92]. The error analysis
of the FDM for wave problems is carried out for example in [92, 181, 191]

The time domain variant of FDM is called the finite difference time domain
method (FDTD). A typical approach uses second order accurate derivatives in
time and the second or fourth order derivatives in space. Although finite difference
methods can suffer from the need of fine discretization, they are still extensively
used for pulsed waves in medical acoustics , see e.g. [51, 83, 141, 148, 159]. The
FDTD for elastic waves has a long history of being used in the simulation of
seismic waves, see e.g. [122]. An excellent review of the high-order FDTD (and
time domain finite element methods) can be found from [42].

Despite the heavy computational burden, the FDTD method can be used for
time-harmonic (i.e. continuous wave (CW)) fields [177]. In that case, the time
iteration must be continued until the steady state behavior of the CW field is
reached. A significant number of iterations may be needed since the length of a
time step dt, in the case of the second order accurate method in space, is limited
by the Courant-Friedrichs-Levy number

dt 1

CFL=c— < —
ch< d’
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where c is the propagation speed of the wave and d is the spatial dimension of the
problem. Similar stability conditions, although more relaxed, can be derived for
the high-order methods [42].

The convergence of the time-domain solution to the solution of time-harmonic
problem can be remarkably slow. The convergence speeds up if the time-dependent
wave problem is reformulated as an exact controllability problem [27]. By using the
periodicity of the time-harmonic solution, the problem can be written as a least-
squares problem which can be solved with a conjugate gradient algorithm. For
time discretization, the method uses the standard finite difference scheme. At each
time step one must solve two wave equations and an elliptic problem. Numerical
experiments in [27] for Helmholtz scattering problems show huge improvement in
convergence compared to a time-domain method without control.

Despite the above mentioned weaknesses, FD methods are widely used for the
numerical simulation of acoustic and elastic waves. A strength of these methods is
their simple implementation for different kinds (also non-linear) of wave problems.
Furthermore, there is an abundance of commercial and freeware software that
utilize these methods.

3.2.2 Finite element method

The finite element method (FEM) can be considered as a “gold standard” for
solving numerically elliptic partial differential equations. Since the early analysis of
the FEM beginning in the 1980’s [9, 77, 78], the FEM with an absorbing boundary
condition has been actively studied for unbounded Helmholtz problem. To be able
to compare the FEM with more novel methods, an outline of the FEM for the
Helmholtz and elastic wave equation are given in this section. Since the FE method
relies on discretizing a weak formulation of the problem, the standard variational
setting for the Helmholtz and elastic wave equation are briefly summarized. Then
the weak forms can be discretized using the Galerkin method and standard finite
element piecewise polynomial basis functions. For a more detailed treatment of
the FEM, see [26, 112].

HELMHOLTZ PROBLEM

To obtain a weak formulation, the Helmholtz equation (2.28) is multiplied by a
test function v € H(2) and integrated over the computational domain

v.(lv p+“—2p v =0, (3.28)
/Q p p

where the test function space is defined as the Sobolev space H*(Q) = {v | |[|Vv||*>+
[[v]|? < oo} and where || - ||? is the L?-norm. Using suitable integration by parts,
the variational problem can be defined as finding p € H*(2) such that

1 2 1
a(p,v):—/ —Vp-VzH—/ H—pv—&- —%v:() Yo e HY(Q).  (3.29)
QP QP r pon
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Appropriate boundary conditions can included in the third term on the left hand
side or by further restricting the space of trial and test functions. For example,
the boundary condition on I" can be given in the form

10p . B _lop .
<pc’)n - wp> =Q ( o wp) +9, (3.30)

where Q € C, |Q| < 1 and; g and o are known functions on I". This boundary
condition is chosen since it will be used later with the ultra weak variational
formulation. By adjusting the parameters @), o and g, various different boundary
conditions can be implemented using (3.30). For example, by choosing Q = 1
equation (3.30) reduces to the Neumann type condition S_Z = 1pg. Whereas
@@ = —1 gives the Dirichlet condition p = i g.

The boundary function o can be chosen for example as

o= B (3.31)
p

Then, provided that @ = 0, g = 0 and k € R, the equation (3.30) reduces to the
absorbing boundary condition (3.2).

The boundary condition (3.30) can be rewritten as

lop . 1-Q 1

- =il0—— —9. 3.32
pon Z01—|—Qp+1—|—Qg ( )
Hence, the substitution of (3.32) in (3.29) leads to the weak problem of finding
peHY(Q)

a(p,v) = L(v), for allv € H'(Q), (3.33)

where

1 K2 1-Q
a(p,v) = — —Vp-Vv+/—pv+/ia pv, 3.34
b.v) /Q P QP r 1+@Q ( )
and
L(v) / L (3.35)
v)= [ ——gv. )
rl+ Qg

For the finite element approximation of (3.33), the computational domain 2
is covered with a regular finite element mesh consisting of N elements and M
vertices with the element size parameter h denoting the maximum diameter of
the elements (types of meshes used in this thesis will be discussed later). To
discretize the weak Helmholtz problem (3.33), it is useful to construct a space S =
span{g1, ..., opr } € H'(Q) where ¢;, j = 1,.., M are piecewise linear polynomial
finite element basis functions on the mesh with compact support such that

et ={ g 120
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where 7, is the ¢th node in the mesh.
Now the FEM approximation pp can be written as

M
ph=")_Bi%j, (3.36)
j=1

where 3;, j = 1,..., M are coeflicients to be solved. In addition, in the Galerkin
approach the test functions are chosen by v = ¢,. By substituting these to (3.33),
the problem can be written as the matrix equation

(S— M+ B)3=F, (3.37)

where 3 = (81, ..., fn) . Furthermore, S, M and B correspond to the terms in
(3.34), respectively, and F arises from the right hand side of (3.33). Traditionally,
S is known as the stiffness matrix and M as the mass matrix. Since this FEM
approximation uses piecewise polynomials to represent the field p; throughout an
element it easily provides an approximation of the pressure at any point in space.

To understand the accuracy of the FEM for wave problems, a short review of
error estimates is given next. The accuracy of the finite element approximation can
be controlled with two factors. First, the element size can be made smaller to im-
prove accuracy. This approach is known as the h-refinement [114]. Or second, the
polynomial degree of the basis functions can be increased (known as p-refinement).
Combination of these two is called hp-refinement (or hp-FEM [115]).

A rule of thumb for the piecewise linear FEM is that A/h ~ 10 , that is,
approximately ten discretization points per wavelength are needed for tolerable
accuracy [114]. For high wave numbers, however, FE (or FD) methods suffer
from numerical pollution, meaning that the accuracy deteriorates with the wave
number even if kh remains constant. More precisely, the error estimate for the
one dimensional FEM using piecewise linear elements is of the form

|pfph|1

< Ci0 + 021192, (338)
Ipl1
where | - |1 is the H!(Q2)-seminorm, C;, Cy are constants and § = xh [112]. From

this formula, it is evident that the error increases linearly with xh when « is small
while the second “polluting” term becomes significant when  is large.
Similar estimate can be derived for higher order basis functions. Then, the

error is given by (3.38) with
h p
9:<i>, (3.39)

p
where p is now the polynomial degree of the basis functions [112].
NAVIER PROBLEM

The finite element formulation of the elastic wave field can be derived correspond-
ingly as for the Helmholtz problem. However, for practical computations, a few
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notable exceptions exist. The displacement field u to be solved is vector valued
and it consists of two components up and ug which have different wavelengths.
The wavelength of S-wave is much shorter (for most solids about a half of the
P-wave counterpart) and therefore, the mesh size h must adjusted dense enough
to resolve both components.

The derivation of the weak form begins by introducing a shorthand notation.
Let

Au = pAu+ (A+ p)V(V - u).

Then the weak form of the Navier equation (2.10) can be written as
/(Aeu +w?pu) -v =0,
Q

where v € (H(Q))? is a test vector and d is the dimension of the problem. Fol-
lowing [101] the weak formulation is obtained using the Betti formulas [131]

—a(u,v) + M) (w) - v+ w? U= .
(u,v) /FT (u) p/Q 0, (3.40)
where
= V-u)(V-v)+ = Vu+ (Vu (Vo + (Vo) ). .
a(u,v)—A/Q( )( ) 2/9( (Vu) ")« ( (Vv) ') (3.41)

The double dot operation between two tensors A = a;; and B = b;; is defined as

A:B= Z Z aq;jbij. (342)
J

%

Due to the particular choice of example for the comparison of the finite element
method with the UWVF later in this thesis, the boundary condition

(T(")(u) - iau) =Q (—T(")(u) - iau) +g onT, (3.43)
where o € R¥*? will be used. As for the Helmholtz case, it is assumed that Q € C

and |Q| < 1.
Solving this equation for 7™ (u) gives

T (u) — i (%) ou = <ﬁ> g onl. (3.44)

Using this equality in (3.40), the variational problem can be defined as finding
u € (H'(Q2))? such that

—a(u,v)-i—/r (z (%) ou + (ﬁ) g) -v-i—wzp/ﬂu-v:(), (3.45)
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for all v € (H*(Q))“.

The approximation by continuous polynomial finite elements is obvious. The
finite element mesh covers the domain 2 and has maximum element diameter h.
Analogously to the Helmholtz case, on this mesh one can construct a space S, of
continuous piecewise linear finite element functions. The finite element solution
up, € (Sp)¢ can be represented as a linear combination of the basis functions and
it satisfies

a(up,vp) —/F (z (%) oup + (ﬁ) g) -vp — pr/QUh ~vp, =0, (3.46)

for all vy, € (Si)¢. For example, in 2D (d = 2) piecewise linear Galerkin scheme,
the FEM approximation and the test function can be selected as

M 1
. 0
Uh — Z (g‘é)@j and7 ’Uh = (()gé) or ’Uh = ( ), E - 17 ...7]\47 (3.47)
J

j=1 P

where 5]1 and BJZ are the coeflicients to be solved and ¢, is the piecewise linear
basis function associated with node number /.

3.2.3 Boundary integral methods

Consider an acoustically impenetrable inhomogeneity 2 surrounded by an infinite
homogeneous medium in Q+ = R¥\Q . Furthermore, let I' be the boundary of €.
The boundary integral equation methods are based on the Green’s representation
of the Helmholtz problem [47, 132]

p(r) :/F [p(ro)w — ®O(r, ro)% ds(rg) in QT (3.48)

where rg € I and r € Q1. The function ®(r,7¢) is the fundamental solution of the
Helmholtz problem in a homogeneous medium. For 2D and 3D the fundamental
solution is

1 ein\r—r0|

)
D(r,ro) = ZH{W(W —ro|) and ®(r,ro) = yra (3.49)

respectively. The Green’s representation follows from the weak form of the
Helmholtz problem (3.28) with the choice v = ® and a suitable integration by
parts [132].

The main advantage of the boundary integral methods is that the solution is
sought utilizing the fundamental solutions of the problem. Therefore, the solu-
tion automatically satisfies the Sommerfeld radiation condition. In addition, since
the formulation reduces to medium interfaces only, the spatial dimension of the
problem is reduced by one.

Various discretization methods for the boundary integral formulations of the
Helmholtz problem have been proposed. These include, for example, the Nystrom
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method [48], collocation method [129] and different types of Galerkin boundary
element methods [132].

However, the integral equation approach suffers from the computational com-
plexity. Although only the surfaces of the inhomogeneities must be discretized,
the resulting matrix systems are relatively large at high wave numbers. This is
due to need of dense discretization (typically, the rule of thumb A/h &~ 10 must
hold). Furthermore, the matrices arising from the boundary integral method are
full and non-symmetric. If the computational domain consists of multiple inho-
mogeneities, a drawback of the method is that each material interface must be
discretized which leads to a complex system of coupled integral equations.

In a computational cost comparison, the boundary element methods have been
shown to be more expensive than the previously introduced finite element method
[28, 89]. The solving of boundary integral equations with iterative methods re-
quires the computation of multiple full matrix-vector products. This procedure can
be accelerated by using the fast multipole method (FMM), see e.g. [43, 52, 174].
Improved by the FMM, boundary integral equations have become an efficient and
popular means for solving large-scale scattering problems [52].

3.3 Improved methods

This section is dedicated to the discussion of improved finite element (or finite
element type) methods. Moreover, improvements of the boundary element method
and alternatives for the ABC or PML to truncate the computational domain are
reviewed briefly.

The rule of thumb for low order FEM indicates that the computation mesh
must be sufficiently dense to guarantee an accurate approximation for wave prob-
lems. At high wave numbers this rapidly leads to computational burden which is
intolerable even for the largest existing computers. To reduce the computational
complexity, various improvements for the FEM have been proposed. Also other
finite element type methods have shown significant improvement in comparison to
the low order FEM.

Due to the oscillatory nature of solutions of the wave problems, it is clear that
very high order polynomial basis functions must be used to capture the wave so-
lution in large elements [2]. A high order finite element methods is obtained by
choosing the basis functions as high order polynomials. This so-called spectral ele-
ment method (SEM) for the 2D Helmholtz problem has been studied in [151]. The
results show that the SEM reduces the computational burden, time and numerical
pollution in comparison to the second order finite elements.

In the least-squares finite element approach an additional term is included to
the weak forms (3.33) or (3.40) which contains least-squares of the residuals for
the problem at hand. In the Galerkin least-squares (GLS) method [90, 189] the
added term contains residuals in the element interiors while in the residual-based
finite element method of [156], the residuals are computed in element interiors and
on inter-element boundaries. A comparison of these two approaches with piece-
wise linear FEM is made in [155]. Both least-squares methods performed better
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than the standard FEM and the residual-based method showed reduced numerical
pollution error. The GLS method for elastic wave propagation is analyzed in [87].

Although the residual-based least-squares approach reduces the pollution ef-
fect, it does not significantly relax the rule of thumb for the mesh density. An
improvement toward coarser meshes has been made in [10] where a method for
including a priori information of the solution into the FEM basis functions is pro-
posed. The method is named the partition of unity finite element method (PUM).
In the PUM, the finite element basis contains the standard polynomial shape func-
tion ¢;(r), having the property (3.2.2), multiplied by a function L;(r) which is a
solution of the underlying equation. The PUM approximation for the Helmholtz
equation can be written now as

M
ph=>_ Li(r)e;(r). (3.50)
j=1

To capture the oscillatory behavior of the solution, plane waves of the form

Ny,
Li(r) =) Ape™er (3.51)
k=1

are typically used in the basis functions [134, 135, 150, 157]. Here Ay, k =1,..., Ny
are the coefficients to be solved and dj, is the direction of propagation of the plane
wave.

In the case of piecewise polynomial basis functions, the entries for the FEM ma-
trices (3.37) can be computed exactly with a simple Gauss integration quadrature.
For oscillatory basis functions in the PUM, very high order quadratures are needed
which has led to the development of semi-analytical quadratures specialized for the
plane waves [20]. Moreover, the PUM can suffer from severe ill-conditioning if too
many plane waves are used for a single element. This originates partly from the
fact that adjacent plane waves in the basis become nearly linearly dependent if the
number of basis functions is increased too high [135, 136]. However, further studies
are needed for understanding better the origin of the instability. To improve the
stability of PUM, a regularization-type approach has been proposed in [157].

An alternative approach to the FEM with continuous plane basis functions is
called the discontinuous enrichment method (DEM) [63] in which the plane wave
function L; is added to the continuous polynomial finite element basis ¢;. The
continuity of the enrichment functions is approximately enforced by Lagrange mul-
tipliers. Omitting the finite element basis, the method reduces to the discontinuous
Galerkin method (DGM) [64]. In terms of the number of degrees of freedom, the
DGM shows superior performance compared with low order finite element meth-
ods [64]. The same study shows that in comparison to the PUM, the discontinuous
Galerkin method leads to improved conditioning of the resulting matrix system.
Methods for eliminating the Lagrange multipliers on the inter-element coupling
in the DGM (although not for wave problems) are discussed in the review article
[200].



3.3 Improved methods 43

While the DGM in [64] uses Lagrange multipliers and a variational method to
enforce continuity of the solution across element interfaces, in the least-squares
(LS) method the continuity is achieved by minimizing a quadratic functional [152,
184]. The solution of the LS-method can be approximated using plane wave basis
functions as in (3.50). In [152], the use of Bessel functions as a basis functions is
also analyzed. However, the results suggest that plane waves are more practically
useful since the resulting integrals arising in the building of the matrix entries can
be computed in a closed form.

The use of plane wave basis functions is not limited to domain based (i.e. vol-
ume discretization) methods only. A method to include plane wave basis functions
in the integral equation formulation of the Helmholtz equation was first proposed
in the micro local discretization scheme [54, 53]. In [162], similar basis functions to
those in (3.50) are used for the 3D boundary element formulation of the Helmholtz
equation. Using separate sets of plane wave basis functions for P- and S- waves, the
method has been extended also to the Navier equation [161, 163]. Although these
methods have shown notable reduction in the number of degrees of freedom, their
drawback is the need for using high-order integration quadratures which causes
extremely slow computation of the system matrix.

An important step in the numerical simulation of wave problems has been the
development of parallel computing. A sophisticated numerical scheme on multi-
processor supercomputers or PC-cluster makes possible very large-scale wave sim-
ulations. An impressive example of this is the parallelized time-domain spectral
element simulation of seismic wave propagation [126, 127, 128].

To be able to compute finite element methods on parallel computers, a wave
problem can be decomposed into a set of subproblems with a smaller size. Then the
subproblems are distributed into and handled by separate processors. A widely
used approach for wave problems is the non-overlapping domain decomposition
method in which the computational mesh is divided into smaller parts on which
a new subproblem is defined. The method is non-overlapping since the subprob-
lems communicate only through their interfaces, see e.g. [16, 44, 124, 165, 170].
The coupling can be done using suitable physical transmission conditions and the
solution in each subdomain is updated iteratively.

An interesting parallelized solver for the 3D Helmholtz scattering problems
has been proposed in [97]. It is based on the algebraic fictitious domain method
in which the original discrete matrix equation is replaced with a new enlarged
system. The term fictitious domain follows from the fact that the new system
corresponds to the geometric embedding of the original computational domain
into another domain with a simple geometry. The new enlarged matrix system
allows the construction of efficient preconditioners and the iterative solution of the
problem can be carried out in a low-dimensional subspace.

A common feature of all methods in this section which use plane-wave basis
functions is the lack of analysis of the methods for problems with variable material
properties. An exception to this will be given next. By using a similar splitting of
the problem as the domain decomposition methods, a different variational formu-
lation (called the ultra weak variational formulation (UWVF) by its developers)
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has been proposed. The UWVF was first introduced for general PDEs in [56] and
applied to the Helmholtz and Maxwell problems in [29, 30, 31]. Furthermore, the
method for Helmholtz problem in an inhomogeneous medium has been outlined
in [29].

The UWVEF method has similarities with the improved finite element methods
since it can use standard finite element meshes for the spatial discretization and
allows the incorporation of a priori information into the approximating subspace.
In particular, the implementation with plane wave basis functions is relatively
simple. In addition, as will be shown later in this thesis, it is possible to develop
a feasible preconditioning method for UWVF matrices.

The UWVF method for ultrasound problems is the main theme of this thesis
hence the method is analyzed in more detail in the following chapters. Before
proceeding to the UWVF, some additional numerical methods to ABC and PML
for approximating the Sommerfeld radiation condition are considered briefly.

ALTERNATIVE METHODS TO APPROXIMATE THE SOMMERFELD CONDITION

Hitherto, the review of improved methods has been limited to methods that re-
duce the computational burden related to high-frequency wave problems. The
other important factor affecting the accuracy of numerical methods for unbounded
problems is the truncation of the computational domain. As discussed in Section
3.1, differential operators can used to approximate the Sommerfeld radiation con-
dition on the external boundary of the domain or the domain can be surrounded
by the PML.

Since the solution of the integral equation method (3.48) satisfies the Som-
merfeld condition, coupling these methods with the FEM provides an accurate
alternative for the ABCs or PML [100]. More precisely, the finite element scheme
is used in an interior region which encloses possible material inhomogeneities. On
the exterior boundary, the discretized integral equation is formulated and coupled
with the finite element method. This approach provides an excellent accuracy
but is computationally rather heavy due to the presence of full integral equation
matrices. A similar idea is analyzed in [125] where the FEM is coupled with a
Hankel function expansion for the field.

In some applications, elastic or viscoelastic medium can be embedded in an
acoustic fluid. For such problems, methods which couple the elastic finite element
formulation with acoustic boundary element formulation has been proposed [33, 55]

Another alternative is to couple the finite element scheme with infinite elements
(see reviews [4, 18, 70]) which extend from the exterior boundary to infinity. The
behavior of the 3D Helmholtz problem at a large distance from the source is defined
by the Atkinson-Wilcox expansion [196]

iR &2 (0, )
p(R,0,¢) = &
72 F

)

where (R, 0, ¢) are the spherical coordinates and Fj, are arbitrary functions. A
similar expansion can derived also for the 2D problems [117].
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Then, if the FEM is used in the spherical domain €2, the infinite element
approximation for the Helmholtz problem in the exterior region R3*\Q can be
written in the form

phM (Ra 03 ¢) =PMm (R)ph (07 d))v

where
M einR
pm(R) = Z Akﬁ'
k=1

Thus infinite elements can efficiently imitate the far-field behavior of the Helmholtz
problem. Moreover, the infinite element approximation extends from the boundary
09 to infinity which in some infinite element formulations provides a means to solve
the far-field in the region R3\Q. This is a considerable improvement compared to
differential operator ABCs. Those provide the solution in the bounded region (2
only. The extension of the solution outside the bounded domain necessitates the
use of the integral equation formulation of the Helmholtz problem (3.48).
Comparison of the infinite element method with various differential operator
ABCs is done in [180]. The results suggest that the accuracy of infinite elements
approximation in high wave numbers is better than the accuracy of the ABCs.
However, the use of high order infinite elements leads to poorer conditioning of
the problem and increased computational effort. Applied to a class of coupled
structural acoustic problems in [28], the infinite elements have, however, a superior
computational cost reduction over the boundary element methods.



CHAPTER IV

Ultra weak variational formulation

The general form of the ultra weak variational formulation (UWVF) was first in-
troduced in [56]. Subsequently, the method was analyzed for the Helmholtz and
Maxwell equation in 2D and 3D [29, 30, 31]. In addition, [29] includes the formu-
lation of the UWVF for the Helmholtz problem in an inhomogeneous medium.

The idea of the UWVF is to decompose the original problem into a set of
subproblems which are connected using an impedance boundary condition. For
the geometric partition of the computational domain, the UWVF uses standard
disjoint finite element meshes. Furthermore, each element of the mesh determines
a single subproblem for the UWVF. By setting the material properties for each
element to be constant, the approximating space for the discrete UWVF can be
constructed using free-space solutions of each subproblem.

In this chapter, the UWVF for the Helmholtz and time-harmonic Navier equa-
tion are derived. Moreover, the discretized UWVFs are introduced for both prob-
lems. Since the perfectly matched layer discussed in Section 3.1.3 leads to a modi-
fied Helmholtz equation, the PML version of the UWVF for the Helmholtz problem
is also introduced.

4.1 Helmholtz problem

In this section the UWVF for the inhomogeneous Helmholtz problem (2.28) is
outlined. Using the notation of the previous section, one can define a domain
Q having the boundary I' and outward unit normal n. The Helmholtz problem
for the acoustic pressure field in an inhomogeneous medium occupying 2 can be
formulated as follows

1 K2 .
V-{=Vp)+—p=0 inQ, (4.1)
P p

lop . B _lop .
(pan wp)—Q( > on wp)—l—g on T, (4.2)
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Figure 4.1: A part of the mesh. The interface between elements K; and Kj is
Y,j- The outward unit normal on the boundary 0K}, is nj. Furthermore, if the
element is on the exterior boundary, the corresponding part of 0K} is denoted
by I'k.

where x = k(r) € C is the spatially varying wave number that satisfies ®(x) > 0
and (k) > 0. On the boundary the parameter @ € C with |@| < 1. The material
density p = p(r) and the parameter o are real and positive. Finally, the complex
valued source function on the exterior boundary I" is denoted by g.

For the UWVF, let the domain 2 be partitioned into a collection of disjoint
finite elements {K k}fcvzl. In two dimensional problems each element K}, is a tri-
angle except near curved interfaces or boundaries where K} can be curvilinear
triangle. In three dimensional studies, tetrahedral elements have been used. The
limitation to triangular and tetrahedral elements is not a property of the UWVF
but rather these shapes are chosen due to the abundance of mesh generators us-
ing these elements. In principle, elements of other shapes are possible or even a
mixture of different element in a same mesh can be used. This aspect, however, is
not studied further here.

Now, let X ; denote the edge between element Kj and element K, and let
ny denote the outward unit normal on 0K} . The exterior edges are denoted by
'y = 00N IOKy, see Fig 4.1.

The parameters p and x are assumed to be piecewise constants, so that py =
plk, and ki = k|k,. The problem (4.1)-(4.2) can now be decomposed into sub-
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problems for each element Ky, k=1,--- ,N

Apk + ﬁ%pk =0 in Kk7 (43)
Pk = pj on Xy j, (4.4)
10 1 dp;
— 9Pk _ 2 9P5 on Xy j, (4.5)
pr Ong p; On;
10 10
(_ﬂ - iopk) = Q( S - iapk) +9 on Ik, (4.6)
pr Ong Pk Ong

where pr = p|k,. As discussed in Section 2.4, the transmission conditions (4.4)
and (4.5) guarantee the continuity of the acoustic pressure and particle velocity
over the element interfaces.

It is shown in [16] that the transmission conditions can be written in the coupled
form

1 9pe . 19p; . 1 Ope . 1 0p;
— —iopy = —— = —iop;, and — — +ioppy = —— — +iop;, (4.7
P Ony, pj On; J o1 Oy, p; On; i, (4.7)

where o is an appropriate real valued parameter that is defined on the element
boundary 0K}j. More precisely, o is a piecewise constant parameter so that it is
constant on each face of the element but the value of o can vary between faces of
the element. In addition, o is continuous across interfaces ¥y, ;. Since o must have
the same dimensions as x/p [16], an obvious choice is the mean value of R(x)/p
over the interface Xy ;

o=y (P ML) o (18)

2\ pr Pj

Analogously to the finite element method in Section 3.2.2, on the exterior
boundary I', the choice of the parameters ), ¢ and g must be consistent with
the boundary condition on I'. For example, an important boundary condition is
obtained with @ =0, g = 0 and

R(kk)
Pr

Provided that ki € R, equation (4.6) corresponds to the zeroth order (i.e. Som-
merfeld type) absorbing boundary condition

o .
e iopr = 0. (4.9)

Having decomposed the problem, the UWVEF can be developed. Using in-
tegration by parts it is easy to see that provided that py is sufficiently smooth
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(pr. € H*(K},) for all k is sufficient) the following equality holds
%/ LA o)Ll o)
oK, O\ Pk Ong Pk pr 0Ny k
B Il
oK pr Ong, pr Ong F

0 o0v
—22—/ ﬂﬁk—pkﬂ ; (4.10)
P 0K}, ank 8nk

for all smooth test functions v and where the bars stand for complex conjugate.

Assuming that py is the solution of the Helmholtz equation (4.3). Then, for
all piecewise smooth test functions vy that are solutions of the adjoint Helmholtz
equation

ATy + k3T, =0, in Ky, (4.11)

the integral in the last term of (4.10) vanishes via the Green’s theorem

Opi _ OV, ) / _ _
— V. — _ = A Ve — A'U
/8 o ( oy Ok T PR g, Kk( PrUL — PrAT)

= / (/‘@ipk@k — pk/‘iiﬁk) =0.
Ky
For the UWVF a new function xj is defined on the skeleton of the mesh

1 0
=((——5——1¢ 1<k<N. 4.12
Xk (( I z@pk)‘am’ <k< (4.12)
By substituting the impedance boundary conditions (4.6) and (4.7) to the first
term on the right hand side of (4.10) and by using (4.12) one obtains

3 Lo )22 L G )

k=1 j=1

Z/F (;87—20) Uk—Z/ (p—ka—nk—w) ok, (4.13)

for all piecewise smooth functions vy, satisfying (4.11). Terms of the double sum-
mation in the second term of the left hand side are assumed to exist only if two
elements share a common face ¥y ;. Equation (4.13) is called the ultra weak vari-
ational formulation of the Helmholtz problem in an inhomogeneous medium (4.1)
and (4.2).

To simplify the discussion on the discrete problem and to allow comparison
with the UWVF for the elastic wave problems introduced later in this thesis, it is
possible define an operator

Fy, : L*(0K}) — L*(0K},) (4.14)
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such that if yp € L?(0K}) then Fy(yi) € L?(0K}y) is given by

1 0
F) = | —5 - K 4.1
% (Yk) (Pk o w) v on 0Ky (4.15)
where vy, € H'(K},) satisfies (4.11) and
1 0
- = K 4.1
( o O ZO’> v = yr on 0K}. ( 6)

Using F), the UWVF problem (4.13) may be rewritten as the problem of finding
Xt € L?>(0Ky), k=1,2,..., N such that

Z/ —XkT, ZZ/

—Xng Yk) Z/ —xkFk(y
1 =172k, © T

Z/F —gFy(yx), (4.17)

for all y, € L?*(0Ky), k = 1,2,... K. This formulation makes it clear that the
unknown functions yj are computed on 0K} using as test functions y;, that are
also functions on K. Thus the UWVF generates a direct approximation to the
field v and Ou/dny, on the skeleton of the mesh 0K, k =1,..., N. To compute u
away from the skeleton involves a local post-processing step that will be discussed
in Section 4.1.3. The discrete form of (4.17) will be formulated in the following
section.

4.1.1 Discretization

Following [29, 30], a Galerkin approach is used for the discretization of the UWVF
(4.17). For this, it is necessary to choose subspaces of the spaces L?(0K}),k =

., N for the functions appearing in (4.17). To implement (4.17) one must be
able to compute Fy(yf) for discrete functions y§. Cessenat and Despfes [29, 30]
suggest the following strategy for constructing a discretization of L2(0K}) that
makes the computation of Fj trivial. For each K} a finite family of functions
vre, L =1,..., Ny is chosen which satisfy equation (4.11) so

Ay + KiPre =0 in Ky (4.18)

and ¢ ¢ = 0 on Q\ K. Then the discrete space approximating L?(0K},) consists
of all functions yj! such that

0
= - — k=12 ...,N 4.19
yk Zyk@ ( P 8le ’LO') Pk,e ) 4y PEAS) ( )

where {y.¢} o ., are arbitrary constants. Similarly,

N, o
= ZXM <__8— - w) Pk, L5 (4.20)
—1 Pr 0N
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where the expansion coefficients {Xkyg}évzkl are the unknown parameters to be com-
puted. Of course Fy(y}) is easy to compute since

o\ 1o
Fi(yi) = Zyk,é P A (4.21)
=1 Pk ONk

The discrete UWVEF is then obtained by replacing x; by x§ and y, by yj in
(4.17). One must bear in mind that the aim of the discrete UWVF is to obtain an
approximation for the function x. A method for computing the approximation
of the pressure field py from x¢ is discussed in Section 4.1.3.

There are still a number of possible choices for the functions ¢y . Obviously
{r,e}72, is required to be a complete family of solutions in the sense that any
function in L?(0K}) can be approximated to any desired accuracy by a function
of the form (4.19) provided Ny, is chosen large enough. For example in 2D it would
be possible to choose

Ore(x) = Joo1 (Rlz — xp]) EV0 1 << Ny, (4.22)

where x € R?, z;, € K}, Jo—1 is the Bessel function of first kind and order ¢ — 1;
and € is the angle in polar coordinates. For the least squares problem this basis
does not offer a significant advantage over the basis that is chosen next [152]. In
addition, the integrals in (4.17) must be computed by quadrature.

Thus, the choice advocated by Cessenat and Despres [29, 30] is used. This is
the plane wave basis given by

. exp(iﬁkdhg 35) in K.
PREZ 0 elsewhere,

where d, ¢ is a unit vector giving the direction of propagation of the wave. The
wave plane basis for the element K in 2D can be constructed using angularly
equispaced directions

(-1 . (-1
die = (cos (27rNk> ,sin (27r N, )> . (4.23)

In 3D the equispaced directions are obtained from optimized spherical coverings
[93]. These are computed by minimizing the maximum distance of any point on
the unit sphere from the set of the N} points.

The choice of equally spaced directions is not required by the UWVF. It is
possible that another choice of directions might reduce the number of required
directions if some a priori information on the solution is available but this topic
is not studied here. Instead, the choice of basis functions is limited to varying the
number of directions N} between elements.

In the Galerkin approach the test function vy ¢ is chosen from the basis func-
tions so that successively vy = g, 1 < € < Ny and 1 < k < N. Then the
discrete form of the UWVF can be written as the matrix equation [30)

(D—C)X =b, (4.24)
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where X = (X11,---,X1NysX21,---) and D is the positive definite Hermitian
block diagonal matrix

Dy 0 ... 0
0 0 0

D= 0 D, 0 0
0 0

The entries in D are

N 1/ 10 , 10 .
D :/ 1 <__ Phm _w(pk’m) (__ Pkl _w%e), (4.25)
4]

K, O Pk Ong

where the subscript of D refers to the block and the superscripts refer to the
element in the block. The matrix C' is also sparse and has a block structure. In
the kth block row of the matrix C , the number of blocks corresponds to the
number of faces in the element Kj. The entries in C' are given by

1/10p;m . 1 Opre .
CZ,m _ / - <_ 7> — 0 m) (_—’ —0 ¢
Fod Se, O \pj Ong i P Ony, Pk,

1 0ppm . 10 ,
. / Q <%Zgwk7m> < Phyt zg@kj). (4.26)
r, o P Ong pr Ong

The entries for the right hand side of the system are

1 1
B :/ 1, 78901@% — o). (4.27)
ry, 9 pr. Ong

If the edges (or faces in 3D) of the elements are straight, the integrals above can
be evaluated in closed form. The details for the analytical forms of the integrals in
the 2D and 3D UWVF can be found from [29, 30]. In some of the 2D examples in
next chapter, curved elements are also used. On curved element edges the integrals
must be computed numerically. Note that it is vital to use curved elements,
otherwise large errors can occur from approximating curved boundaries by multi-
wavelength sized elements. However, in 3D studies of Chapter 6, only straight
faced tetrahedra will be used.

For numerical stability it is suggested [29] that equation (4.24) can be solved
in the form

(I-D7'C)X =D 'b. (4.28)

This preconditioned approach requires inversion of the matrix D. Due to the
block diagonal structure of D the inversion can be done block wise for each Dy
separately. Using knowledge of the conditioning of the blocks the stability of the
resulting matrix system (4.28) can be improved. This will be discussed in the
following sections.
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4.1.2 Changes in the UWVF due to the PML

The previous derivation of the UWVF was carried out for the Helmholtz equation
(2.28). In this section the modifications in the UWVF arising from the use of the
PML are given. Furthermore, the source term f, of the inhomogeneous Helmholtz-
PML equation (3.25) is also included to the UWVF.

Analogously to the standard Helmholtz equation, the Helmholtz-PML equation
(3.25) can be decomposed into subproblems for each element Ky, k =1,---, N.
In this way, one can define a collection of coupled problems as

V- ARV + Kinipe = fon} in Kp,
(4.29)
1 ) 1 .
—ny - (AxVpr) — topy, = ——ny; - (A;Vp;) — top; on 3y ;,
Pk Pj
(4.30)
1 . 1 .
p—knk - (AxVpg) + iop, = —;nj -(A;Vp;) +iop; on X j,
j
(4.31)

1 ) 1 .
(Enk - (ApVpr) — ZUPk) =Q (—p—knk (AVpr) — ka) +g onTy, (4.32)

where pr, = plk,, @ € C, |Q] < 1 and o is a positive real valued constant on
UN_ 0K}, For convenience it is denoted Ay, = A|k, and n = 0|k, . Note that Ay
is either the identity matrix and n; = 1 or the element is in the PML.

Provided that @ = 0, k;, € R, Ay = I, g = 0 and o is given by (4.9), the exterior
boundary condition (4.32) corresponds to the zeroth order (i.e. Sommerfeld type)
absorbing boundary condition (4.9).

For the formulation of the UWVF-PML the operator F}, is redefined as

Fy. : L*(0K}) — L?*(0K},) (4.33)

such that if y, € L2(0K}) then Fy(yx) € L2(0K}) is given by

1 _
Fi(yy) = (p—nk - (ARV) — ia) vy on 0Ky, (4.34)
k
where v, € HY(K}) satisfies
V- A VU, + Kinio = 0, in Ky, (4.35)
1 _
(——nk . (AkV) - iU) VE = Y On BKk (436)
Pk

In addition, the unknown function x; on 0K}, is defined by

L ‘
Xk = ((—p—knk'(AkV)—ZJ)Pk)‘aK ; I1<kE<N. (4.37)

k
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Using the above definitions, the UWVF for the Helmholtz-PML equation can be
written in the same form as for the standard Helmholtz equation (4.17). An
exception follows from the source term fs which gives rise for an additional term
in the right hand side of (4.17) which is then

N 1 — 2 ¥
Z/ —gFe(ye) + —Z/ fsnivg. (4.38)
k=1"Tk g Pk k=17 Kk

In order to discretize (4.13) a plane wave basis is used. For those a set of
directions {dj, ¢}, associated with K} (with |dy | = 1) must be defined. Then
the plane wave basis functions are

Spkyg = eiﬁkdk’l.F/. (4.39)
where 7 = (7’,7',2z'). Note that this special basis is a solution of the adjoint

problem (4.3) on K} when either Ay = I or when the element is in the PML.
The discrete form of the UWVF is obtained via the substitution vy = ¢4 ¢ and

Ny,
1
Xk = Z (Xk,e( — o (ArV) — iJ)SDk,e), 1<k<N. (4.40)
=1

Analogously to the discrete Helmholtz problem in Section 4.1.1, the weights x ¢
can be computed from the matrix equation (4.28). Due to the source term f, the
entires of the data vector b are computed as

1 1 8<pk 0 . 2i —
be:/ — (——’—w +—/ 1) . 4.41
. 29\ ox oy 20 Rw kam%,e (4.41)

4.1.3 Resolving the field from the boundary function

The discrete UWVF gives an approximation for the function x; which consists of
the sum of dp/0n and p on 0K}, for each k. By using xx and yx; for the common
interface ¥ ; one can compute an approximation for p on ¥y ;. However, away
from 0K} a direct approximation is only given in the elements where ki € R.
Since elements K, are typically large compared to wavelength of sound, one needs
to compute the field away from 0K when medium is absorbing. This procedure
is discussed next.

Let K} and K share a common boundary Xy ; then using the coupled trans-
mission conditions (4.30) and (4.31); and the definition of the function xj (4.37),
the pressure field on ¥ ; can be computed as

1
Pl = %(Xk +X5)- (4.42)

On the other hand, provided that Ay, is identity matrix, k5 € R and ' = r in K},
equations (4.3) and (4.35) are identical and it easily follows from (4.37) and (4.40)
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that

Ny,

Pl = ZXM‘PM in K. (4.43)
=1

However, in the case of an absorbing medium, the extension of the field into the
element requires a new post-processing step. (Note that this is not necessary
during the solution of (4.28) but only for obtaining the field away from U{_, dK.)

Analogously to original UWVF discretization (4.37) and (4.39), plane wave
solutions are utilized to construct a new set of basis functions. Unlike in the
discrete UWVF, however, the plane waves are now solutions of the local Helmholtz
equation (4.29) of the form

fre = eimsaner’ (4.44)

Rewriting the impedance equation (4.40) with the new set basis functions gives

Nk

EDY (1/%,@( - p*lknk (ARV) — iO’)¢k,z), 1<k<N. (4.45)

(=1

To approximate the solution using the new basis, one needs to compute the weights
Y, 1 <€ < Ny for which ¥f = x¢.

In the UWVEF context, the weights can be easily obtained for each element
K, 1<k <N as a solution of

Z/a Ve ( f—knk (AkV)fia)qSk?g)((—p—llcnk.(ZkV)fia)qﬁk?m)

= Z/a Xee( — —knk (ArV) — iU)@k,é) (( - énk - (ApV) — i0)¢k,m),
(4.46)

for all 1 <m < Nj. For each element, the equations (4.46) can be written in the
form of matrix equation

Yie = Di " (6h,6, Ge.m) Di (Pt D) X, (4.47)

where X = (X1, XtN,) | and Yy = (g1, ..., ¥kn,) - The entries for the
matrix Dy, are

Dy ( ke, Preym) =

/8K‘ (( - ink (ARV) — ia)qﬁkyz) (( — p_lknk C(A,V) — iU)¢k,m>,
(4.48)
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where 1 < ¢,m < N. Note that in the case of k;, € R and 7’ = r in K}, the term
D;,l((bk’z, Ok,m) D (@ e, Or,m) = I and no post-processing is needed.

After the coefficients vy ¢ are found, the approximation for the field in each
element is obtained as

Ny,
Pk, = Zw,ecﬁu in K. (4.49)
=1

4.2 Navier Equation

In this section the UWVF for the elasticity problem is derived. As in the case of
the Helmholtz equation, the derivation starts by partitioning the domain 2 into
disjoint regular finite elements K, k =1, ..., N. The mesh must be chosen so that
the coefficients A, p and p are constant on each element (of course they can be
discontinuous across element boundaries). Furthermore, let the domain € consist
of subdomains €, (i.e. @ = UL Q) in which material properties are constants
and assume that the boundaries of the subdomains 9, do not intersect any of
the elements Kj. In other words, it is required that the subdomain boundaries
0% coincide with the element edges 0 K.

Unlike for the Helmholtz problem where the coupling parameter o was a real
valued scalar, it is now a positive-definite real valued matrix function of position
on Xy ;. The elastic transmission conditions on X ; from Section 2.4 are written
in a coupled form as

T (uy) +iouy, = =T (u)) +iouj,

T (uy) —iouy, = =T (uj) —iou;,
where uy = u|g, so that
Aup +w?prup =0 in Ky, (4.50)

The material properties pr = p|k, and Alg, and p|k, are used in A®. Obviously
the above transmission conditions are equivalent to the original pair (2.30).

Moreover, to be able to write the coupled transmission conditions for the test
function, the complex conjugate of the traction operator is defined as

T(M(@:Qﬁ% +AnV-u+7n xV xu, (4.51)
n

where the overline indicates complex conjugation. Thus 7 (u) = T (7). For
the following use, suppose uy € (H*(K}))? is a solution of Navier equation (4.50)
in K} such that

T (uy,) — iouy, € (L2(0Ky))2.

And let the test function vy € (H'(Kj}))? satisfy

ATy, 4+ WPprT, = 0 in K, (4.52)
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such that
T (0y) — vy, € (L2(Ky))?.

The derivation of the UWVF for the Navier equation begins from the equality

Z /8 (=T ") (uy) — iouy,) - (=T (v) — iovy)

Z/a T () — ioug) - (T (v) — iovg)

N

=302 [ (T (0) = T ) ).

k=1 7OKk

The right hand side is only a straightforward expansion of the left hand side.
As noted above T'("x) (v,) = T™) (T} ) so that using Betti’s third identity [131]

/ (uk . T(nk)(ﬁk) — T(nk)(uk) 'ﬂk) = / (uk - ATy, — Ty, - Aeuk),
and the fact that u; and Ty satisfy the Navier equation one obtains
/ (uk -T(nk)(ﬁk) - T(nk)(uk) -5;@) = / (uk - AT, — Ty, - Aeuk)
8Kk Ky,
= wgpk/ (uk c U — Ug ~Fk) =0.
Ky

Then

Z /6 (=T (ug) — iouy,) - (=T (v) — iovy)

Z /a O (ug) — ioug) - (T (vg) — iovg). (4.53)

By using (4.53) the UWVF scheme is obtained. Suppose the element K ; shares
a boundary with element K. The transmission conditions (2.30) imply that
T (uy,) — iouy = =T (uy) —iou;, on Xy, (4.54)

where it has been taken into account that n; = —ny on Xy ;. Using the boundary
condition

T () —iou = Q(—T"™ (u) — iou) + g (4.55)
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on the exterior boundary I', the substitution of these into (4.53) yields

Z/d o Xk T("k)(’l}k) — iavk)
- XY [ T e

k=1j=1" 2k
N [E—
Z Qa Xk - (T (vy,) — iowg) = Z/ g - (T (vy,) — iovy),
k=1 =
(4.56)
where y, = =T ) (uy) — icus, on OKy.

To clarify the analogy of this variational formulation with the Helmholtz case,

it is possible to define the test function y; = —T(")(vy) — iovg on K} and the
operator Fy : (L2(0K}))? — (L?(0Ky))?

Fyy(yw) = T (vg) — iovy (4.57)

on OKj,. Then the above equation gives the UWVF of finding x, € (L2(0Ky))?,
k=1,2,...,N such that

Z/ o Xk - yk_ZZ/ i - Fr(yk)

k=1j=1"72kj

Z QU Xk Fr(yr) Z/ o lg - Fr(yr), (4.58)
k=1 Ty

for all y;, € (L?(0Ky))?, k = 1,2,..., N. This makes it clear that the unknowns
in the UWVF are the functions x; on K. Of course, once these have been
computed it is possible to find v and T (u) on K}, for any k. For example, if
K}, and K share a common boundary Xy, ; then

%ail(Xk +x;) and T (y) = % (4.59)
A similar formula holds on the exterior boundary using the exterior boundary
condition.

The details of how to choose ¢ for each face are given next. For some faces the
choice of ¢ may be dictated by modeling considerations. For most faces it needs
to be chosen as a positive definite matrix in a way that helps the conditioning of
the linear system resulting from the UWVF. There are many possible choices for
the coupling matrix o. In principle, the only requirement is that entries of o must
be of the order wp |c| where ¢ is, for example, either cp or c¢g. Therefore on the
boundary X, ; one could choose

u|2k,] =

o=wpépl, (4.60)
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where p and ép are mean values of p and |cp|, respectively, across the boundary
and [ is the identity matrix. On the external boundaries p and ép can be replaced
with p and cp, respectively.

Another possibility, more in accordance with the original philosophy of the
UWVF, is to utilize the absorbing boundary condition derived in Section 3.1.
Again, on the internal boundaries the coupling parameter is written by means of
the mean values of the moduli of the appropriate quantities if the coefficients are
complex.

o=wp(épn @n+ égs ® s). (4.61)

On the exterior boundary this form reduces to (3.13) and the boundary condition
equals to the absorbing boundary condition (3.12). This is the choice used in the
numerical experiments later in this thesis.

4.2.1 Discretization of the elastic UWVF

In this section it will be shown how to discretize the UWVF developed in the
previous section. The discrete form is given for 2D problems. Clearly in that case
(L?(0K}))?, 1 < k < N needs to be discretized. As noted earlier in Section 4.1.1,
the discretization should make it possible to compute the operator F} defined in
(4.57) easily. As in the case of the Helmholtz problem this leads to the use of a
plane wave expansion.

On each element the solution of the adjoint Navier equation (4.52) can be
separated into two components using the Helmholtz decomposition

P S
U = v, + U,

which satisfy V x v}’ = 0 and V- vf = 0. In a homogeneous medium (i.e. on any
Qj, j =1,...,J and hence on any element K}) the compressional (P) wave v}

and shear (S) wave vy satisfy the Helmholtz equations

Aol + k20l = 0, (4.62)

Avy + kEvg = 0, (4.63)

in K, with the wave numbers kp = w/cp and kg = w/cg. The corresponding wave

velocities cp and cg are functions of the Lame constants p, A and the density p

on K} and are given by (2.12). Recall from Section 2.2 that these two component

waves propagate independently in the homogeneous medium in Kj but interact
on the medium interfaces.

Hence, the function yy is approximated using two sets of plane waves with the
wave numbers kp and kg

+3° [xf,@ (=1 ) — v, ) } , (4.64)



60 4. Ultra weak variational formulation

where
dieexp(iRpdie-r) in K
P _ ke eXp(tRpdy ¢ k
Ykt = { 0 elsewhere (4.65)
dif yexp(iRsdye-7r) in K
S k0 CXPULRS AL 0 k
Ut = { 0 elsewhere ’ (4.66)

and where dy ¢ = (d}, 4, d} ), |dre|l =1 and di, = (—d3 ;. d} ).

As advocated in previous studies of the Helmholtz problem in equation (4.23)
equispaced directions on the unit circle are used in 2D examples (note that in this
thesis, the numerical studies for the Navier problem are limited to 2D)

-1 -1
dk,é = <cos <27T€T) ,sin <27T€T)> , 1<4<q, (4~67)

where g is the number of directions (i.e. ¢ = Nj or ¢ = NF).
Fork=1,...,N,let

s

Ve = span{T(”k)(vf,@) + iavf’@, 1<l< NP,

T (0F) +iovly, 1< < N,f}. (4.68)

Then the discrete UWVEF problem is to compute xp 1 € Vi i, Kk =1,2,..., N, such
that

Z/ o "XnkUnk — ZZ/ o Xnj - Fr(Unk)

k=1 j=1 k5
Z/ Qo xhk - Fr(ynk) (Yn,k) Z/ o g Fr(yni) (4.69)
k=1"T% Tk

for all yp1 € Vi, k=1,2,...,N.
To obtain a discrete matrix problem corresponding to (4.69), one can choose
Yp = vf:z and y, = v,fl for each k and ¢. Substituting these into (4.56), the

discrete elastic UWVF problem can be written in the form of matrix equation
(4.28) where

_ (P P s s T
X = (Xl,l""7X1,Nf’X171""Xl,NIS"") .

The matrix D is again a block-diagonal matrix. Now each block D¥ consists of

four subblocks
_( Dy Dy
pe=( ki
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with the elements

D= [ o (T L,) ionf,) - (- T f) i)
DKk ) )

Dyt = / o7 (= IO (0 ,,) = i0vi,,) - (= T (0f) — iovf,)
- | |

Dytm — / o N (=T (vf,,) —iovl,,) - (=T (vf ) —iovy ,)
0Ky, ’ ’

D:’E’m = / o' (- T (v ) — iav,fm) (= Te) (v ) —iovy ).
s : ; . .

The matrix C is also a block matrix with the blocks on diagonal
_( G &
o= (ch o)

Ct. C?.
Ck,j = ( C]g] C]ff] ) .

The elements of the blocks are

and off diagonal

C’;’Z’m = g Qail( - T("’“)(vﬁm) - i(m},};m) . (T("k)(v,f:é) — iav,f:é)
k

c2om = [ Qo (= TOE,,) — ioof,) - L) — io0f)
T

C,f’z’m = Qo ! ( — T("")(Uf:m) — iov,}:m) . (T("k)(vlie) — iov,ie)
Ty

C’;l’z’m = Qail( — T("’“)(v,im) - iav,‘j’m) . (T("k)(v,ié) — iav,ié)

and

[ o @)~ ionf) TICE —iok)
EkJ

2,0, _ n . — )
Crj m= /2 o 1(T( ’“)(vjs)m) — wvﬁm) . (T("k)(vfzz) — wv,ﬁz)
ki

Cizf’m = /Z a_l(T("’“)(Ufm) — iavfm) . (T("k)(v;ze) — iav;ze)
ki

4.6m — n . e .
Olw’ _/z: o 1(T( ’“)(vfm) - wvjs,m) . (T( k)(v,ié) — zav,f)g).
ki

The entries of the matrices C' and D can be computed exactly since they only
involve integrals of complex exponentials along lines in 2D and over triangular
faces in 3D.

After the vector X is computed, the solution y; on K} can be approximated
using (4.64) and the traction and displacement approximated by using (4.59).



CHAPTER V

Computational issues

Earlier studies of the UWVF have reported ill-conditioning of the resulting matrix
system as a major drawback of the method [29, 30]. It can be shown that the
conditioning of the UWVF matrices is dependent on the element size of the finite
element mesh, material properties of the medium and the choice of basis functions
used to approximate the solution. In particular, varying the wave number within
the computational domain, an uneven element size of the mesh or a homogeneous
collection of plane wave basis functions in all elements can lead to severe instability.
Since the material properties are defined by the problem at hand, the stability can
be improved by adjusting the mesh and the UWVF basis functions properly.

This chapter deals with practical aspects of the numerical procedures for the
UWVF of the Helmholtz and Navier problems. In the first section a method to
stabilize the UWVF is introduced and two iterative solvers for solving the matrix
equation (4.28) are presented. The conditioning of the UWVF on a fixed mesh
can be improved by element wise control of the basis functions. Namely, the basis
functions can be chosen dynamically during the building of the system matrices.
Since the types of the basis functions used in this study are limited to equispaced
plane waves, the adjustable parameter is the number of plane waves per element.

The Richardson iterative method has been used in previous UWVF studies to
solve (4.28). However, the stabilized bi-conjugate gradient (Bi-CGStab) method
is also considered here. These two methods are compared for the UWVF problem.

To test the proposed techniques in practice, two dimensional numerical ex-
periments for the Helmholtz and Navier problems are presented. In particular,
the conditioning of the problem and the performance of the iterative solvers are
studied. The new method for choosing the basis functions is first tested for the
Helmholtz problem and then applied to the Navier problem. The latter requires
additional modifications since the solution in each element is approximated us-
ing two independent sets of basis functions. The UWVF scheme for the Navier
problem is also compared with the piecewise linear FEM discussed in Section 3.2.2.

62
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5.1 Computational procedure

After the finite element mesh for the problem geometry is generated, the solution
of the UWVF problem can be carried out in three steps. First, the matrix D is
computed. Although it is possible to fix the number of functions in the basis on
each element beforehand, changes in the number of basis functions per element
are allowed during the building of the matrix. The correct choice of the number
of basis functions on each element reduces the severity of the stability problems
that were reported in [30]. When the matrix D is computed, it can be Cholesky
or LU factorized for later use in solving the matrix equation (4.28).

In the second step, after the number of functions in the basis on each element
is chosen, the matrix C' can be computed. In the third step, the matrix system
(4.28) is solved using an appropriate direct or iterative matrix solver. The last
step is rather time consuming. Therefore, the choice of the solver is an important
issue.

5.1.1 Stability of the UWVF problem

The block diagonal structure of the matrix D allows the separate factorization
the blocks Dj. The conditioning of the matrix block Dy depends on a variety
of factors, for example on the element size hy and the number of basis functions
Nj in that element. It was shown in [30] that the condition number of D for

Nj, > 4 is bounded from below by Ch,:mt(N’“/QH_2 where C' is a positive constant
and int(a) refers to the integer part of a. Numerical simulations show that the
conditioning of the matrix block Dy, also depends on the wave number k.

Obviously, the condition number of the matrix D can be affected by controlling
the element size hy and the number of basis functions Nj in each element Ky,
k =1,...,N. These parameters should be chosen so that stable inversion for all
blocks Dy, is possible. Although one could vary the element size during mesh
generation, the focus in this thesis is given on controlling the number of bases
for a fixed mesh. This approach is justified because in many applications it is
desirable to solve the problem with many wave numbers using the same mesh. On
the other hand, it is known from the least-squares method that the easiest way
to improve the accuracy is to use more basis functions rather than a finer mesh,
provided that the solution to be computed is smooth [152]. Motivated by those
considerations, the maximum allowed element size in the UWVF that leads to a
tolerable accuracy is investigated. The main difficulty in the use of large elements
is the need for a high dimensional local basis which causes ill-conditioning of the
blocks Dy, for other elements if the high number of basis functions per element is
used uniformly regardless of element size.

5.1.2 Choosing the basis

The simplest possibility is to use a fixed number of basis functions (i.e. a fixed
number of directions for the plane waves) in all elements. However, due to the
variability in the wave number and element size within the computation domain,
this may result in severely ill-conditioned blocks leading to a poor approximation.
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Therefore, a scheme in which the number of basis functions per element is chosen
dynamically during computation of the matrix D is proposed.

An appropriate criterion to characterize the stability of the inversion is the
L1-condition number

Cond(Dy) = || Dill1[|1Dy; |- (5.1)

The method used here is based on the sequential computation of the blocks
Dy, and the estimation of the condition number. The procedure starts by fixing
the highest allowed condition number and setting the initial number of functions
in the basis on each element. Then, it proceeds element by element building the
block and estimating the condition number for the current basis. Depending on
the condition number, one can reduce or increase the number of functions in the
local basis, recompute the block and estimate again the condition number. When
the appropriate number of functions in the basis for the element is found, the
Cholesky factorized block is saved and the same procedure is repeated for the
next element. As the outcome the Cholesky factorized matrix D and the number
of basis functions for each element are obtained.

Different criteria can be used to choose the admissible number of basis func-
tions. For example, one can choose the highest dimensional basis for which the
condition number is below a predetermined limit. Alternatively, an initial guess
can be made of the number of directions giving a relatively large dimensional uni-
form basis which is known to generate ill-conditioned blocks. The dimension can
be reduced only for the elements with the worst conditioning. Computation time
is naturally dependent on the method and the initial guess for the basis. However,
the basis is independent of the boundary data and therefore for a single frequency
and mesh, it must be computed only once.

5.1.3 Iterative algorithms

The solution of problem (4.28) can be done using a variety of techniques. Due to
the large size of the problem, the use of an iterative solver is preferred. In [30] the
Richardson algorithm was used. The following is a pseudo code for the method.

Set € >0

Bo = rand(0.5;1 — €)

b=D"'b

Xo = Bob

forj=1,2,3,...
Xj =Bj—1b+[(1 = Bj—1)] + B D7 CIX;
if X; accurate enough; quit;
B; =rand(0.5;1 —¢)

end

Here rand(a,b) denotes a uniformly distributed random number between a and
b. The behavior of the method for the UWVF problem is analyzed in detail in
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[29, 30].

In this thesis the Richardson scheme is compared with another iterative solver,
namely the stabilized Bi-Conjugate Gradient (Bi-CGStab) [193]. This variant of
the conjugate gradient has been shown to be an efficient and smoothly convergent
method for solving high dimensional linear systems, see e.g. [182, 193, 195]. It is
applicable to non-Hermitian matrices as encountered here (although the reduction
of the residual will not necessarily be monotone). The algorithm below describes
steps in the Bi-CGStab for the system (4.28).

Xy is an initial guess; 1o = D~'b — (I — D~1C) X,

fo = T0;
po=a=wy=1
vo = po = 0;

for j =1,2,3,...

p; = (Fo,7j-1); B = (pj/pj—1)(a/wj-1);
pj =rj—1+BPj-1 —wj—1vj-1);
v; = (I — D7'C)py;
o =p;j/(Fo,v;);
§=Tj—_1 — QUy;
t={I-D10)s;
wj = (t,5)/(t,1);
Xj = Xj71 + ap; + w;s;
r; =8 — wjt;
if X; accurate enough; quit;
end

From the computational point of view it must be noted that the Bi-CGStab
requires two multiplications by I — D~*C and four vector inner products on each
iteration. Only one corresponding matrix-vector multiplication is needed in the
Richardson algorithm.

5.2 Numerical examples for 2D Helmholtz problem

In this section the accuracy of the UWVF method for an acoustic transmission
problem is analyzed. As an example of the Helmholtz problem in an inhomo-
geneous medium consider acoustic scattering from the obstacle Q0 with different
properties than those in the surrounding medium Q5. The concentric circular do-
mains 7 and 5 have radii a = 5.0 cm and R = 10 cm, respectively, see Fig. 5.1.
The aim is to assess the behavior of the error of the UWVF approximation rather
than to simulate any particular physical problem. The simple geometry allows the
computation of an accurate approximation for the problem (4.1) and (4.2) using
truncated Fourier series.

The acoustic pressure in 27 U5 is now denoted by p. Let the speed of sound be
¢1 = 3000 m/s and ¢ = 1500 m/s in 3 and in Qg, respectively. The corresponding
densities are p; = 2000 kg/ m® and p2 = 1000 kg/ m®. The wave numbers are now
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Table 5.1: The comparison of uniform and non-uniform basis for f = 250 kHz.

Ny, Relative Error Max(Cond(Dy)) DOF
Uniform basis 21 0.1349 5.3-1011 7014
Non-uniform basis 11...29 0.1260 1.0-10% 6956

k1 = 2w f/c1 and ke = 27 f/co where f is the frequency of the sound field. The
values for the physical parameters ¢ and p are typical for biological tissues.
On the exterior boundary I' the boundary condition is written as

iapin
p2 On p2 On

— ikgp™, (5.2)

where p'" is the incident wave. The boundary condition (5.2) is obtained from the
general form (4.2) by choosing @ = 0, 0 = k2, and

g=— —ikop™ onT. (5.3)

As the incident field we use a point source

in i
p" = Hy" (kalr — o)) (5.4)

located at 79 which is 1.0 cm outside the exterior boundary. The function Hél) is
the zeroth order Hankel function of the first kind. In many physical problems the
sound source can be constructed as a sum of point sources.

The boundary condition (5.2) is the low order absorbing boundary condition
(3.2) for the scattered part of the pressure field p. Although there are more accu-
rate absorbing boundary conditions, this is chosen due to simplicity of derivation
of the exact solution for the problem which enables comparison with numerical
results, see Appendix I. The error analysis compares the UWVF approximation
to the exact series solution of (4.1)- (4.2) with the above choice of data.

To increase accuracy of the solution, the elements are allowed to have curved
edges on the boundaries €3 N Qs and I'. The integrals (4.25)-(4.27) on those
boundaries were computed with the 21 point Gauss-Legendre quadrature [171].

The analytical solution and two UWVEF approximations of the problem for the
frequency f = 250 kHz are shown in Fig. 5.2. The UWVF approximations are
computed in the mesh of Fig. 5.1.

The effect of variability of the element size and the wave number on the condi-
tioning of the matrix blocks Dy, is shown in Fig. 5.3. The uniform basis leads to
severe conditioning problems in the domain 2, in which the wave number is low.
The highest values are in the smallest elements. However, for the non-uniform
number of functions in the basis per element, the condition numbers stays low and
still the method reaches the same accuracy with an almost equal number of degrees
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Figure 5.1: The geometry of the model problem (left).One of the meshes used

in the computations consisting of 334 elements and 184 vertices (right).

of freedom. The condition number of the blocks Dy, in this example is limited to
10%. In Table 5.1, the accuracy and the condition numbers for the problem are
compared with uniform and non-uniform basis.

PRECONDITIONING AND PERFORMANCE OF THE ITERATIVE SOLVERS

The simulations in the previous section show that the appropriate choice of the
basis can improve the stability of the inversion of the blocks Djy. To determine
stability of the full matrix equation (4.28) one needs to study the conditioning of
the operator I — D~'C. The L;-condition numbers for D;,, D —C and I — D~!C
for the frequency f = 100 kHz are presented in Fig. 5.4.

The results suggest that the maximum condition number of Dy characterizes
the conditioning of the operator I — D~!'C. Also, note the superiority of the form
I — D7'C compared to the non-preconditioned equation D — C.

The convergence of the iterative solvers is studied by observing the norms

[D~'b — (I - D~'C)X ]l

idual = .
Residua D105 , (5.5)
X, —X,_
Change in X; = M (5.6)
[1X]]2

The residual is computed in the Bi-CGStab as ||r;]|2/||D~'b[|2. The iterations are
terminated when the residual get below 1076.

The iterative solvers are compared by counting the matrix-vector multiplica-
tions y = (I — D7'C)z = 2 — D~'Cx needed to achieve the termination criterion.
Note that in addition to the matrix-vector operations four vector inner products
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Figure 5.2: Top: The analytical solution of the problem with f = 250 kHz. Mid-
dle: The UWVF approximation using the uniform basis with Np = 21. Bottom:
The UWVF approximation using the non-uniform basis with N = 11,...,29.
The real parts are shown in the left column and the imaginary parts are in the
right column. The UWVF approximations are computed using the mesh with
Amax = 2.13 cm, see Fig. 5.1.
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Figure 5.3: Top: Color of an element represents the base 10 logarithm of the
condition number of the matrix block Dy, corresponding to the case of the uniform
basis with N = 21 and f = 250 kHz. The condition number is high in the domain
of the lower wave number and especially in the small elements. To improve the
stability of the problem the number of plane wave directions is chosen so that the
condition number of the blocks Dj, are limited below 10*. Bottom left: Base 10
logarithms of the condition numbers are shown for the non-uniform basis. Bottom
right: The highest number of bases for each element K}, for which the condition
number of Dy is below 10%. The condition numbers for the elements are now
between 103 and 10 while the number of basis functions per element varies from
11 to 29.
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Figure 5.4: Top: The conditioning of the UWVF matrices in the case of uniform
basis (solid lines) and non-uniform basis (dashed line) plotted against the number
of degrees of freedom for f = 100kHz and h = 2.13 cm. Bottom: The number of

matrix-vector multiplications required to reach the termination criterion.
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Table 5.2: A summary of the simulations of Fig. 5.5

Uniform basis Non-uniform basis
Ni 11 15 9..19 15..27
DOF 3674 5010 4859 7128
Max(Cond(Dy)) 7.7-106 2.3 101! 9.9-10° 9.9- 10!
Cond(D — C) 9.7-10"  9.3-10"2  24-107  22-10"
Cond(I — D~10) 2.9-10° 9.9-108 2.5-10° 1.8-10%
Mat.- Vec. op., Bi-CGStab 388 588 362 706
Mat.- Vec. op., Richardson 604 Stagnation 565 1939
Relative error 4.63-1072 2.07-1073 3.13-1073 4.05-107°

are needed in the Bi-CGStab. However, the computational effort required for the
inner products is only a fraction compared to the matrix-vector operation.

The Bi-CGStab converges faster than the Richardson algorithm, see Fig.
5.4. The Bi-CGStab also reached the stopping criterion in all cases whereas the
Richardson stagnated in the case of the largest dimensional uniform basis.

The residuals as a function of the iteration number for some simulations are
presented in Fig. 5.5. In the same problem the Richardson algorithm failed to
reach the termination criterion. Table 5.2 summarizes the simulations of Fig. 5.5.
In all examples the convergence of the Richardson algorithm was smoother than
that of the Bi-CGStab.

5.3 Navier problem in 2D

In comparison to the Helmholtz problem, the solution of the Navier equation
has several additional challenges. Most importantly, the displacement field in
each subdomain with a homogeneous medium consists of the linearly independent
components, i.e. the P- and S-waves, both of which need to be taken into account
in discretization. In the finite element method this causes a particularly fine mesh
density since the rule of thumb (A/h =~ 10) must hold for the shorter wavelength
of the two waves. The UWVF offers a possible advantage over the FEM due to
the separate discretization of the P- and S-waves. However, as in the case of the
Helmholtz problem, conditioning of the linear system can be a limiting factor in
the UWVF simulations. In the following sections, the idea of using the condition
number of Dy as an indicator for the overall stability of the problem is extended
to the Navier problem. First, the method is examined for two wave propagation
problems. This includes a comparison with a low order finite element method
of Section 3.2.2. Then the UWVF is applied to an elastic wave problem in an
inhomogeneous medium.

5.3.1 Plane and Rayleigh wave propagation

As the first example, elastic wave propagation in a rectangular domain Q = [0, 1] x
[0,1] is investigated. Elastic properties of medium occupying the domain 2 are
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Figure 5.5: Convergence of the iterative solvers for f = 100 kHz and h = 2.13
cm. The norms for the Bi-CGStab are in the left column and for the Richardson
in the right column. We present the residuals for the uniform basis with Ny = 11

(a)-(b) and with N = 15 (c)-(d).

Convergence with the non-uniform basis is

shown when the condition number of Dy, is limited to 108 (e)-(f) and 10'2 (g)-

(h).
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E =200-10° v = 0.3 and p = 7800. Hence P-, S- and Rayleigh wave speeds
are cp = 5875, ¢g = 3140 and cr = 2913, respectively. This gives ratios cp/cs =
ks/kp = 1.87and cp/cr = kr/kp = 2.02. Single frequency examples for this first
model problem are computed with f = 2.0 - 10* which corresponds to kp = 21.4.
The material parameters are similar as those of steel but the examples are not
motivated by any particular application. However, the ratio cp/cg is typical for a
wide range of solid materials.

Two clearly distinct incident fields are analysed. In the first case, the exact
solution is a plane wave consisting of both P- and S-waves

u™ = adexp(ikpd - ) + Bd* exp(irsd - 7). (5.7)

The directions d and d* are chosen so that «, 3 € R and d-d*+ = 0. This example
is chosen because it provides the simplest test problem to test the accuracy of the
elastic UWVF for wave propagation. The direction of propagation of the plane
wave in all cases is d = (cos(7/q), sin(7/d)) " where § = max(N}, NJ). This choice
does not coincide with any of the directions of the plane wave basis functions d ¢.
Furthermore, the amplitudes of the incident waves in all examples are « = 1 and
g=1.

In the second case, the incident field is the Rayleigh wave of the form (2.36).
The waves propagate along the y = 0 surface in the direction of the positive z-axis.
This example is important since the discrete UWVF method uses only P- and S-
plane waves. It is therefore vital to investigate whether the method can resolve
surface waves for which the decomposition into P- and S- waves is not immediate.
The Rayleigh wave solution near the free-surface is shown in Fig. 5.6.

05
0.4f
0.3
0.2

0.1

Figure 5.6: The exact solution of the Rayleigh wave problem in the neighbor-
hood of the free surface.

The source term for both, plane and Rayleigh waves, is given in the form

g=1+QT™ ™) —ic(1-Q)u™ onT.
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Figure 5.7: Left: A typical uniform mesh used in UWVF simulations. Right: A
mesh for the FEM simulations. For the material properties and frequency used

in the wave propagation study, the ratio of P-wavelength and mesh parameter
Ap/h is 0.83 for the mesh (a) and 10.38 for the mesh (b).

where Q = 0.1 is used in all cases, except that for Rayleigh waves Q = 1 on the
boundary y = 0. The coupling parameter o is given by (3.13).

Typical meshes used in simulations are shown in Fig. 5.7. In this example,
uniform meshes are used so the number of P- and S-wave basis functions per ele-
ment (N} and N;) can be chosen independent of the element number k. However,
due to the difference in the P- and S-wave numbers, there may be an advantage
in choosing different values for Nf' and N;. Thus the computational simulations
begin by studying how the choice of basis affects the accuracy and the stability of
the elastic UWVF approximation. In this and later studies the error is computed
using a discrete relative least squares norm as follows. First the UWVF results
are averaged at the nodes to obtain nodal values of the displacement (this is mo-
tivated by the desire to compare the results to FEM results later). The discrete
least squares norm error is simply the unweighted sum of the squares of the nodal
error.

In the top panel of Fig. 5.8 the error in the computed solution is shown using
various ratios N,f /N,éD and increasing the number of directions per element to
give more degrees of freedom. The exact solution in this study is the plane wave
(5.7). The results suggest that the ratio of the number of S- and P-wave basis
functions (N7 /N[) should be approximately xg/kp in order to obtain the best
accuracy. In addition, the bottom panel of Fig. 5.8 shows the conditioning of the
I — D~ !C corresponding to the computations shown in the top panel. The choice
that N7 /N[ should be of the order of rg/kp also improves the conditioning of the
linear system in most cases (except for very large numbers of degrees of freedom).
Thus, both from the point of view of the accuracy and from the point of view of
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Figure 5.8: Relative error and condition number of I — D~1C as a function of
the number of degrees of freedom (DOF) per element for different ratios N7 /N .
The exact solution is the plane wave (5.7). Results are computed in the mesh of
Fig. 5.7 (a). The frequency is f = 2.0 - 10* and kg/kp = 1.87. The eventual
blowup of the relative error in the top figure is due to the increase in condition

number with the number of degrees of freedom.
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Figure 5.9: Relative error (left) and condition number (right) as a function of
the mesh parameter 1/h. Results are computed with kp = 21.4, le = 10 and
Ng /NP =15.

the stability of the method, the ratio NV ,f /N ,f should be chosen in the manner just
described.

The behavior of the error and conditioning as a function of 1/h for a fixed
number of basis functions per element (i.e. fixed N and N;7) and variable mesh
size is presented in Fig. 5.9. In the figure the error is given for the plane wave and
Rayleigh wave problems. From the left panel it can seen that the error for plane
wave decreases O(h®) for a & 6.4 provided h is small enough. From the right hand
panel of Fig. 5.9 one can see that the maximum condition number of the matrix
blocks Dy, gives a good indication of the condition number of the system matrix
I —D~'C and hence, can be used as a predictor of the conditioning of the system
matrix as was done in the Helmholtz problem. Then, in practice, it is possible to
use a similar approach for the elastic UWVF. The condition numbers of I — D~1C
in Figs. 5.9 and 5.10 are computed with @ = 0.1 on all boundaries.

Next, in Fig. 5.10 the behavior of the elastic UWVF method is examined on
a fixed mesh with a fixed basis, but varying w so that kp and kg both vary while
keeping kg /kp fixed. For low kp the conditioning of the UWVF matrix I — D~1C
is very poor since all plane waves are almost constant on each element. As kp
increases, the conditioning improves and an accurate solution is obtained. As kp
increases further, the error then increases as can be expected from analyzing how
the solution is approximated by a sum of plane waves. It is again useful to note
(from the right hand panel of this figure) that the maximum condition number
of the blocks of D is a good estimate of the condition number of the overall
system matrix. On the other hand, the condition number Max(Cond(Dy)) can
be used for predicting whether a certain combination of a fixed mesh and a fixed
number of basis functions can lead to a good approximation. More precisely, a high
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Figure 5.10: Relative error and condition number as a function of the wavenum-
ber kp when N,f = 16 and NkS/N]ﬁ3 = 1.5. Results are computed in the mesh of
Fig. 5.7 (a)

condition number indicates instability of the problem, whereas at low condition
numbers (below 10° in this problem), the mesh may need to be refined or more
basis functions may need to be used.

COMPARISON WITH PIECEWISE LINEAR FEM

Finally, the piecewise linear finite element method is compared with the UWVF
for the plane wave propagation problem (i.e. the exact solution is the plane wave
(5.7)). The discrete relative least squares error in the FEM solution against the
reciprocal of the element size 1/h, for a fixed frequency and wavenumber, are
shown in the left hand panel of Fig. 5.11. The solution converges with an error
that is O(h?) as is to be expected for the piecewise linear FEM. Comparing the
left panel of this figure with the left hand panel of Fig. 5.9, it is obvious that
much finer meshes are needed in the finite elements scheme than in the UWVF
to obtain equal accuracy. In the right hand panel we examine the dependence of
the error of the FEM solution on the wavenumber kp (keeping the ratio kg/kp
fixed). As is to be expected, the error increases with kp (due to accumulating
phase error). Compared to the right hand panel of Fig. 5.10 one sees that the
finite element method is free from the low frequency conditioning problem that
afflicts the UWVF.

Even though the FEM requires a much finer grid than the UWVF to obtain
similar accuracy, one must be careful in comparing the efficiency of the two schemes
because the UWVF has a large number degrees of freedom per element. To try
to compare the methods more directly, the error in the FEM and UWVF schemes
are plotted in Fig. 5.12 as a function of the number of non-zero entries in the
resulting matrices. The h-UWVF is computed with the fixed basis on each element
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Figure 5.11: Left: A log-log plot of the relative error as a function of the mesh
parameter 1/h in the finite element scheme. Results are shown for f = 2.0 - 10%
corresponding to kp = 21.4. Right: Relative error against the wavenumber kp
in the mesh of Fig. 5.7 (b).

and decreasing the mesh size h to obtain an accurate solution, and the p-UWVF
is obtained by increasing the number of directions per element on a fixed mesh.
Using either strategy the resulting matrix system is more dense in the UWVF than
in the FEM. However, the overall storage needed to reach a desired accuracy is
lower for the UWVF than for the FEM (see Fig. 5.12). Perhaps this not surprising
since the solution is smooth and hence a higher order method (like UWVF) should
be more efficient than a low order method like the piecewise linear FEM.

5.3.2 Transmission

As a second model problem, the transmission of elastic plane waves through a
circular inhomogeneity is analyzed. The radius of the circle is » = 0.5 and it is
embedded in an infinite homogeneous background material. Similar problem has
been studied for example in [158]. Since the problem is physically unbounded, the
computational domain is truncated by another circle with radius » = 1 where the
absorbing boundary condition developed in Section 3.1.2 is used. The transmission
is analyzed in two examples for which material properties of the inhomogeneities
and backgrounds are shown in Table 5.3. Essentially, the geometry of the problem
is similar as in Fig. 5.1. However, radii of the circular domains are different and
incident fields are plane waves instead of point sources used in Section 5.2. In all
simulations the frequency is f = 1.0 - 10%.

The incoming wave is of the form (5.7). In some examples, however, cases with
incident P- and S-waves are studied separately. The direction of propagation of
the incident wave in both cases is d = (1, 0).

The problem is approximated in the ultra weak scheme by using (3.13) as the
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Figure 5.12: Relative error as a function of storage, i.e. the number of non-
zero elements in the resulting matrix system. The abbreviation FEM refers to
the piecewise linear finite element method; h-UWVF to the elastic UWVF with
constant number of basis functions (N} = 10 and N7 /NF = 1.5) and varying
element size h; and p-UWVF to the elastic UWVF with fixed mesh (the mesh of
Fig. 5.7 (a) and N /N}F = 1.5) and varying number of basis functions N}. The
results are for f = 2-10%.

Table 5.3: Material properties

Ex. Figs. Domain E v p cp cs | cp/es

1 5.13-5.14 0 200- 107 | 0.30 | 7800 | 5875 | 3140 | 1.87
Qs 200-10% | 0.47 | 7800 | 12413 | 2953 | 4.20

2 5.15-5.17 0 200-10° | 0.30 | 7800 | 5875 | 3140 | 1.87
Qo 14-10° | 0.25 | 1800 | 3055 | 1763 | 1.73
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coupling parameter, setting ¢ = 0 and
g=T"™(u") —iocu™ onT.

Assuming that the solution of the problem in {22 now consists of the incoming and
scattered fields u = u™ + 4, these particular choices correspond to the first order
absorbing boundary condition (3.12) for the scattered part u®°.

For comparison, an accurate approximation to the physical transmission prob-
lem is computed using a truncated Fourier-Bessel series. This method is described
in full detail in [158]. The infinite Fourier series is truncated when the relative
change of solution due to an additional Fourier mode is less than 1075,

There are three sources of error in the UWVF calculation. First, the unbounded
problem is computed in a bounded domain with an absorbing boundary condition.
This is probably the main source of error in the simulations of this section. Second,
the interior circle is approximated using a polyhedral approximation (in the work
on the Helmholtz equation, the UWVF with curved boundaries was implemented).
Finally, of course, there is the approximation error due to discretizing the problem
on the bounded domain by the UWVF. Due to the first two approximations a
discrepancy of the order 5 — 15% can be expected between the UWVF and Fourier
series approximations even for very fine grids or large numbers of directions per
element. In fact, the numerical experiments show that the asymptotic error of the
method is around 10%. The error due to the ABC could be reduced by increasing
the distance between the scatterer and the absorbing boundary.

Because the mesh, shown in Fig 5.13, is unstructured and the elastic properties
depend on position it is helpful to vary the total number of basis functions, and
the ratio of number of S- and P-wave basis functions element by element. Since
the accuracy of the UWVF approximation depends on both of these factors, they
are analyzed separately. In the first part of the study, a fixed ratio of the S- and P-
wave basis functions are chosen, and a feasible method to choose the total number
of basis functions in each element is sought. This part is similar to the method
used to choose the number of basis function for the Helmholtz problem. In the
second part of the study, the effect of the S- and P-wave composition of the basis
functions on the UWVF approximation is shown.

The results of the wave propagation example (Section 5.3.1) suggest that the
ratio of S- and P-wave basis functions N /N should be about the local ratio of
the wave numbers rg/kp. By setting N /NI = kgs/kp, one can compare two
approaches for choosing the total element by element number of basis functions.
The first, and the most obvious method, is to use equal number of P-wave basis
functions in all elements. Naturally, the total number of basis functions is then
defined by the local ratio N /NP = kg/rkp. The second method is to choose
the total number of basis functions for each element K} so that the condition
number of the corresponding matrix block Dy is below a user supplied allowed
limit. More precisely, the highest number of P-wave basis functions which results
in the condition number below this limit has been used. This approach is similar
to that used in [108] for the ultra weak approximation of the Helmholtz problem.
By varying the desired condition number it is possible to vary the number of
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Figure 5.14: Comparison of two approaches for choosing the total number of
basis functions. The non-uniform number of P-wave basis functions NV ,f for the
element K is chosen based on the condition number of the matrix block Dg. In
both cases the number of S-wave basis functions is defined by the local ratio of

wave numbers as Nks/NP =ks/kp.

directions per element. The mesh is fixed (Fig. 5.13) so the method is essentially
the p-UWVF studied in Fig. 5.12 (in particular the polygonal approximation of
the circular scatterer does not improve with more degrees of freedom).

In this part of the study, the material parameters listed for Ex. 1. in Table
5.3 are used. Note that the inhomogeneity and the background materials have a
remarkably different ratios cp/cg. Accordingly, the ratio N ,;9 /N ,f has the same
variation between the two domains. The solution of the problem for (P+S)-wave
incident field (i.e. @« =1, 3 =11n (5.7)) and for f = 1.0 - 10* is shown in Fig.
5.13.

The error and the maximum condition number of Dy as a function of the
number of degrees of freedom (DOF) for the uniform and non-uniform number
of P-wave basis functions are shown in Fig. 5.14. The relative error refers to
relative difference between UWVF and Fourier series solutions. Note that using a
uniform number of P-wave basis functions causes the conditioning of the problem
to deteriorate rapidly which in turn causes the error to blow up. Therefore, in
the following examples, the number of basis functions is chosen according to the
conditioning of Dy.

Although the wave propagation example indicates that the ratio of S- and P-
wave basis functions should be about the ratio of the S- and P-wave numbers,
it is worthwhile to confirm this hypothesis also for a more complex problem. As
in the previous section, the effect of the choice of the ratio IV ,f /N,f of the basis
functions on the accuracy of the elastic UWVF approximation is studied next. To
obtain almost homogeneous ratio of the wave numbers in the whole computation
domain, the material parameters of Ex. 2. from Table 5.3 have been chosen. The



5.4 Discussion and conclusion 83

wave numbers for the two subdomains are different, causing significant scattering
of waves from the interface, but the ratio c¢p/cg is approximately equal for both
materials. This allows a straightforward comparison between the ratios N /NF
and kg/kp; and performance of the UWVF.

Since the number of basis functions for each element is chosen now according
to the condition number of Dy, the relative error as a function of the maximum
allowed condition number is shown in Fig. 5.16. The composition of the basis is
varied by changing the ratio of S- and P-wave basis functions N /N[". The results
are computed for both P- and S-wave incident fields for which the solutions are
shown in Fig. 5.15.

The error for the same set of simulations is shown as a function of the number
of degrees of freedom in Fig. 5.17. It is notable that the error in the solution can
be controlled by choosing the desired maximum condition number (this in turn
affects the convergence rate of the bi-conjugate gradient scheme which may not
converge if the condition number is chosen too large). Of course the asymptotic
error in the computed solution is different for S- and P-incident waves because of
the differences in the scattered wave in each case.

5.4 Discussion and conclusion

In this section a practical method for choosing the number of basis functions per
element for the UWVF was introduced. The method is based on the individual
conditioning of the matrix blocks Dj. This condition number predicts the stability
of the overall matrix system rather well. Keeping the condition number below
a predetermined level resulted in a stable solution of the problem. The same
approach has proven feasible for both the Helmholtz and the Navier problems.
In the elastic case, however, it is necessary to choose the number of S- and P-
wave directions depending on the ratio kp/kg to improve both the accuracy and
conditioning of the elastic UWVF.

The results from the elastic UWVF show that the method is capable of re-
solving surface wave fields for which the decompostion into independent P- and
S-components is not readily apparent. However, the accuracy of the method for
the surface waves is not as good as for plane waves (this is obvious since the plane
wave basis used in this study is perfectly suited to approximate plane waves). To
maintain tolerable accuracy for problems in which surface or edge waves are gen-
erated, a finer spatial discretization or more basis functions near surfaces may be
required.

The comparison with the FEM shows that the UWVF compares well to the
piecewise linear FEM. The comparison was limited to the plane wave problem
only. However, it is known from previous studies that high-order finite elements
are needed to properly simulate Rayleigh waves [168].

The elastic UWVF performed well also in problems with an inhomogeneous
medium. The study of the accuracy of the method is possible only to a limited
extend due to the discrepancy between the UWVF approximation and the exact
Fourier series solution. This resulted from the approximate absorbing boundary
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condition used in the UWVF scheme and the approximate fitting of the curved
boundary by a polygon. Further investigations are needed to see whether the
UWVF method is feasible for more complicated problems of elastodynamics in
3D.

The simulations in this chapter were computed in 2D. The extension of the
UWVTF for the Helmholtz problem in 3D is discussed in the following chapter. The
3D version of the method utilizes the perfectly matched layer absorbing boundary
condition that was outlined in Section 3.1.3.



CHAPTER VI
Parallelized 3D Helmholtz solver using the PML

The numerical studies in the previous section were performed for two dimensional
problems. The extension of the UWVF-PML to 3D requires further improvements
to the computational procedure. Although in comparison with the low order finite
elements, the UWVF reduces the computational burden, the problems, especially
in the case of ultrasound fields, are still remarkably large. To be able to utilize
modern parallel computers, a parallelized UWVF-technique must be developed.

The UWVF method is derived using the spatial decomposition of the underly-
ing physical problem. Obviously, domain-based parallelism serves a natural frame-
work to develop a parallel UWVF code. A review of domain-based techniques
applied to various problems in science and engineering is given in [123]. In this
chapter, the parallel version of the UWVF-PML method for the 3D Helmholtz
problem is outlined.

Since for spatial discretization the UWVF uses standard finite element meshes,
a technique for mesh partitioning is discussed first. However, unlike for a low order
FE method, the number of unknowns per element can have substantial variation
within the mesh. Therefore, the partitioning to equally sized parts (in terms of
the number of elements) does not lead to a balanced load between processors. To
improve the load balance, a weighted partitioning scheme is introduced in Section
6.2. Finally, in Section 6.3 numerical experiments for the modeling of ultrasound
fields are performed using the parallelized UWVF-PML method. Studies of the
previous section did not include the PML, therefore the main emphasis in the
numerical examples of this section is given to the performance of the PML.

6.1 Partitioning of the mesh

The idea behind an efficient parallelized UWVEF code is that the computational
mesh is first partitioned into n parts where n is the number of processors. Then
each processor assembles the parts of the matrices D and C' along with the right
hand side b for the corresponding part of the mesh. The blocks Dy, for the matrix
D can be constructed using geometric and material property information of the

88
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element K only. However, for the blocks in the coupling matrix C', information
from the elements adjacent to K are needed which necessitates communication
between processors. Furthermore, for solving the matrix equation (4.28) with an
iterative solver, the matrix-vector multiplication (I — D=*C)X is computed on
each iteration which again calls for communication between subprocesses. Since
in Chapter 5. the Bi-CGStab was found to converge faster than the Richardson
iterative method, only parallelized Bi-CGStab is used in following simulations.
The parallel implementation of the Bi-CGStab methods are discussed in more
detail in [199].

On one hand, it is known that the bottleneck in parallel iterations is often the
amount of communication between processors. On the other hand, it is obvious
that the amount of communication can be reduced with the number of faces of
tetrahedra shared by different parts of the mesh. The method used in this thesis
is based on the multilevel partitioning of the mesh [119] using the single processor
version of METIS software package [118].

6.2 Load balancing

Let the element K} be occupied by Nj basis functions. Furthermore, in the case
of a tetrahedral mesh, the element has four faces shared with adjacent elements
or at least one of the faces is on the exterior boundary. The number of entries in
the matrices D and C of (4.28) for a single element is then

4

Mk:N]?+ZNksz (61)

=1

where N;, is the number of basis functions in the element K; sharing the face
Yk, or N;j = Ny if the face is on exterior boundary. The storage needed for
the right hand side and the vector to be solved in (4.28) together with vectors in
the iterative solver can be taken into account with an additional storage of mNy
coefficients. The value of m depends on the type of the iterative solver being used.

As discussed in Section 5.1.2; the method used to choose Nj in 2D examples
relied on limiting the conditioning number of matrix blocks Dy below a predeter-
mined limit. The number of basis functions Ny and the building of Dy was then
obtained as a sequential procedure. More precisely, after an initial guess for Ny,
the matrix block Dy was computed and the condition number of Dy, was evaluated.
This procedure was continued until the highest N which provided the condition
number below the user set limit was found.

In the parallelized approach, the previous scheme used to choose N faces two
drawbacks. First, to use parallel processing efficiently, the mesh must be parti-
tioned to each processor before starting of the dynamic procedure for selecting N.
The partitioning of the mesh so that each part has approximately equal number
of elements may lead to severe imbalance between loads at different processors.
Namely, if the element size and material properties vary within the mesh, the
number of basis functions that give an equal condition number of Dj varies sig-
nificantly between elements. Second, in 2D examples the initial guess for Ny was
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Figure 6.1: The number of basis functions per element N} as function of prod-
uct of the wave number rj and element size hi” for a fixed condition number

cond(Dy) < 106. The data corresponds to the simulation of Fig 6.4 when o¢ = 0.

chosen equal for each element. However, in 3D , due to the increased number
of elements and number of basis function per an element, this approach becomes
intolerably time-consuming. Both these drawbacks call for a method to estimate
Ny, prior to partitioning based on the element size and material properties in the
element.

The numerical experiments in Chapter 5 show that the condition number of
D;, depends on the element size hj and wave number k. Based on the numerical
simulations, let the mesh size h}¥ be defined as the average distance of element
vertices 7 ¢, £ =1,...,4 from the centroid r, ¢ of Kj

4
1
hY =12 ke =Tkl
(=1

Then, the point source example of Section 6.3.1 in the case of ki € R shows almost
linear correlation between the number of basis function per element Nj and the
dimensionless quantity sihi", see Fig. 6.1. Therefore, the initial guess can be
made in the form

Ny = A(Hkhzv) + B, (62)

where the parameters A and B can be found as a linear fit to the experimental
data. For example, the data of Fig. 6.1 gives A =11.2 and B = 3.4.

The METIS allows weighed partitioning of the mesh. For load balancing, the
approximately linear relation between rih}’ and Ny, provides means of estimating
the number of matrix entries M}, corresponding to each element K. Furthermore,
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the use of My, and mNy, to weight K} in METIS gives a relatively balanced memory
storage for all processors.

After the mesh is partitioned, the dynamic procedure of Section 5.1.2 can be
used to choose the stable number of basis functions N and to build the blocks
Dy. A significantly reduced number of trials is needed for finding Ny due to the
improved initial guess (6.2). However, the estimate (6.2) can be misleading if the
medium in K} is strongly absorbing since the effect of imaginary part of k is not
taken into account.

6.3 Numerical studies

To investigate the feasibility of the UWVF-PML method for large-scale wave field
simulations, a series of numerical experiments are performed for the propagation
and scattering of time-harmonic acoustic waves. It is known from experience with
finite difference and finite element methods that the PML parameters n, o ¢ and
the thickness of the PML must be properly adjusted to reduce numerical reflections
to an acceptable level. The effect of the PML parameters to the accuracy of the
UWVF-PML approximation will be discussed here.

As noted in Section 4.1.1, the directions for the plane wave basis functions are
obtained from optimized spherical coverings [93]. The number of basis functions
for each element is chosen based on the condition number of the matrix block Dy,
[108]. The maximum allowed condition number in all simulations is set to 10°.
The number of basis functions per element is limited to between 1 and 130. The
element size is chosen so that the upper limit for the number of basis functions is
not exceeded. The discrete problem (4.28) is solved by the stabilized bi-conjugate
gradient iteration which is truncated when the relative residual reaches a value
below 1076,

Before proceeding to the analysis of the PML, the scalability of the parallel
UWVF method outlined in the beginning of this chapter is tested. The computer
code used in the simulations is coded with Fortran90 and parallelized using MPI
(Message Passing Interface). The computations are done with a Beowulf PC clus-
ter consisting of 12 1.8 GHz Pentium 4 processors and having 11.5 GB total RAM.
The processors are networked using a 1 GB ethernet switch. All simulations of
this chapter, not including the scalability study, are computed using 11 processors.

6.3.1 A point source
The first test problem consists of a point source

1 eil{|r7rg|

p(r,mo) = e r— (6.3)

in a cubic computational domain centered at the origin. The location of the source
is 7o = (20, Y0, 20) and r = (x,y, z) is an observation point.

In the UWWF, a point source is obtained by having fs = d(r — ro) in (4.29)-
(4.32) where §(r — r¢) is the Dirac delta function. The entries for the right hand
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Figure 6.2: Exectution time of the UWVF solver as a function of the number

of processors.

side of equation (4.28) are thus

2i 2 iR "

b= / FniBry = e oo, (6.4)
Pk J K, Pk

Since in all studies of this thesis, the source is located in the non-PML region it

follows that 7 = 1. Furthermore, in all examples for this first model problem, the

material parameters are set ¢ = 1500 m/s and p = 1000 kg/m?.

SCALABILITY OF THE PARALLEL UWVF SOLVER

An essential property of an efficient parallel code is the reduction of total computa-
tion time with increase in the number of processors attending to the computation.
In an ideal case, the doubling of the number of processors should halve the com-
putation time. In practice, however, the increase of processors also requires more
inter-processor messaging which slows down the computation. The first numerical
example investigates the scalability of the parallel UWVF code.

In the scalability study, the point source is located at origin ro = (0,0,0)
mm and the computational domain is a box with the edge length 20 mm. The
Sommerfeld type boundary condition (3.2) is used on the exterior boundary. The
frequency of the wave field is f = 100 kHz corresponding to the wavelength A = 15
mm. This test problem with a low wave number problem allows computations
using a small number of processors.

Total computation time as a function of the number of processors is shown
in Fig. 6.2. The execution time reduces almost ideally with the increase in the
number of processors, that is, the time is inversely proportional to the number of
processors. However, when the number of processors for this small test problem
increases, time needed for communication may become notable. Fortunately in
larger problems in which the computation time consist merely of floating point
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Figure 6.3: Geometry and a cross-section of the mesh for the model problem 1.

A point source is located at ro = (10, 10, 10) mm.

operations rather than messaging, the benefit of increasing number of processors
remains longer.

PERFORMANCE OF THE PML

In the second part of the point source test problem, the performace of the PML is
examined. The domain consist of two concentric cubes with side lengths 30 and
40 mm. The region outside the smaller cube constitutes the PML (see Fig. 6.3).
The off-centered point source is located at ro = (10,10,10) mm. The frequency
used in this study is f = 500 kHz and the resulting wavelength of the sound field
is A = 3.0 mm.

Fig. 6.3 also shows a cross-section of a typical mesh used in simulations. The
longest edge of a tetrahedron in that mesh is h = 7.2 mm which is over twice the
wavelength.

The UWVF-PML approximations are computed for the zeroth order damping
layer (i.e. m = 0) and by varying the damping coefficient o9 ¢ = 0¢. For the
exterior boundary condition (4.6), it is set @ = 0, ¢ = 0 and the parameter o is
given in (4.9). Note that in the case of op = 0, the exterior boundary condition
corresponds to the zeroth order absorbing boundary condition (4.9). The exact
solution and UWVF-PML approximations with different oy are shown in Fig. 6.4.
Relative errors in the x = 0 mm plane inside the inner cube are listed in Table
6.1. In the table are also listed the variation in the number of basis function per
element Ny, the number of degrees of freedom in the problem (DOF) and variation
in parameter /6N, k/\hlzl where hj is the longest edge of the tetrahedron Kj. This
parameter can be considered as an indicator to the needed number of degrees of
freedom per wavelength. The UWVF uses values /6N, k)\hgl < 6.7 that are below
the rule of thumb % ~ 10 typical for low order finite elements. Despite the relative
low value of +/ 6Nk)\h,;1, the error of the UWVF-PML approximations is below 1
%.
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Figure 6.4: The absolute value of the exact field in the plane x = 0 (top row).
The UWVF approximation with a zeroth order (n = 0) PML having different
damping coefficients 0 ¢ = 0 are shown in the remaining panels. Note that the
field is shown in the non-PML region. The boundary condition (4.9) is used on

the exterior boundary.
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Table 6.1: Summary of the results of point source simulations
oo Ny, DOF  {/6NyAh," En%
0 40-84 707 744  3.22 - 6.62 9.95
100 37-84 669306 3.22-6.42 4.55
500 10-84 549029 2.35-6.28 0.38
1000 1-84 422666 1.09-6.28 0.62

Amplitude
w > o [« ~

y (mm)

Figure 6.5: The amplitude of the acoustic field as a function of y for various
damping parameter values. The fields along the y-axis decay inside the PML
damping layer |y| > 15 mm. Outside the PML the field computed using o9 = 500
is indistinguishable from the exact solution. For a large damping coefficient, the
adaptive choice of the plane wave basis functions in the UWVF allows only a small
number directions for the elements in the PML. This is most likely a reason for
the slightly reduced accuracy of UWVF approximation in the case of the largest

00-
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The smallest error occurs with the value og = 500. A larger oy results in a
slightly poorer accuracy. This is most likely due to the conditioning based method
for choosing the number of basis functions for each element. More precisely, in-
creasing o deteriorates the conditioning of the matrix blocks Dy and thus reduces
the number of basis functions per element. Small number of plane wave basis func-
tions weakens the matching of the UWVF impedance functions across elements
faces and naturally increases the error. On the other hand, for the lower o the
reduced number of basis functions in the PML decreases the number of degrees of
freedom for the problem while o is large enough that high accuracy still remains.
The plot along y-axis shows the rapid decay of the field in the PML (Fig. 6.5).

6.3.2 Inhomogeneous and absorbing medium

For the second example, the computational domain is divided into two parts with
the plane z = 0. The material properties for the upper (z > 0) and lower (z < 0)
half spaces are (k1, p1) and (ka, p2), respectively. Complex wave numbers x; and
ko are used, i.e. the materials have non-zero absorption coefficients a; = 20 Np/m
and ag = 40 Np/m. The other material parameters are ¢; = 1500 m/s, ca = 2000
m/s, p1 = 1000 kg/m? and p, = 1200 kg/m®. These result in wavelengths \; = 3
mm and Ay = 4 mm for upper and lower half spaces.

As in the first example, the field is emitted by a point source located at the
point (0,0, h) where h = 10 mm. An analytical solution for the field is [49]

ir1 Rt

e e g Cu2d¢
S+ — [ Jo(CR)emlth) STE 5,
p(r,h) = 417TR+ 4R~ 27 J Cd(;@ ) pa (Bpz + pr)
— [ J(CR uzzfmhi’ <0,
o Jo Jo(CR)e T z
(6.5)

where R = /22 +y2, R* = \/R2 + (2 ¥ h)2 and 3 = pa/p1. The Bessel function
of order zero is denoted by Jy and p; = /(% — /@?, j =1,2. The integrals of (6.5)

can be easily approximated with the trapezoidal rule. Since the integrands of (6.5)
decay rapidly, the upper bound of the integral can be chosen so that no significant
truncation errors occur from replacing the infinite limit by a finite value.

As discussed in Section 4.1.3, equation (4.43) should not be applicable to ap-
proximate the field inside elements where the wave number is complex and an
additional post-processing step is required. Since equation (4.43) remains valid
on the element interfaces 0€2, it is useful to estimate the error that follows from
the use of (4.43) for the elements in the absorbing media. Therefore, in Table 6.2
the accuracy of the fields computed using (4.43) and (4.49) are compared. The
corresponding UWVF approximations and the exact solution for the problem are
presented in Fig. 6.6. It is clear that the use of (4.49) improves the accuracy of
the scheme.
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Figure 6.6: The exact solution (top row), the UWVF approximations when
computed with equation (4.43) (middle row) and the UWVF approximations
using Equation (4.49). Figures show the field inside the non-PML region in the

z = 10 mm plane.
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Table 6.2: Simulations for inhomogeneous absorbing medium
Approximating Eq. o9 Ert%

(4.43) 0 554
500  3.37
(4.49) 0 451
500 041
20
é 0
-10 s
100
-20 80
-20 80
0 40
20
X (mm) 20 o y (mm)

Figure 6.7: Geometry of the third model problem. The field is generated by a
uniformly oscillating rigid surface S in the plate y = 0. The rest of the y = 0 face
is modeled as a perfectly rigid surface. The region between the inner and outer

cubes constitutes the PML.
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6.3.3 Uniformly oscillating surface on a rigid baffle

The third test problem is typical for many applications of acoustics. The study
concerns a field generated by a rigid infinite surface of which a finite region S is
oscillating with normal velocity amplitude v,. The reference field generated by
such a source in a homogeneous fluid can be computed using the Rayleigh integral

iwpun, einh'—ro\
p="2P / dsS (ro), (6.6)
s

27 |r — 7ol

where rg denotes now a point on the oscillating surface. In addition, it is assumed
that the velocity amplitude v, is uniform throughout the surface S. The region
of interest has dimensions 30 x 95 x 30 mm which is surrounded by a 5 mm thick
damping layer (see Fig. 6.7). Motivated by the previous example parameters
n = 0 and og = 500 are used. The material parameters for the medium and the
frequency f = 500 KHz are identical to those for the first test problem.

The oscillating and rigid boundaries are obtained using Neumann type bound-
ary conditions in the UWVF. More precisely, in the y = 0 plane, let Q@ =1, fs =0
and o as in (4.9). In addition, the source terms g = —2iwv,, and g = 0 are used
for the oscillating and rigid boundaries, respectively. The rectangular face in the
y = 0 plane with the side length of 20 mm acts as the source while the rest of the
plane is modeled as a rigid surface (see Fig. 6.7).

The fields are presented in Fig. 6.8. Use of the PML reduces the error from
8.18% to 1.54%. The variability in the number of basis functions per element was
42-85 for o9 = 0 and 10-84 when oy = 500. The benefit of the damping layer can
be seen more clearly on the central axis of the source (Fig.6.9).

6.4 Discussion and conclusions

This chapter showed the feasibility of the parallelized 3D ultra weak variational for-
mulation with the perfectly matched layer for the modeling of large-scale acoustic
Helmholtz problems. The method was investigated with computational experi-
ments. In comparison with a low order absorbing boundary condition, the zeroth
order (n = 0) PML showed significant improvement in accuracy. In all problems
studied, the accuracy of the UWVF-PML approximation could be adjusted to ob-
tain an error of the order 1 %. This is sufficient accuracy for most engineering
applications.

The directions for the plane wave basis functions in the UWVF were uniformly
distributed on the unit sphere and the number of directions per element were cho-
sen according to a conditioning based criterion. The maximum allowed condition
number for the matrix blocks Dy in all simulations was set to 105. Using this
scheme, the accuracy of the UWVF approximation in all numerical examples was
mainly limited by the absorbing boundary condition. However, when the PML
parameter op was chosen very high, it resulted in an insufficient number of basis
functions for PML elements, decreasing the accuracy of the UWVF approximation.
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Figure 6.8: Rayleigh integral (top), the UWVF-PML approximation with o = 0
(middle) and with o9 = 500 (bottom). The case of o9 = 0 corresponds to the
zeroth order absorbing boundary condition (4.9). The PML starts when |z| = 15

mm and when y = 95 mm.
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CHAPTER VII

Model for measurement anomalies

A crucial issue in studies of ultrasonic acoustic and elastic wave fields is the reli-
ability of experimental wave measurements. In medical acoustics, a typical mea-
surement setup consists of a water tank into which a sound source, objects to be
studied and a hydrophone are immersed. The excitation of the sound source and
the positioning of the scanning hydrophone can be controlled by a computer. It
is known that especially in the case of time-harmonic (i.e continuous wave (CW))
fields, the measurements are sensitive to measurement errors. In this chapter a
method for modeling hydrophone measurements of CW ultrasound fields is intro-
duced.

Hydrophones that utilize the piezo-electricity of polyvinylidene fluoride
(PVDF) films are widely used for measuring ultrasound fields. Since the dis-
covery of piezo-electricity of PVDF in the late 1960’s, polymer hydrophones have
become standards in the characterization of medical ultrasound fields [95]. PVDF
has several attractive features over many piezo-materials including, for example,
high sensitivity, close acoustic impedance match with water and a relatively flat
frequency response. In addition, the availability of PVDF in thin (a few pm thick)
sheets makes it an ideal material for hydrophones for detecting sound waves in
megahertz frequencies. Various hydrophone models have been developed [95] of
which, two commonly used types of hydrophones in biomedical applications are
needle(probe) and spot-poled membrane hydrophones [94].

A needle hydrophone consists of a hollow metallic needle and a thin, usually 9-
25 pm, PVDF film mounted onto the tip of the needle. The film contains electrodes
and is backed with a material suitable for preventing reflection of waves from the
inner end of the film. To obtain good spatial resolution, the diameter of the needle
and the active area of the film are small, typically between 0.3-1.5 mm and 0.04-1.0
mm, respectively. Advantages and basic constructions of needle hydrophones are
discussed further in [140].

A spot-poled membrane hydrophone consists of a PVDF film supported only
at the edges by a mounting ring. The typical thickness of the film is 9-100 pm
and diameter can be as large as 100 mm. The film may consist of single, or

102
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more recently, two sheets of the PVDF and very thin (e.g 25 nm) layers of a
non-piezo-electric material (e.g. gold and chromium). Since the membrane is
nearly acoustically transparent, waves are allowed to propagate through the film,
and a small, typically 0.2 - 1.0 mm diameter, active area at the middle of the
membrane converts the acoustic displacements into measurable electric signal. The
development and structures of membrane hydrophones are discussed in detail in
[173].

Other hydrophone designs include, for example, the ellipsoidal hydrophones
[179] and hydrophone arrays [103]. In the ellipsoidal hydrophones, the PVDF
membrane is bonded to and backed by the end of an epoxy ellipsoid. The front
end of the device is shielded electrically by a thin layer of gold. A typical size
of the active element in the ellipsoidal hydrophones is 85-400 ym. A hydrophone
array consists of a PVDF film of which small diameter circular regions (a typical
diameter is 0.2 mm) have electrical connections. These active regions can generate
individually measurable signals. The size, shape, number and spacing of the active
elements can vary between different array configurations.

An assumption in acoustic measurements is that the hydrophone does not alter
the acoustic field. In practice, however, it is known that in the case of continu-
ous wave (CW) sources (i.e. time-harmonic wave fields), standing waves can be
formed between the hydrophone and surrounding structures and may disturb the
measurements (see [57] and [94]). Although this phenomenon has been known for
a long time, little effort has been made to study it either experimentally or the-
oretically. The effect of the PVDF membrane hydrophone positioned at different
distances from the transducer source operating in CW mode, to the field behind
the membrane was examined experimentally in [167]. The transducer was driven
at 2.0 - 2.25 MHz which resulted in 0-10% error to the field behind membrane,
depending on the hydrophone-transducer separation. The most notable error was
observed when the separation was less than 1.5 times the near-field distance. In
[198] the reflection of a wave pulse from a PVDF membrane was studied in two spa-
tial dimensions using a non-linear pseudospectral method and simulation results
were compared with experimental measurements.

The aim of the following is twofold. First, to computationally determine the
effect of the hydrophone on the acoustics field. Three different needle sizes and
one membrane hydrophone are used in the simulations. The frequency of the wave
field used in this study, varied from 0.5 MHz to 2.0 MHz. Second, simulated
measurements are used to examine how the reflected waves alter the signal of
the hydrophones. This part of the study is carried out for one needle and one
membrane hydrophone.

7.1 Computational model

To model acoustic interaction of the CW acoustic field and a hydrophone, several
assumptions have been made. First, the intensity of the acoustic field is assumed
to be so low that non-linear effects on the wave field could be ignored. Second,
although PVDF is a solid material and hence capable of bearing shear forces,
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Table 7.1: Geometric parameters of the computation domain for needle hy-

drophone simulations.

f (MHz) R (mm) L (mm) Rg (mm)
0.50 25.00 65.00 15.00
1.00 12.50 40.00 7.50

it is assumed that waves other than dilatational ones could be ignored. This
assumption is justified since, due to the geometry of our simulation arrangement,
the waves hit the PVDF film in an almost normal direction leading to relatively
weak mode shear coupling. Additional approximations associated with the sound
source and hydrophones are discussed in the following section.

The computational model used in this study is based on the numerical solution
of the 3D Helmholtz equation (2.28) by the ultra weak variational formulation.
The method is the same as discussed in Chapter 6. However, instead of using
the PML, the absorbing boundary condition (4.9) is used to decrease spurious
numerical reflections from the exterior boundary.

7.2 Model for the source and the hydrophone

The computational domain used in the simulations is a cylinder, the size of which
varied with the frequency used in the simulations. In the needle hydrophone
simulations, the acoustic field is investigated using frequencies 0.5 MHz and 1.0
MHz. These frequencies are typical for ultrasound therapy of the brain [110].

The corresponding radius and length of the cylinder are R and L, respectively,
and the radius of the source Rg of the computational domain for different fre-
quencies f are listed in Table 7.1. The radius of the source for each frequency
corresponds to 5 wavelengths of the wave field in water. The source of this size is
assumed to be sufficient to significantly back-scatter waves hitting the face of the
source. To reduce spurious reflections from the absorbing boundary, the size of the
computational domain is chosen so that the distance from the source and from the
hydrophone to the artificial boundary is always several wavelengths. Although a
larger computational domain might improve the accuracy, the size of the domain
is limited so that time needed to compute a single wave field remains reasonable.

The source is modeled as a circular domain at the end of the cylinder. In all
simulations the source is modeled as an uniformly oscillating surface. The normal
derivative of pressure on the surface is

0

a—i = WPy, (7.1)
where w = 27 f is the angular frequency and v, is the normal velocity of the
surface. In the UWVF method, this boundary condition is obtained by choosing
Q@ =1 and g = —2iwv,, in (4.6). Depending on the type of hydrophone, a needle or
a membrane is embedded in the domain, see Fig. 7.1. It is assumed that the PVDF
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y (mm)

Figure 7.1: Geometries of the needle hydrophone (left) and membrane hy-
drophone (right) simulations. In the simulations the material surrounding hy-

drophones is water.

membrane hydrophone passes through the computational domain and only a part
of the membrane is included to the simulation geometry. Although the membrane
appears as a surface in the right hand figure, the PDVF film is a volume with
a finite thickness. Correspondingly, only a thin tip of the needle hydrophone is
taken into account in simulations. Other parts of the needle hydrophone system
are excluded from the model.

The material properties used in this study for the PVDF are ¢ = 2200 m/s,
p = 1780 kg/m? and o = 157 Np/m/MHz. These are in agreement with the values
obtained in experimental measurements and used in other theoretical hydrophone
studies (see e.g [23] and [69]). The material surrounding the hydrophone is water
with ¢ = 1500 m/s, p = 1000 kg/m?® and a = 0 Np/m.

The needle hydrophone is modeled as a thin cylinder with diameter Dy. On
the tip of the needle hydrophone a 9 pum thick cylindrical domain with diameter
Dp modeled the PVDF film. Detailed geometry of the tip of the needle is shown
in Fig. 7.2. The thin PVDF membrane is taken into account in the model but the
field inside the needle is ignored.

Three different needle hydrophones are studied. The needle and the PVDF
film diameters for the hydrophones are shown in Table 7.2. The dimensions of
needle and film of hydrophones are typical for currently commercially available
hydrophones.

The needle, not including the PVDF film, is assumed to be perfectly rigid.
Hence, on the surface of the needle the normal derivative of the pressure is zero,
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Table 7.2: Needle hydrophones used in simulations.
Hydrophone Dy (mm) Dp (mm)

1 0.30 0.075
2 0.46 0.20
3 1.47 1.00
05
E 0 — ¢ DN
0.5
205 ) DF -

zZ0

y(mm) 195 .05 X (mm)

Figure 7.2: Detailed geometry of the tip of the needle hydrophone. The diameter
¢ of the needle and the PVDF film are denoted by Dy and D, respectively.

i.e.
op _
on

(Corresponds to @ = 1 and g = 0 in (4.6)). The assumption about the perfectly
rigid needle is valid since the surface of the needle is usually made of steel or brass,
which have at least 20 times higher acoustic impedances than water.

The backing material behind the PVDF film is assumed to be absorbing. The
absorbing boundary condition (4.9) is used on the inner surface of the film.

Although in this study the impenetrable needle surface (7.2) is assumed and the
field inside the backing material is ignored, it is possible, in practice, that elastic
waves can be generated in the needle hydrophone. For example, it was shown
in [154] that surface elastic waves can be induced on a brass backing behind a
PVDF film. However, the piece of brass used in that study was significantly larger
(Dy = 50 mm) than the needles in the present study. On the other hand, the
results in [154] suggested that the leaky waves, originating from the surface waves,
had only a minor effect compared to reflected and diffracted waves.

The membrane hydrophone is modeled as a single homogeneous 25 pm thick
layer of PVDF. To simplify the simulations (and to enable the generation of the
tetrahedral mesh), the non-piezo-material layers are not included in the model.
The simulations for the membrane hydrophone are computed for the frequency
2.0 MHz. The geometric parameters for the mesh at 2.0 MHz are R = 6.25 mm,
L = 20.0 mm and Rg = 3.75 mm. In [167], experimental measurements using
2.0 MHz sources are done to study errors associated to membrane hydrophone
measurements of CW fields. The simulated data of this study can be compared

0. (7.2)
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Figure 7.3: Cross-sections of typical meshes used in needle hydrophone (left)
and membrane hydrophone (right) simulations. To ensure maximal accuracy of
the UWVF approximation between the needle and the source, relatively small

tetrahedra are used in the mesh between the tip of the needle and the transducer.

with those measurements. As in the case of the needle hydrophones, the size of
the computation domain is limited by reasonable computation time.

To evaluate the signal produced by the hydrophone, an active region with a
diameter of 0.50 mm is defined on the surface of the membrane. The signal is
obtained by integrating the pressure field over this active area. The electric signal
generated by a hydrophone is proportional to the pressure on the front face of the
membrane [69].

The simulated hydrophone measurement for both needle and membrane hy-
drophone is carried out in three steps. First, a mesh with the hydrophone at the
desired location is generated. Second, the UWVEF approximation of the field is
computed. And third, the signal for the hydrophone is obtained by integrating
the UWVF approximation over the front face of the PVDF film.

Typical meshes used in the simulations are shown in Fig. 7.3. Depending on
the simulation, the number of elements in the mesh is between 35 000 and 80 000.
Due to the requirement of detailed geometry of the hydrophones, the element size
within a mesh varied considerably. Consequently, the number of basis functions
for a single element in the UWVF scheme varied between 1 and 130.

7.3 Simulations
7.3.1 Needle hydrophone

The effect of the needle hydrophone on the field under measurement is studied by
comparing simulated pressure fields in the absence and presence of the hydrophone.
The overall fields (i.e the fields with and without a hydrophone) are normalized
to the maximum value of the field without a hydrophone in the region shown.
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In the results section, the fields with and without hydrophone are referred to as
p and p,,, respectively. To study the distortion caused by the hydrophone, the
difference field p,, — p is also presented. To show what portion of the incident field
reflects from the tip, the difference field p,, — p is normalized to the amplitude of
the incident field at the location of the tip.

The field scattered by a needle hydrophone is studied as a function of distance
from the tip of the needle to the source d. Pressure amplitude distributions are
shown for hydrophone 3 with Dy = 1.47 mm and the frequency f = 0.5 MHz in
Fig. 7.4. The distance d varied from 10 to 30 mm. Corresponding difference fields
along the acoustic axis of the source are presented in Fig. 7.5. A notable pattern
of standing waves can be seen in all three cases, although the amplitude of the
waves diminishes with the increasing distance between the hydrophone’s effective
element and the surface of the radiating source.

The effect of needle diameter on the field distortion for fixed frequency f = 1.0
MHz and needle distance d = 10 mm are studied as a function of the hydrophone
size. The pressure amplitude fields in Fig. 7.6 show that only the thickest hy-
drophone causes significant distortion. It is noteworthy that the diameter of the
hydrophone 3 (Dy = 1.47 mm) is almost equal to the wavelength (A = 1.5 mm)
of the field. The plot along the acoustic axis in Fig. 7.7 confirms that the two
thinnest needles have only a negligible effect on the field between the needle and
the source.

SIMULATED HYDROPHONE MEASUREMENT

The measurement for hydrophone 3 (Dy = 1.47 mm) and the frequency f = 0.5
MHz is simulated. The hydrophone is scanned along the acoustic axis of the source.

A comparison between simulated measurements with an ideal hydrophone and
with a real hydrophone is shown in Fig. 7.8. The ideal hydrophone measurement
shows the pointwise value of the pressure field without a hydrophone. The fields
are normalized with the mean pressure amplitude in the y-axis.

7.3.2 Membrane hydrophone

The membrane hydrophone simulations in this study are limited to frequency
f = 2.0 MHz. Similarly to the needle hydrophone studies, all results shown are
normalized, however, now with the maximum amplitude in water in the absence
of the membrane.

A periodic anomaly is shown in the field (Figs. 7.9 and 7.10). The membrane
is located at the distance of d = 10 mm.

SIMULATED HYDROPHONE MEASUREMENT

Finally, the simulated membrane hydrophone scan along the acoustic axis of the
2.0 MHz source from 10.0 to 15.0 mm with 0.1 mm spacing is shown in Fig. 7.11.
Furthermore, Fig. 7.12 shows the relative error in the pressure amplitude at the
point 18 mm from the transducer as a function of the location of the scanning
membrane hydrophone. The distance from the transducer to the hydrophone is
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Figure 7.4: Scattering from the needle hydrophone 3 with Dy = 1.47 mm
for different distances d from the source. Left column shows the fields with the
hydrophone. Right column shows the anomalies due to the hydrophone. The
results are computed for the frequency f = 0.5 MHz.
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Figure 7.5: The difference pressure amplitude fields |p., — p| along the acoustic
axis of the source for different needle - source distances (f = 0.5 MHz, D = 1.47

mm).

divided by the near-field distance 18.56 mm. The relative error in the pressure
amplitude is shown compared to the value of the field at the same point without the
hydrophone. The error is shown also in comparison to the mean value of the field
at different transducer-hydrophone separations. The measured error presented in
the same figure is extracted from Figure 12 of [167].

7.4 Discussion and conclusion

In this chapter, the 3D ultra weak variational formulation (UWVF), developed in
the previous sections, was used for analyzing distortions in continuous-wave fields
caused by needle- and membrane hydrophones. Furthermore, simulated measure-
ments for the hydrophones were computed. The frequency span of the simulations
was 0.5 - 2.0 MHz which is typical for the ultrasound therapy. In many therapeutic
applications of ultrasound continuous waves are used and therefore it is essential
to understand possible anomalies related to the pressure field measurements.

In addition to the modeling approximations, the numerical procedure used in
this study has two main sources of error. First, by limiting the study to the rela-
tively small computation domain and by using the approximate absorbing bound-
ary condition (4.9) on the exterior boundary of the domain, minor spurious nu-
merical reflections of the waves are generated from the boundary into the cylinder.
The reflections originate mainly from the incident field of the source. Therefore,
they are eliminated from the difference field p,, — p, Second, the UWVF method
using relatively coarse computational meshes has a limited numerical accuracy
which for problems studied here, means an error of the order 0.1-1.0 %. This
estimate of the accuracy was obtained by comparing two solutions for the same
geometry and frequency, computed in different meshes. In both cases, the method
for choosing the number of basis functions was the same as described in Chapter
5.

For needle hydrophones, the major distortion in continuous-wave measure-
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Figure 7.10: Comparison of the fields with and without membrane for the

frequency f = 2.0 MHz. The membrane is at plane y = 10 mm.

ments is most likely due to the back-scattered waves from the tip of the hy-
drophone. Some of these waves interfere with the incident field. Standing wave
patterns are formed between the needle and the source element (or a structure
between the needle and the source). Obviously, the amplitude of the field reflected
from the tip of the hydrophone is proportional to the amplitude of the incident
field at the measurement point (i.e. at the location of the tip).

The results for the needle hydrophones suggested that scattering from the tip
of the needle becomes observable when the diameter of the needle is over half
of the wavelength. Although a notable standing wave field was observed for the
frequency f = 0.5 MHz and hydrophone 3 at the distance d = 10 mm in Fig. 7.4,
the simulated measurement with the same hydrophone in Fig. 7.8 closely follows
the profile of the field at the acoustic axis. Therefore, for the needle hydrophones
it is not evident that the difference in the field and the measurement was only
due to standing waves between the needle and the source, particularly, since the
discrepancy did not have the same clear periodic structure as was observed in the
simulated measurement for the membrane hydrophone. Other possible sources of
error in measurements include, for example, the diffraction effects that are studied
in detail in [76]. The diffraction effects emerge since the hydrophone with the
finite size active film is used to measure the “point” value of the acoustic field.

In the case of membrane hydrophones, both the field between the transducer
and the membrane; and the simulated signal of the hydrophone revealed a half
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wavelength periodic distortion in comparison to the field without the membrane.
The relative amplitude of the disturbance was about 20%. For the 2.0 MHz
transducer, the field at a fixed distance from the source behind the membrane
hydrophone was simulated. This case imitates the experimental measurements
performed in [167]. The relative error of the field in simulations was 0-30 % when
compared with the pressure amplitude at the same spot without the hydrophone.
The error in comparison to the mean value of the field at the same point at different
transducer-hydrophone separations was 0-20 %. In [167], under 10% errors were
observed by using a second membrane hydrophone at a fixed distance from the
transducer. Hence, the model seems to predict the magnitude of the error reason-
ably well although the simulated errors were slightly over-estimated in comparison
to the experimental measurements.

The difference between the simulations and experimental measurements has
several possible reasons. For example, the model used in this study did not include
the changes in the output of the source due to the standing waves [15]. And the
second membrane used to measure errors in [167], interacts also with the wave
field and therefore may cause additional anomalies. A thorough validation of
the simulations would require a new set of measurements that would allow more
detailed comparison of the measured data with simulated results.

The simulations were computed only for a planar circular source. Since the
amplitude of the scattering from the hydrophone is proportional to the amplitude
of the field at location of hydrophone, it is obvious that strong distortion may
result in, when focused CW fields are measured near the focal spot. In addition,
this study was limited only to a region near the hydrophone (i.e only part of the
needle or membrane was considered) which naturally eliminates possible standing
waves from surrounding structures (e.g. from the walls of the measurement tank
or from the holder of the hydrophone).

The study was limited to only a relatively small number of hydrophones and
a simplified hydrophone model was used. An improved model could include the
elastic properties of the hydrophones, multi-layered structures and electric char-
acteristic of the PDVF film. These have been used in one dimensional modeling
of the membrane hydrophones [69]. An aim of this study, however, was to include
more detailed characterization of the incident fields and hydrophone geometries.
To limit the extend of the study, the simulations were computed only for the nee-
dle and membrane hydrophones but a similar simulations should be possible also
for the ellipsoidal or array hydrophones.



CHAPTER VIII

Transmission through layered structures

In the previous chapter, anomalies due to hydrophones in continuous-wave ul-
trasound fields were analyzed using the 3D Helmholtz-UWVF model. A similar
model is used in this chapter to simulate ultrasound transmission through layered
structures. The simulations are compared with experimental measurements. The
problems analyzed here, are of particular interest in focused ultrasound surgery
(FUS) through intact skull. As was discussed in the introduction, the aim in FUS
of the brain is to generate a constructive interference of waves at a desired location
in the brain.

A main obstacle for FUS of the brain arises from the strong acoustic mismatch
between soft tissues (skin and brain) and the skull. Typical values of density
for skin and brain are 1200 kg/m? and 1030 kg/m?, respectively [68] . Whereas
the speed of sound in the same tissues are 1498 m/s and 1516-1575 m/s. A
comparison with the density and speed of sound of the skull (1797 kg/m?® and
2653 m/s averaged values from [66] used in [185]), indicates strong scattering of
sound from interfaces between the skull and soft tissues. Further difficulties in the
delivering of acoustic energy through the skull arise from the strong absorption of
sound in the bone (agu = 50 Np/m at 0.5 MHz [66]). These two factors allow
only a small portion of the acoustic energy to be transmitted through skull which
necessitates the use of large-area phased arrays [39)].

Due to the complex geometry of the skull, waves from different elements of
the phased array propagate to the focus through parts of skull which may have a
large thickness variation. To be able to accurately model the phase shifts caused
by the skull, one must take into account the detailed geometry of the skull. In
practice, the anatomy of the head can be obtained from computer tomography
(CT) or magnetic resonance (MRI) images.

In addition to the shape of the skull, recent studies have shown that the ac-
curacy of the ultrasound simulation can be improved by taking into account the
internal structure of the cranium [37]. CT-imaging methods provide a feasible
means to reconstruct the internal composition of the bone [7, 38, 50].

A simplified model of the skull consists of three layers which are the outer

117
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and inner ivory tables; and the middle diploe layer of cancellous bone. The mea-
surements in [66] show that the denser surface layers have higher speed of sound
(2900 m/s) but significantly lower absorption (6 Np/m at 0.5 MHz) than the inner
trabecular bone layer for which the corresponding values are 2500 m/s and 85
Np/m.

A common feature of previous modeling studies for ultrasound transmission
through skull has been their limitation to pulsed waves which typically consist of
1-30 sinusoidal cycles. The small number of cycles has allowed the use of time-
domain simulation methods, such as the FDTD method which become increasingly
time consuming for longer pulses (see Section 3.2.1) or projection and ray methods
[38, 185] which also suffer from computational complexity if multiple reflections
of the sound are taken into account. However, standing waves, especially between
the transducer and skull may have a notable effect on the transmitted field [36].

In this chapter simulations are carried out for continuous waves but instead of
using ez vivo skull specimens, the propagation medium consists of plastic layers
immersed in water. By using plastic plates one avoids the uncertainties in the
acoustical properties and detailed geometry of the medium that are associated
with biological tissues [192]. The simplified experimental setup is the first step
in the validation of the full-wave method for modeling of CW ultrasound fields in
complex media.

The simulations of this chapter are computed with the 3D UWVF solver of
the Helmholtz equation in an inhomogeneous medium. As an improvement over
the simulations of Chapter 7, the computations of this section are conducted uti-
lizing the PML method for reducing spurious numerical reflections. Furthermore,
attention is given to a more realistic modeling of the velocity distribution on the
transducer.

The chapter is organized in the following way. In the first section an inverse
problem theoretic approach for estimating the normal surface velocity of the trans-
ducer is introduced. The method uses experimental measurements to determine
the oscillation amplitude and phase on the transducer which will be later used for
modeling the source for the UWVF scheme. Section 8.2 outlines the experimental
setup for measuring the transmitted field. The simulation procedure is summa-
rized in Section 8.3. Measured and simulated fields are compared in Section 8.4
and the chapter is concluded in Section 8.5.

8.1 Inverse problem for the velocity distribution

The simulation studies of Section 6.3.3 and Chapter 7 analyzed fields emitted by
an oscillating surface with a uniform normal velocity distribution. Although this
kind of ideal model is widely used in acoustic simulations they are rarely sufficient
for modeling fields from real ultrasound transducers. In [104], experimentally
measured fields from polyvinylidene fluoride (PVDF) and lead zirconate titanate
(PZT) transducers were compared with theoretical models. They observed that
PVDF sources had a good agreement with the model that assumed a uniform
velocity distribution on the transducer. However, in the case of the PZT elements,
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marked amplitude variations on the transducer were found. A notable variation
in the amplitude and phase of transducers surface velocity pattern of CW sources
was also observed in [175].

Since the experimental measurements of this thesis are conducted using PZT
elements, the model must take into account the specific velocity pattern of the
transducer. Typically, the surface velocity is reconstructed from the measurements
that are made in a plane parallel to the transducers surface in the front of the
transducer. In the projection methods [35, 175, 183], the measured field is Fourier
transformed and the field can be easily projected backward to the source plane.
The pressure field in that plane can be resolved using the inverse Fourier transform.

In the equivalent phased array method (EPAM), the transducer is assumed
to consist of a “phased array” of small elements [62]. Each element oscillates
with its own amplitude and phase. Then, the field in the measurement plane is
obtained as a discrete Rayleigh integral over the fictitious elements. As will be
shown later, the pressure field in the measurement plane can be written in the
form of a matrix equation in which the vector of complex valued velocities for
each element is multiplied by a matrix arising from the discrete Rayleigh integral.
Obviously, if the pressure field is known, the velocity vector can be obtained as
the inverse of the same matrix. In EPAM, the inversion of the system matrix is
computed as the pseudo-inverse which produces the minimum norm solution for
the source. A similar technique was first introduced to predict driving amplitudes
and phases of phased arrays for ultrasound hyperthermia [58, 59].

The surface velocities obtained from the both methods have been shown to
lead to a reliable reconstruction of the pressure field if rather strict measurement
conditions are fulfilled. Namely, the field must be measured with relatively dense
spacing and the measurement plane must be large enough to contain sufficient
amount of information of the pressure field.

As was noted in [62], the surface velocity distribution obtained via EPAM is
not the same as the real particle velocity. Rather the method gives the excitation
source which produces similar acoustic field as the measured one. The EPAM
method is also sensitive to the input pressure field, that is, pressure data from
different measurement planes may lead to different velocity distribution.

From the methodological point of view, the source reconstruction belongs to
the class of inverse problems. In the forward problem, the task is to resolve the re-
sulting pressure fields from the known surface velocity distribution. Consequently,
the inverse problem can be defined as finding the sound source if the pressure field
(or a part of it) is known. Particularly since a small variation in the measured pres-
sure data may result in large changes in the surface velocity, the inverse problem
is said to be ill-posed. A common property of ill-posed problems is that the sys-
tem matrix is ill-conditioned. Standard techniques for treating the ill-conditioned
inverse problems are discussed for example in [86]. Typically, the ill-conditioned
problem is replaced with a nearby well-posed problem, and the problem is said to
be regularized.

The inverse problem approach for the acoustic source reconstruction has been
used for example in [178]. In that study the aim was to reconstruct the source
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of a tire noise. Due to the complex geometry of the tire, the forward modeling
was made using the boundary element method (BEM). The inverse problem was
solved with Tikhonov reqularization.

The formulation of the forward problem in this thesis is the same as in the
equivalent phased array method. However, to relax the restrictions of the mea-
surement conditions, a similar regularization technique as in [178] is used to invert
the matrix equation.

In Section 6.3.3 the field from the uniformly oscillating surface was represented
using the Rayleigh integral (6.6). Assuming that the surface S consists of finite
sized elements S = U;-V:lde, the discrete Rayleigh integral for the pressure at
point r = (x,y, z) can be written as

N ; ik|r—r;|
iwp e i
p(r) =Y vn; (gmdsj) ; (8.1)

j=1

where r; is the centroid of the element dS; and v, ; is the normal velocity at the
point r;.

Let the field be measured at points r,,,1 < m < M. Then, the pressure field
at the measurement points p(r,,) = p,, can be solved from the matrix equation

p:HU’m
where
P hix hiz ... hin Up,1
P2 hax  hao ... han Up,2
p= , H= . . . and v, = . ,
PM hyvi huo .. hunw Up, N
and where
iwp eirz\rm—rj\

ds;.

fum.j = 21 |rm — 4]
The discrete approximation is accurate if the size of the elements dS; is small
compared to the wavelength.

In the equivalent phased array method [62], the velocity distribution on the
transducer is obtained using the pseudo-inverse of the matrix H. As noted earlier,
this produces the minimum norm solution for the velocity v,, which may differ from
the real velocity distribution. Therefore, in this thesis, a Tikhonov regularization
[190] is used. Hence, the velocity vector v,, is obtained as the solution of

v = (H*H + 1)~ H"p, (8.2)

where H* refers to conjugated transpose of the matrix H and < is the so-called
regularization parameter.
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Figure 8.1: The experimental setup.

8.2 Measurement setup

The experimental measurements have two aims. On one hand, the measured data
is needed to reconstruct the velocity distribution on the transducer. The esti-
mated velocity is then used for the realistic modeling of the source in transmission
simulations. On the other hand, the measurements of the transmitted fields for
the plastic targets are required for the forthcoming comparison with the simulated
results.

Experimental measurements for this thesis have been made by Jason White
at the Focused Ultrasound Laboratory in the Brigham and Women’s Hospital in
Boston, MA, USA. Experiments are conducted in a tank filled with deionized and
degassed water. The dimensions of the tank are 450 x 910 x 420 mm and the walls
of the tank are padded with rubber to prevent spurious reflections. A schematic
illustration of the experimental setup is presented in Fig. 8.1.

The 30 mm diameter circular planar transducer is made of PZT-4 and it is
operated at frequency f = 531 kHz. The sinusoidal transducer signal is generated
with a waveform generator (Wavetek 395, Ismaning, Germany) and amplified with
a power amplifier (ENI A150, Rochester, NY, USA). A power meter (Agilent
E4419E, Palo Alto, CA, USA) is used to monitor the input power of the transducer.
The angle of the plastic layers in front of the transducer are controlled with a motor
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Table 8.1: Acoustic parameters for the plastics at the frequency 531 kHz

c(m/s) p(kg/m’) o (Np/m)

Water 1498 1000 0

Polycarbonate 2185 1187 194
Plexiglas 2770 1236 13.7
Rubber 1520 1089 31.7

driven rotary table (Welmex, Bloomfield, NY, USA).

Two types of layered plastic plates are used. Plate 1 is a single layer (thickness
11.8 mm) of polycarbonate and Plate 2 consists of a 6.0 mm thick layer of rubber
sandwiched between two 3.1 mm thick plates of plexiglas. Plates are large enough
that practically the whole sound beam from the transducer propagates through
the plate. The material properties of the plastic used for the plates and water are
listed in Table 8.1. All properties were measured in-house, except the absorption
coefficients for polycarbonate and plexiglas, which were obtained from [102]. The
three layer structure imitates the layered model of the human skull since it consists
of a softer and strongly absorbing material between thin layers of a harder material.

The transmitted field is measured using a 0.2 mm diameter PVDF needle
hydrophone (Precision Acoustics SN762, Dorchester-Dorset, UK). The simulations
of Chapter 7 showed that the diameter of the needle is small enough in order to
avoid standing waves between the transducer and the needle. The hydrophone
is moved in the tank using a a stepping motor controlled 3D positioning system
(Welmex, Bloomfield, NY, USA). The pre-amplified signal of the hydrophone is
recorded by a digital oscilloscope (Tektronix, Beaverton, OR, USA). The wave
generator, data acquisition and the positioning of the plate and hydrophone are
computer controlled by a PC. The recording of the signal is triggered to start
after a specific delay from the launch of the transducer signal. Several cycles of
hydrophone signal are recorded and the time-domain data is Fourier transformed
into the frequency-domain using a PC.

A detailed geometry of plate and measurement planes are shown in Fig. 8.2.
The transducer is in the y = 0 plane and wave propagate to the direction of the
positive y-axis. The front face of a plate is located at 45 mm distance from the
transducer. The distance from the transducer to the center of the measurement
planes is 85 mm. The plates are rotated in the (x,y)-plane. The measurement
planes have the origin at the point (0, 85 ,0) mm. The (x,y)-plane is in [—15, 15] X
[70,100] mm. The measurements in this plane are used for comparison with the
simulated fields.

Another 30 x 30 mm measurement plane is in the (x,z)-plane spanning over
the region [—15,15] x [—15,15] mm. The data from this plane is used for the
reconstruction of the transducers surface velocity. In this case the field is measured
without the plastic plates. In the both planes, the fields are scanned with 0.5 mm
spacing.
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Figure 8.2: Rotation of the plate and measurement geometry. The field is
emitted by a planar circular trasducer with the diameter 30 mm. The transducer
is located in the y = 0 plane so that the center of the transducer is at the origin.
The front face of the plate is located at 40 mm distance from the transducer
and the center of measurement planes is at 85 mm distance from the transducer.
The square region shows the (z,y)-measurement plane. The rotation angle of the

plate is denoted by 6.

8.3 Simulation procedure

The 3D Helmholtz-UWVF model used in this Chapter is essentially the same as
introduced previously in Chapter 6. However, as an exception to the previous
simulations, the BiCGStab iterations are truncated when the relative residual
reaches a value below 10~%. The computational region of interest has dimensions
40 x 102 x 40 mm. All faces, except the transducer face y = 0, are surrounded by
a b mm thick PML. The decay parameter in the PML is set to o9 = 400. A cross-
section of the simulation geometry is the same as in Fig. 8.2, however, the 5 mm
PML surrounding the computational domain is not shown in the figure. Since the
plates pass through the computational domain, they continue at the same angle
in the PML region. The PML decay parameter in the plate is same as in water
gg = 400.

As in the previous chapter (see Section 7.2 for details), the transducer is mod-
eled as an oscillating surface on which the normal derivative of the pressure is

Ip

—— = WpU,. 8.3
However, unlike in the previous chapter where the normal velocity amplitude v,
was constant throughout the transducer surface, it can now be a function of loca-
tion v, = v, (z, 2).
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The planar circular transducer in Fig. 8.2 is located in the y = 0 plane and it
is centered at the origin. Hence, the complex normal velocity v,, on the transducer
surface S can be written in the form

va(z,2) = Az, 2)e ),

where A(x,y) is the amplitude and ¢(x, z) is the phase.

The spatially varying amplitude and phase are computed as the solution of the
inverse problem (8.2). The implementation of the velocity is carried out in two
steps. First, the complex valued velocity is solved from (8.2) in a relatively dense
set of points on the transducer surface. Second, the amplitude and phase of the ve-
locity are representend in a parametrized form which simplifies the implementation
of the velocity to the UWVF code.

The measurements of Section 8.4 will show that the amplitude on the circu-
lar transducer used in this study can be approximated with a radial Gaussian
distribution

R2

A= Aoeiﬁ, (84)

where Ay is a real constant, R = V22 + 22 and o is the standard deviation. The
phase is parametrized using a fifth order polynomial

5 54
o(z,2) = Z By 2™ (8.5)
=0

m=0

Theoretical analysis of Gaussian sources in [80] showed that they have notably
smoother near field behavior than ideal piston oscillators.

The standard deviation o for the amplitude and the constants By, for the
phase are obtained by a non-linear and linear, respectively, fitting to the recon-
structed surface velocity data. Since the aim of the simulations is to compare the
relative pressure amplitudes, the amplitude parameter Ag is set to Ag = 1.

To simplify the integration of the source terms in (4.6), each triangular element
face on the transducer surface is divided into four subtriangles. Then, the constant
amplitude and phase, determined by the values at the centroid, are used in each
subtriangle.

8.4 Comparison between measurements and simulations

In Fig. 8.3 the experimentally measured pressure field in the plane y = 85 mm
without a plate is shown. This data is used as input data to the inverse problem
(8.2) for reconstructing the surface velocity distribution of the transducer. For
the discrete Rayleigh integral (8.1), the transducer surface is divided into 2378
elements on which the discrete velocity is sought. On the other hand, the field in
the plane y = 85 mm is measured in 30 x 30 region with 0.5 mm spacing which
corresponds to 3721 measurement points. The Tikhonov regularized solution of the
over-determined matrix system is computed using v = 2.2-10° as the regularization
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Figure 8.4: Amplitude (left) and phase (right) of the complex valued normal
velocity amplitude on the transducer. The velocity is obtained as the solution of

the inverse problem (8.2).

parameter. The parameter is chosen by trial and error. Namely, at low values of
v the solution in unstable until the increase in v over a certain value stabilizes
the solution. Further increase in the regularization parameter tends to force the
solution toward a constant value of v, ; = 0 for all j = 1, ..., N since this minimizes
the side constraint 7||v,||? [86]. The parameter v = 2.2 - 105 corresponds to the
value which gives stable but non-constant solution for the velocity field v,,.

The normalized solution for the velocity distribution is shown in Fig. 8.4. The
amplitude and phase are shown at a dense set of points on the transducer plane.
In order to use a spatially varying velocity in the UWVF, the amplitude and phase
are parametrized as explained earlier in this chapter.

Results indicate that the amplitude has almost a radially Gaussian shape which
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Figure 8.5: The simulated amplitude on the central axis of the transducer in

water using the parametrized form of the velocity profile of Fig. 8.4.

justifies the Gaussian parametrization (8.4) for the UWVF method. More pre-
cisely, the non-linear fitting gives a value ¢ = 7.4 mm for the standard deviation.
The behavior of the phase is more complicated and therefore the high-order poly-
nomial representation (8.5) was chosen. Even higher order polynomials could be
used but in this case, the LS-fit to the phase data bacame unstable when the order
was increased.

The amplitude of the UWVF approximation of the pressure field on the central
axis of the transducer is presented in Fig. 8.5. The field is computed using the
parametrized surface velocity that is resolved from the measurements in the plane
y = 85 mm. In comparison to the ideal piston model (see e.g. Fig. 7.10), the near-
field behavior of the field is smoother due to the Gaussian velocity distribution.

The simulated and measured fields in the (z, y)-plane without a plate are shown
in Fig. 8.6. To simplify the comparison between the amplitudes of the simulated
and measured fields, all fields from here on are normalized with the amplitude at
the point (0,85,0) mm in the absence of a plate.

The effect of the plastic plate on the transmitted field is analyzed next. In
Fig. 8.7 the UWVF solution inside the non-PML region is shown for Plate 1. The
fields are presented for different rotation angles of the plate.

A detailed comparison between simulated and measured field is shown in Figs.
8.8-8.11.  The amplitudes of the wave field inside the non-PML region for Plate
2 are shown in Fig 8.12. The comparison of the simulated fields with experimental
measurements are presented in Figs. 8.13-8.16.

For both plates, the best agreement between simulations and measurements is
obtained when the plate is rotated in § = 10 deg. angle, Figs. 8.9 and 8.14. In the
case of Plate 1 with 8 = 0 deg., the amplitude of simulated field is over-estimated,
see Fig. 8.8. On the other hand, for Plate 2 with § = 0 deg., there is a minor
dicrepancy in phases, see Fig. 8.13. Although, the amplitudes start to deviate in
0 = 20 deg., see Figs. 8.10 and 8.15, the phases have a rather good agreement.
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For the largest angle 8 = 30 deg., the error either in the amplitude or in the phase
is notable, see Figs. 8.11 and 8.16.

8.5 Discussion and conclusions

In this chapter, the feasibility of using the UWVF model for the Helmholtz equa-
tion was investigated for simulating continuous-wave ultrasound fields in inhomo-
geneous media. The computational simulations were compared with experimental
measurements in the case of ultrasound propagation through plastic plates. Two
plates were used. Plate 1 was a single layer of polycarbonate. Plate 2 consisted
of a layer of rubber sandwiched between layers of plexiglas. The sound field was
generated using a planar circular PZT transducer operating at 531 kHz frequency.
Transmitted fields behind the plates were measured for different incident angles of
the sound beam.

The velocity distribution on the transducer was reconstructed as a solution of
the Tikhonov regularized inverse problem. The parametrized form of the velocity
was used in computing the source term for the UWVF model.

A relatively good agreement was found between the measurements and the
Helmholtz model for both plates at low angles of incidence. However, at larger
angles, the accuracy of the simulations deteriorated. An interesting feature is
the large discrepancy between simulated and measured fields for Plate 1 at large
angles. The transition of the measured transmitted beam toward the negative
z-axis for 20 degree angle was much larger than was observed in the simulations
(based on the more detailed measurements the simulations fail somewhere between
15-17.5 degrees). Correspondingly, in the case of Plate 2, the simulations become
unreliable when the angle of the plate is larger than 20 degrees.

There are several possible candidates for the cause of inaccuracy of the simula-
tions. For example, the Helmholtz model does not take into account the generation
of waves other than P-waves. In the plastic plates, however, mode conversion into
other types of elastic waves is possible, especially at large incident angles. This
is the most probable cause to the failure of the Helmholtz model for the largest
incident angle # = 30 deg. It may be possible to improve the UWVF solver by
coupling the Helmholtz model (which can be used to model the field in water) and
the Navier model for the plastic.

Another drawback in the simulations of this chapter was that the transducer
was modeled as a perfectly rigid surface for back scattered waves. In practice, the
performance of the PZT transducer may be altered by standing waves between the
plates and the transducer [15]. Particularly, back-scattered waves from the plate
hit the transducer and may therefore disturb the generation of the sound from the
PZT element. This may lead to the weakening of the output of the transducer
and cause the deformation of the generated field. The back-scattered waves are
a possible reason for the discrepancies between simulations and measurements at
small angles of the plates such as was observed in the case Plate 1 with § = 0.



CHAPTER IX

Conclusions

In this thesis, the feasibility of the ultra weak variational formulation (UWVF) for
the large-scale modeling of time-harmonic ultrasound problems was studied. The
previously proposed UWVF scheme [29] for the Helmholtz problems in inhomoge-
neous medium was analyzed numerically in 2D and 3D. Furthermore, the perfectly
matched layer (PML) method was coupled with the UWVF. This provided an im-
proved means to truncate physically unbounded Helmholtz problems. The UWVF
method was also extended to approximate 2D elastic wave problems. Analogously
to the previous UWVF studies, the discrete UWVF was obtained using plane wave
basis functions. In the case of elastic waves, however, the basis must consists of
two wave components that arise from the Helmholtz decomposition of the problem.

It was known from previous studies [29, 30] that when compared with the low
order finite element methods, the UWVF method reduces the number of degrees
of freedom needed for a tolerable accuracy of the approximation. Moreover, even
though the system matrices of the UWVF scheme are less sparse than those of
the FEM, the numerical experiments with the UWVF of the Navier equation in
Chapter 5 showed that the UWVF also reduces the overall memory storage of the
problem.

From the computational point of view, the restriction on the use of plane wave
basis functions in the discrete UWVF has been the numerical instability of the
approximation. This drawback is not a property of the UWVF method only, but
has been observed also with other methods that utilize similar basis functions,
see e.g. [5] for the infinite elements or [136] for the finite element method. In
this thesis, the conditioning of the UWVF method was improved by allowing the
number of plane wave basis functions to vary within the computational mesh.
More precisely, the directions for the plane waves were angularly equidistributed.
Then, the accuracy of the UWVF approximation can be expected to improve with
the increase of the number of basis functions. The increase of the basis functions,
however, reduces the conditioning of the resulting matrix equation.

Therefore, it is natural to assume that the best approximation for a fixed mesh
and with the angularly equidistributed basis functions is obtained by using the

139
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largest number of basis functions in each element which allows the stable solution
of the UWVF problem. The results of Chapter 5 showed that in the UWVF,
the overall stability of the problem can be predicted from the conditioning of the
elementwise subproblems. This approach was first developed for 2D acoustic and
elastic problems and then extended to 3D acoustic problems in Chapter 6. The 3D
model also used the perfectly matched layer (PML) to reduce unphysical numerical
reflections from the artificial boundary enclosing the computational domain.

As a practical application of the UWVF method, Chapter 7 included a simu-
lation study for analyzing anomalies associated with continuous-wave ultrasound
field measurements. Traditionally, pulsed ultrasound has been used in medical ap-
plications mainly for imaging purposes. However, developments in medical imaging
techniques have given rise to a renewed interest in the therapeutic use of ultra-
sound using continuous wave fields. This has increased the need for experimental
continuous-wave field measurements which are known to be demanding due to
distortions caused by standing waves. In particular, the hydrophone is known to
alter the measured field.

In addition, the 3D UWVF approximations for the Helmholtz equation were
compared with experimental measurements in Chapter 8. The propagation
medium consisted of layered plastic plates immersed in water and the field was
generated by a circular planar transducer operating at frequency 531 kHz. The
agreement of the model with experiment is reasonably good if the sound beam
hits the plates with relatively small indicent angles. However, the accuracy dete-
riorated at larger incident angles. A possible reason is that the Helmholtz model
does not take into account mode conversion into elastic waves which is expected
to take place especially at larger angles.

Although the results of this thesis have shown that the UWVF method is a
promising candidate for the large-scale modeling of acoustic and elastic waves, a
lot of further work remains. An obvious improvement in the use of the plane wave
basis functions would be the abandonment of equispaced directions. Instead, the
directions should be used adaptively as proposed in [133] or based on the a priori
information of the solution (this can be obtained, for example, using a ray-method
as in [72]).

Another drawback of the UWVF method is its limitation to problems with
piecewise constant material properties. Specifically, in the choice of the approx-
imating space for each element, the method utilizes free-space solutions of the
problem with the material properties in the given element. A method for con-
structing plane wave solutions of the Helmholtz problems with linearly varying
material properties has been proposed in [19]. However, this idea has not been yet
implemented with any numerical scheme.

The future work should also include the coupling of separate acoustic and
elastic UWVF methods. In the coupled model, the wave field in parts of the
computational domain are modeled with the Helmholtz equation whereas in the
other parts the Navier equation can be used. The boundary conditions on the
interface of the acoustic and elastic regions can be constructed by using the fluid-
solid transmission conditions (2.32). However, to be able to include the coupled
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transmission conditions to the UWVF method, they must be reformulated as the
impedance boundary conditions. In the fluid-solid extension of the UWVF, this
will be a major challenge.

The elastic UWVF model introduced in this thesis was formulated for 2D
problems. A natural future improvement will be the extension of the method to
3D elastic wave problems. This requires, however, an additional set of S-wave basis
functions, since in 3D the elastic wave consists of the P-wave and two polarizations
of S-waves known as horizontal (SH-) and vertical (SV-) waves. In addition, the
feasibility of the PML method (used with Helmholtz-UWVF in this thesis) for
with the elastic UWVF is worth studying.

The measurements in this thesis were conducted using plastic plates. In order
to use the UWVF model for medical ultrasonics, more complicated test problems
must be analyzed. These include, for example, ultrasound propagation in ex vivo
tissue samples.



APPENDIX [

Exact solution for the acoustic transmission problem

Let the computational domain consists of two concentric circles centered at the
origin, see Fig. 5.1. Moreover, let the interface between subdomains €7 and 2
be denoted by ¥; > and exterior boundary by I'. The outward normal of €; on
Y1,2 is n1 and outward normal of {2 on I' is ny. The radii of the domain £2; and
Q9 are R; and R, respectively. In addition, in the polar coordinates (R,#), the
point source is located at (Rg,0) where Ry > Ra.

The acoustic transmission is formulated as coupled Helmholtz problem. Let py,
ki and pg be acoustic pressure, material density and wave number in the domain
Qr, k = 1,2. Furthermore, let the field in 25 consist of the scattered and incident
parts ps = p5¢ + pif. Hence, the problem is

Apy + Kipr =0 inQ, k=1,2 (A1)
pl(Rl,G) ng(Rl,Q) on 21,2 (AZ)
1 Op: 1 Opy

———(R1,0) = ——=(Ry,0 on i, A3
p18n1( 1,0) p28n1( 1,0) 1,2 (A.3)
O Ry, 0) — inapi (R, 0) = 0 on . (A.4)
877/2

A Fourier expansion to the point source can be written in the polar coordinates
as [153]

: )
Py (R,6) = JHg (malr —rol)
= ¥ (—1)”iHT(L”(nQRO)Jn(@R)emG (A.5)

where H,Sl) is the Hankel function of the first kind and nth order. The Bessel
function of the nth order is denoted by J,. A Fourier expansion for the pressure
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field in the domain €2 is written in the form

[e.°]

p1(R,0) = Z aan(/ﬁlR)eme, (A.6)

n=—oo

where a,, a complex valued coefficient which will be determined by the boundary
conditions (A.2) and (A.3).

In the domain Q9 the scattered pressure field p3° is written in the form of the
Fourier series by using two terms

pZC(Rv 9) = Z |:an7(11)(/€2]%) + CnH1(12) (HQR) einO’ (A7)

n=—oo

where coefficient b,, and ¢,, are to be determined. The first term anr(Ll) satisfies
the Sommerfeld radiation condition and hence corresponds to the radiating part
of the solution. The second term an,(f) gives spurious reflections arising from the
approximate absorbing boundary condition (A.4).

By substituting the Fourier expansions (A.5), (A.6) and (A.7) to the bound-
ary conditions (A.2)-(A.4), one obtains three equations from which the unknown
Fourier coefficients a,,, b, and ¢, are resolved.
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