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Abstract

Polydisperse multiphase flows are characterized as particle-laden flows, for which the flows of in-
terest are comprised of small particles of different sizes. These flows are computationally difficult
to model as the number of particles increases. As such, many methods have been developed over
the years in order to build simplified models. One such technique, higher-order moment closure
methods, provide an expanded set of partial differential equations (PDEs) describing the evolution
of statistical properties of the particle phase. Moment-based methods rely on modelling the sta-
tistical moments of the studied flow, such as the average particle velocity and provides equations
describing the evolution of these moments. This thesis introduces the fundamentals of kinetic
theory and moment methods, provides an extension to a previously proposed three-dimensional
polydisperse Gaussian-moment model (PGM). The previous PGM, while showing promising pre-
liminary results, has been improved by the implementation of surface-weighted particle statistics.
Namely this new model exactly recovers the steady-state solution for particles settling in Stokes
flow. Finally, this thesis describes the numerical methods used in obtaining one-dimensional and
three-dimensional results of the PGM. Several simple flow problems are solved and analysed to

demonstrate the predictive capabilities of the new model.
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Chapter 1

Introduction

Polydisperse multiphase flows are characterized as a specialized type of multiphase flow. These
flows are comprised of numerous small particles suspended in a background fluid. Such flows
appear ubiquitously and are present in myriad practical engineering applications, such as in flu-
idization applications or in the use of aerosol sprays. Theses flows contain very small particles
that play a role in the development of the flow. Modelling the evolution of these particles and their
effect on the flow during these events remains computationally difficult. Applying a Lagrangian
approach is often computationally unfeasible as the number of particles increase, making a La-
grangian approaches for physical simulations for many practical situations extremely expensive.
Eulerian formulations have been proposed as an alternative modelling technique. While these
formulations are often less computationally expensive to preform than traditional Lagrangian
models, they come with their own set of issues. Namely, Eulerian models often produce math-
ematical artifacts, such as the inability to model a stream of particles crossing, or other issues
that occur when dealing with fluid boundary problems [20]. One family of Eulerian models is the
moment-based methods [5, 17, 6, 31]. In these models, the evolution of the statistical moments
of the fluid are tracked in order to develop an understanding of the flow. These moments are
typically related to observable field properties of the studied fluid and are also referred to as the
macroscopic properties of the fluid. The evolution of the macroscopic properties, such as the
average velocity of the particles contains useful information in building an understanding of the
development of the fluid.

1.1 Motivation and Objectives

Recently, Forgues et al. [5] have proposed a fifteen-moment polydisperse Gaussian-moment model
(PGM) for modelling polydisperse multiphase flows. The fifteen-moment PGM provides an attrac-
tive treatment for polydisperse flows, as a set of first-order hyperbolic balance laws are obtained
that provide useful statistical properties of the flow that are not normally captured in traditional
Eulerian models. Information obtained from the model, such as the local variance of the parti-
cles velocity with respect to its size can be very useful in developing an understanding of the

development of the flow and the impact polydisperse particles can have on such flows. Though
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the model proved to be accurate in many regimes, the fifteen-moment PGM fails to recover the
exact steady-state solution for particles settling in a Stokes flow [5]. Being able to recover the ex-
act steady-state solution is of significant interest when studying polydisperse flows such as those
present in aerosol sprays or atmospherics pollutants, as knowing the settling particle velocity and
location is normally what these models are trying to predict. For instance, since the start of the
COVID-19 pandemic in 2019, a recent interest has been placed into the research and development
of models attempting to model particle dispersion present in coughs in order to accurately predict
the dispersion of viral droplets in the atmosphere. Advanced polydisperse models would provide
researchers with the tools to develop adequate personal protective equipment and test various
methods such as ventilation systems in order to contain or reduce the viral load circulating in the
atmosphere. Such computer models, if proven to be sufficiently reliable, would be able to elim-
inate or at the very least reduce the need to preform costly and time extensive laboratory tests.
In addition, another advantage of reliable models is that they can be configured to account for
various environments such that these models can be used to obtain results for dynamic and ever
changing situations. The continued development of polydisperse models will reduce the work
load placed on such research fields and increase the capabilities to quickly respond to dynamic
and changing situations.

The newly-proposed surface-based PGM in this work is an extended version of the previous
PGM that allows one to capture the exact steady-state solution for settling flows. Furthermore,
the fifteen-moment PGM has also been extended to account for particle evaporation by provid-
ing additional flexibility into the treatment of flows with additional external effects. Capturing
particle evaporation in the PGM extends the range of application to include polydisperse flows
present in various applications such as the dispersion of aerosol droplets generated by sprays or
violent respiratory events (e.g., coughing). In these situations, not only is there a need to track
the location of the particles during the evolution and at steady state but evaporation, namely in
the case of violent respiratory events where evaporation plays a significant role in the dispersion
of the particles. In addition to the surface-based PGM, an exact kinetic solver was developed in
order to compare the results obtained from the PGM to the known kinetic solution. This exact
kinetic solver is designed to be efficient and highly-scalable on distributed computing systems,

such that moments of any provided set of kinetic equations can be easily computed.

1.2 Research Outline

The content of this thesis is structured as follows. Chapter 2 provides a background to multi-
phase flows and various approaches one can take in order to develop an effective treatment of
multiphase flows. Chapter 3 introduces the fundamental ideas of kinetic theory of gases and how
the basic ideas of kinetic theory can be applied to polydisperse multiphase flows. This section
sets forth the fundamentals of kinetic theory from which the PGM is built upon. In Chapter 4,
the new polydisperse Gaussian model is derived along with the source term that is considered

for the model. Chapter 5 outlines the mathematical principles used in the implementation of the
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exact moment solver. Finally, in Chapter 7, numerical results of the PGM are shown. These re-
sults are used to demonstrate the capabilities of the new polydisperse Gaussian model by first
presenting a space-homogeneous case and recovery of the steady-state solution. Furthermore,
a space-homogeneous case with evaporation in addition to a three-dimensional simulations are
shown in order to showcase the capabilities of the PGM in handling more complex polydisperse

multiphase problems.

1.2.1 Scope of Work

While the field of multiphase flows is diverse, such that there are many approaches one can take to
build models in order to accurately predict polydisperse multiphase flows, this thesis main focus
is in the development and expansion of the family of PGM based models. As such this thesis takes
on a theoretical approach in the treatment of mulitphase flows. Many assumptions, that one might
deem incorrect in any treatment of multiphase flows for any practical engineering applications
are taken in this thesis. Many of theses assumptions that stem from the fundamentals of kinetic
theory of gases (outlined in Chapter 3) and specific assumptions to the development of the PGM
in Chapter 4 might be deemed inappropriate for any practical treatment of multiphase flows.
One such assumption is neglecting particle collisions. As is outlined in the following sections
particle collisions are not considered for the scope of this thesis. In any practical engineering
applications for modelling multiphase flows, namely situations such as sprays, particle collisions
play a significant role in the development of the flow. It can be argued that neglecting particle
collisions in the PGM invalidate the model for any practical engineering applications. But as
previously mentioned this thesis serves to lay the foundational work for the expansion of the PGM
family of models. As such the scope of this thesis is limited to the treatment of the moments in
their simplified form with a simplified source term in order to validate the model. As the addition
of particle collisions or the treatment of particles in various flow regimes come with additional
complexity to the model that present additional modelling and numerical difficulties the scope of
this thesis was limited to the treatment of the moments of the PGM family of models.

As the PGM family of models is still in its early stages of development it is important to
build the foundational work and the appropriate approach for treatment of multiphase flows with
moment-based methods. It is to be noted that the derivation and expansion of the PGM family
of models in this work was done in such a way such that future work can build upon the funda-
mentals presented in this thesis. Most notably the inclusion of treatment of various flow regimes,
or consideration of particle collisions can be integrated into the model via modification of the
initial assumptions presented in Chapter 4. Modifications of these assumptions will most-likely
lead to alternative source terms than the ones present in this thesis yet treatment of moments

will remain very similar to the ones derived in this thesis.



Chapter 2
Multiphase Flows

Depending of the situation one might find themselves in, different approaches to model the multi-
phase flows might be better suited than others. For instance, traditional Eulerian models fair very
well when the particle phase is tightly coupled to the fluid phase. In these situations the particle
phase treatment can be performed in a similar fashion the fluid phase with the traditional Euler
or Navier-Stokes equations. By comparison, at higher Stokes number, particles become detached
from the carrier fluid and their behaviour can not be adequately described with traditional field
based methods that assume the particle phase is tightly coupled to the fluid phase.

2.1 Description of Particles in Multiphase Flows

In order to adequately model particles present in multiphase flows it is important to develop
an appropriate model for the particles and the forces present in the system. To begin, particles
present in multiphase flows are often modelled as spheres composed of a uniform substance and
expressed with a constant density. While this is not entirely true, this approximation greatly
simplifies the models and, as such, is often used in treatments of multiphase flows. The mass of
the particles can be easily equated to the radius of such particles as
m, = ppgnr3 , (2.1)
where m, is the mass of the particle in question, p,, its density and r the radius. Particle collisions
in multiphase flows can be modelled with varying levels of fidelity and complexity, for this work,
the flows in question are assumed to be dispersed enough such that particle collisions do not have
a significant effect on the development of the flow, collisions are therefore ignored.
Particle-laden flows, such as those studied in this work, can be characterized by their Stokes

number. The Stokes number, St, is defined as

(2.2)

where V; is the speed of the background fluid, / is the characteristic length of the particles in the
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flow and 7 is a relaxation parameter of the particles in the system. The Stokes number of the
flow helps to describe how strongly the particles in the system are affected by drag forces caused
by the background fluid. In a system with a small Stokes number, such that St <« 1, particles
in the system are strongly coupled to the background flow. This means particles in such flows
closely follow the background flow and are strongly and quickly affected by any changes in the
background flow. Additionally, particles in the system are within a similar range of velocities,
that of the background flow. When the Stokes number is very large, St > 1, the effect of the
background flow on the particles velocities plays only a very small or negligible role in their
overall velocity. When the Stokes number of the system in near one, particles are still affected
by the background flow but the particles in the system can still admit a wide range of possible
velocities. It is this intermediate regime that is often most difficult to model.

The flows studied in this work are assumed to follow a Stokes-flow approximation. The
Stokes-flow approximation is valid for low Reynolds number, specifically Re < 1, and can be
useful to model drag forces on spherical particles in a background flow due to its direct relation-
ship to the relaxation of particles. Acceleration of the particles due to drag, gravity, and buoyancy

in the system can be described as
Vi—vi

a; =

+i. (2.3)

In Eq. (2.3), v; is velocity of the particles, 7 is the corresponding relaxation rate of the particles
due to drag forces and ¢; is the acceleration felt by the particles as a result of the gravitational
and buoyancy forces in the system with respect to the fluid medium. For low Reynolds numbers,
the relaxation felt by spherical particles can be expressed in terms of the particles surface area s,

its density, p,, and the fluids dynamic viscosity, u s, as

_ _PrS

T= . 2.4
18 s @4

Additionally, the buoyancy of the particles, ¢;, can be expressed as a relationship between the

particles density, p,, and the fluids density, p 7, with the acceleration due to gravity g;,
I AL (2.5)

Pp

In addition to the drag forces acting on the particles in the system, another major component
to be considered in multiphase flows is the possible evaporation of the particles contained within
the flow. This evaporation plays a significant role in the outcome of the flow as the effect of
particles evaporating in the system alters to total number density of the particles in the system.
Furthermore, as the particle size changes over time due to evaporation, this has a compounding
effect on the drag of the particles in the system as it is directly proportional to the surface area of
the particles. For this work, a simple steady-state linear evaporation rate for spherical particles

is used such that Y, the rate of change of the particle surface area, given by

Y =-an, (2.6)
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where « is often tabulated for various fuels [3, 9, 14] . There exist many different models for
particle evaporation, Eq. (2.6) will be used for the scope of this thesis as it provides a simple

linear model that is commonly used in spray modelling.

2.2 Lagrangian Multiphase Models

Traditional Lagrangian models track the trajectories of the individual particles in the flow through
the solution of ordinary differential equations (ODEs). These ODEs are often presented in the

form d
Vi _
mPE—Zfa. (27)

In Eq. (2.7), the mass and velocity vector of the particles, m, and v;, are equated to summation
of all the forces present in the model. These forces often take on models for simple spherical
particles, depending on the situation. The common forces considered in these models are often
the ones that have the greatest impact on the development of the flow. These forces are often
taken as buoyancy and drag. In these Lagrangian models the position vector, x;, of the particles

is obtained by integration of the velocity vector,

X; = / v; dt. (2.8)

As previously stated, obtaining the position of each particle, with an increasing number of par-
ticles in the domain or consideration of additional external forces becomes increasingly difficult
to preform numerically. In order to avoid having to numerically obtain the position of each in-
dividual particle in the flow, field-based models describing the evolution of the entire population

of particles are often proposed.

2.2.1 Eulerian Multiphase Models

Another common way to handle multiphase flows is to take an Eulerian approach. Asiit is difficult
to track individual particles one can find a way to describe groups of particles. The groups of
particles, or fields can then be described using well known PDEs in order to model their evolution
over time. One of the simplest field equations that can be used to describe particles in a flow would

be a convection equation
op op
—+Vi— =
ot ox

In this simplified convection model, the particle density, p, is modelled over time as it follows the

0. (2.9)

carrier phase of the convection model in space, x;. The speed of the carrier phase in Eq. (2.9) is
then described by V.

An extension to this model would be to allow the particles in the field to have a different veloc-
ity from the background carrier phase [24]. Theses models, while computationally less intensive
than tracking individual particles in the system, are significantly hindered by the assumption that

at a single point in space particles can only admit a single velocity. Namely, when flows contain
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a wide range of particle size such is the case in polydisperse flows and by consequence a wide
range of velocities many modelling artifacts appear due to the nature of field assumptions being

unable to describe particles containing varying velocities at a single point in space.

2.2.2 Moment-Based Multiphase Models

The model in this work presents a Eularian moment-based model for treatment of multiphase
flows. These moment-based models are a natural extension to the Eularian field-based methods.
Moment-based models are formed on the basic ideas brought forth in the kinetic theory of gases
and provide a useful treatment of multiphase flows. In these models an Eularian formulation of
the statistical properties (moments) of the flow is used in order to obtain a treatment of these
particle-laden flows. In order to understand how moment-based models are used to describe
multiphase flows, it is useful to have an understanding of the fundamentals of kinetic theory, of

which moment-based models are build upon. This is the subject of the next chapter.



Chapter 3

Kinetic Theory

Gas flows can be thought of as a collection of particles interacting with each other. In order to
properly model these type of situations, Newton’s law of motion and classical mechanics can
be used in order to model the inter-particle interactions. However, constructing a model based
on tracking every single particle in the system, as previously mentioned, becomes prohibitively
expensive as the number of particles increase. The kinetic theory of gases, on the other hand,
takes the approach of modelling the particles contained in the gas using statistical properties and
builds models based on the evolution of theses statistical properties. Classical kinetic theory for

monoatomic gases is based upon the following assumptions:

+ All matter is composed of discrete particles.

All particles of a given species are identical.

Particles are simply points, with no internal structure.

Particles only exert forces over distances much smaller than the mean-free path.

« Only binary collisions occur between particles, meaning that at most two particles interact

in a given collision.

Quantum effects are neglected.

Colliding particles are statistically uncorrelated.

Recent advancements in kinetic theory forgoes some of these approximations under certain con-
ditions, but they are currently out of scope for this work.

As classical models of kinetic theory considers gases as a collection of particles, one can see
how the techniques applied in kinetic theory can be extended to multiphase flows. This chapter
outlines the fundamentals of kinetic theory in order to then apply the principles to a multiphase
flow model in Chapter 4.
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3.1 An Introduction to the Kinetic Theory of Gases

In a traditional-kinetic theory model, the fluid of interest is assumed to be comprised of discrete
particles. These particles are treated in a statistical manner, such that, for a given position in
phase space (position and velocity), the number density of particles is given by the distribution
function,

F = (x;,vi, 1) . (3.1)

The number density of particles in physical space can be obtained by integrating the distribution

over the velocity domain,
n(xi,1) = // F(xi, vir 1) dvy (3.2)

This is what is typically referred to as taking a moment of the distribution function. Taking mo-
ments of the distribution creates a relationship between the distribution function and its macro-
scopic, or observable properties. The moment obtained in Eq. (3.2) is also often referred to as
the zeroth-order moment of the distribution. Higher-order moments of the distribution can be
obtained in order to relate other macroscopic properties of the flow to the distribution. These
higher-order moments are obtained by multiplying the distribution function by weights corre-
sponding to the monomials of the particle velocities and integrating over velocity space. As taking
moments of the distribution function is quite common, it becomes useful to define a short-hand

angle-bracket notation in order to represent taking the integral over all velocity space,

//7 wF(xi,vi,t) dvi=(wF ). (3.3)

Here, w is a velocity dependant weight (typically a monomial). The compact notation, (-), indi-
cates integration over all possible velocities. The lowest-order moment, the local number density
of a gas, can be obtained by choosing w = 1, as presented in Eq. (3.2). As the particle velocity
appears zero times in the weight, this is denoted as a zeroth-order moment. Another zeroth-order
moment, the mass density, is found by taking w = m, where m is the mass of an individual gas
particle,

p=(mF). (3.4)

Taking the first-order moment, w = myv;, results in the corresponding momentum density of the

particles,
pui = {(mv; ¥ ) . (3.5)

The average particle velocity of the distribution can thus be obtained as

_{mviF)

Hi= mFy (3.6)
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Additionally, it becomes useful to define the random, or deviatoric, velocity of the particles as the
difference between the particle’s velocity, and the local average velocity of the gas, ¢; = v; — y;.

The deviatoric velocity can be used to define velocity moments. For example, the moment
fl@,'j = <C[CJ'T> , (3-7)

defines the second-order variance-covariance tensor, ®,;. This symmetric tensor contains the
variance of each component of the particle velocity on the diagonal and covariance between

components off the diagonal. It is related to the so-called pressure tensor as
Pij = p®;;. (38)

This pressure tensor is the negative of the traditional fluid stress tensor and is related to the
hydrostatic pressure through the contraction, p = %P,-,-. Higher-order moments can also be taken
for any given distribution, and while they do have an impact on the distribution function it can
prove to be difficult to relate them to physical macroscopic properties that one might observe in
the flow. Namely, a third-order moment is used and is referred to as the skewness. This moment

related to the skewness is defined as

nQijk = <C[CJ'C]<7:> . (3.9)

3.2 Moments Methods

As the distribution of particles, in most useful situations, does not remain constant, a need to
model how the distribution evolves over time becomes necessary. This evolution is described by

a kinetic equation,

oF
(aa/?) - (E)collision .

In Eq. (3.10), the first term captures how the distribution changes with time, the second term

oF 9F 9

ETIMCE TR T 10

describes the flux of particles in space, or how the movement of the particles in the system affect
the shape of distribution. Next, a,, is the acceleration of the particles due to external forces present
on the particles in the distribution. On the right-hand side of Eq. (3.10) is the term representing the
collision operator. This collision operator is used to indicate the impact inter-particle collisions
have on the distribution. The current flows of interest for this work are assumed dilute and, as
such, the impact of collisions on the distribution are ignored,

oF
— =0 (3.11)

The kinetic equation described in Eq. (3.10) describes how the distribution function evolves over
time. Evaluating this kinetic equation directly can be rather difficult due to the equation being

very high-dimensional. In a three-dimensional case, Eq. (3.10) is dependent on three spacial di-
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mensions, three velocity dimensions and time, making computation of a direct numerical solution
to Eq. (3.10) difficult and expensive to obtain. Rather than trying to evaluate the kinetic equation
directly, the use of moments of the distribution can be leveraged in order to model the evolution
of the macroscopic properties of the distribution. By taking moments of the kinetic equation,

Eq. (3.10), one can obtain a description of how theses moments evolve over time. This gives

oF oF o0
<(W (§+Vaa—‘xa+%(aa?))> =0, (312)
oF 0F 0
<(WE> + <(WVQE> + <(WE (Cla?—w)> =0. (313)

where the vector ‘W is used to represent the vector of all the weights that are to be taken of
the distribution function in order to build a set of balance laws. Because velocity and time are
independent and position and velocity are independent the expression can be simplified into the

following balance law form,

0 0 0
—(WF)+ — e WF)+{W—(a,F))=0. (3.19)
ot Gxa ava
The acceleration term present in Eq. (3.14) can be expressed as the following using the product
rule,
0 0 0
— (agWF) ) = —(a.F) ) +{a. T — (W)) . (3.15)
0V, 0v, v,

Applying the divergence theorem to the first term of Eq. (3.15), one obtains,

<;Ta(aa(w7—')> = /// ;Ta(aaw% dve = lim j% (agWF) figds . (3.16)

In its limit, as one evaluates the surface integral of Eq. (3.16), evaluation of # tends to zero. As
such the following holds true

<8_ (aa(WT)> =0. (3.17)
0vy
Eq. (3.14) can thus be simplified to
0 0 0
—(WF)+ — (v WF) = <aa(f— (W)> . (3.18)
ot axa ava/

It becomes useful to present the kinetic equation in its more common balance law form,

0 0

—U+—F,=8, 3.19

ot * ox, (3:19)
where U = (W¥) is the solution vector for the moments of interest and F, = (v, WF) is the
flux dyad corresponding to the conserved moment in U. The vector of weights, ‘W is used to

generate the solution vector, U. Finally, S is the source term vector resulting from to the forces
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present in the system. One can observe that all moments present in the solution vector, U always
depend on knowledge of a higher-order moment in the flux term, Fy,. This dependency makes it
difficult to obtain a closed set of PDEs describing the evolution of the distribution over time as
the addition of a moment in the solution vector, U always require knowledge of a higher-order
moment in the flux term. In order to close the set of PDEs, the form of the distribution function,
¥, is often assumed. Assuming the form of the distribution means that one can directly evaluate
the moments present in the flux term. The process of obtaining a closed set of PDEs are often

called moment-closure techniques and are explored in the following sections.

3.3 The Maximum-Entropy Hierarchy

The maximum-entropy hierarchy of moment models, the moment-closure technique used in this
work, attempts to close the distribution function by first prescribing the form of the distribution
function [15, 19]. By assuming the form of the distribution function the higher-order moments
present in the flux term can be obtained as a function of the lower-order moments by directly
evaluating the moments of the distribution function. Once the form of the distribution has been
assumed and an appropriate set of weights, ‘W, selected, a coupled set of PDEs in closed form can
be obtained to describe the evolution of the moments in the system. The maximum-entropy model
aims to close the distribution function by selecting a distribution function, 7, that is consistent

with the known moments, such that the solution vector is recovered
U=(WF), (3.20)

and that maximizes entropy. The entropy of a system in the field of kinetic theory takes the form

(FInF) . (3.21)

By this definition it is the negative of the traditional thermodynamic entropy of the system [10,
, 16]. This is an assumption, that the distribution, ¥, takes on the maximum-entropy form but
it can be argued that given an incomplete knowledge of the system the distribution tends to the
maximum-entropy form [19]. In other words, as the only information known from the system is
the solution vector, U, the distribution function takes a form that is the most likely-state such
that it recovers the solution vector, U.
This entropy maximization problem can be expressed with the use of Lagrangian multipliers.
Eq. (3.21), can be expressed as an unconstrained problem such that the Lagrangian H is expressed
as

H=(FhF)+X (WF)-U), (3.22)

where A is the vector of Lagrangian multipliers corresponding to the constraints in Eq. (3.20).

This function is maximal when

0H _

o7 =0 (3.23)
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such that,
o0H

oF
Eq. (3.24) can then be expressed in the form,

- <ln§" - Q + AT (W) . (3.24)

0=(InF -1+ X"W), (3.25)
where an expression for ¥ that maximizes entropy can be obtained,
F =exp[1-ATW]. (3.26)

For this maximum-entropy moment closure technique the Lagrange multipliers are often ex-

pressed as a finite number of free parameters, «, often called the closure coefficients,
F =exp [aTW] . (3.27)

The number of free parameters, o, must therefore be equal to the size of the solution vector, U,
and by extension the vector of generating weights, ‘W. Selection of the free parameters such that
they respect the solution vector, Eq. (3.20), Eq. (3.21), results in a maximum-entropy model for

the distribution function [15].

3.4 The Hyperbolicity of The Maximum-Entropy Model

It is possible that the resulting set of PDEs obtained in Eq. (3.19) can result in a set of ill-posed
non-hyperbolic PDEs. For this reason, a certain amount of care needs to be put into the selection
of the distribution function and the selected vector of weights, ‘W in order to guarantee a set of
hyperbolic PDEs. Therefore, it is important to show that for the given system, Eq. (3.19), the set
of PDEs are hyperbolic. With adequate selection of the free parameters, @ in Eq. (3.27) and of
the generating weights, ‘W it can be shown that the hyperbolicity of the system is guaranteed.
To begin, one can observe that for any given set of real vectors, ‘W, and the selection of any real
closure coefficients, «, the distribution function always admits a positive distribution due to the
assumed form of the distribution containing an exponential. Furthermore, the hyperbolicity of

the moment equation can be confirmed by firstly defining the density and flux potentials as
ha) = (F) = ("W)., (3.25)
file) = (vi¥) = <vie“TW> : (3.29)

The derivative of the density and flux potentials with respect to the closure coefficients, c, can

then be taken in order to obtain the solution vector, U, and flux dyad, F;, that are present in the
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balance-law,

U= % = <WeaTW> , (3.30)
F = a];gl) = <v,fWeaT‘W> . (3.31)

The balance law, Eq. (3.19), can then be expressed in terms of the partial derivatives with respect

to the free parameters such that the balance law takes the form

ﬁ@h(a)_i_ d dfi(a)
ot da  Ix, O

S. (3.32)

Both the solution vector and the flux vector can be differentiated by the closure coefficients again

in order to obtain the flux Jacobian of the balance law in an alternative form

_ azh(a) _ QTW
M) aa=5—— = <WWTe > : (3.33)
2
fila) aa = aai’éz) = <V[WWT6"TW> : (3.34)

where one can then define the flux Jacobian of the balance law as

OF (oU\™' oF _
U (%) e h(a),o},afi(a),a,a' (3.35)
The balance law can now be expressed in terms of the second derivatives of the closure coeffi-
cients, such that the original balance equation,

0 0

EU"'EF(IZS, (3'36)

can be written as

62h(a)8_a .\ azf,-(a)é_a
dadax Ot ol Ox,

=S, (3.37)

I51s" oo
h(a),a,aE + fi(a),a,ag =5. (3.38)

a
Eq. (3.38) describes the variation of the free parameters, o, for a maximum-entropy distribution.
In order to guaranteed a hyperbolic system, one has to prove that the flux Jacobian, only has
real eigenvalues and is diagonalizable. It follows that the flux Jacobian of the system, only has
real eigenvalues and is diagonalizable if and only if /() oo is non-singular and symmetric.
Analyzing the density potential,
0’h(a)

h(@)aa= 2= = (WW'F), (3.39)
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one can notice that for any given vector, ‘W, the resulting product W W/ is always symmetric

and semi-positive definite. Such that it can be shown that for any given vector, w,
T T T Taxs\’
w' h(a) g oW = (w WWwW 7:'w> = <(w W) 7‘~> >0, (3.40)

as ¥ has to admit positive real values and w is assumed to be a non-zero vector such that the ex-
. 2 . o . .
pression (w!“W)” will always be positive, one can guaranteed that 4(cx) o« is a strictly convex

function and is positive-definite.

3.5 A Simple Maximum Entropy Model

The lowest-order member of the maximum-entropy hierarchy is obtained by choosing a vector
of generating weights, Ws = [m, mv;, %mv,-v,-]T. This gives an assumed form of the distribution
function given by
3
P\ p
Fr = ——cci| , 341

5 n(zﬂp) eXp( zpczcz) (3.41)

which is the Maxwell-Boltzmann distribution that describes a gas in local thermodynamic equi-

librium, and leads to the familiar Euler equations for a compressible monatomic gas,

op 0

=4 =0, 3.42

o o L1 (3.42)
0 0
—ou; + — ) =0. 3.43
5 PHit s (Pipk) (3.43)

The next member of the maximum-entropy family of closures uses the ten moments that
correspond to velocity weights, Wyy = [m, mv;, mv;v j]T. This leads to a distribution function

given by
n

1
Fio=G = - — exp (——@;jlcicj) . (3.44)
(27)2 (det ©;)2 2

This so-called Gaussian distribution resembles the Maxwell-Boltzmann distribution, but has a
different velocity variance in different directions. A relationship from the moment variables in

Eq. (3.44), to the closure coefficients, a can be derived such that,

o= [log

In the absence of acceleration fields, it leads to a collection of ten first-order hyperbolic balance

T
0

— (3.45)
(det@,‘j) /

1 -1 -1 1 -1
- 56,7 Hilj, Oy His _56’7
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laws,
op 0
E-pa—x]{p,uk =0, (346)
0 0
aiPHt e (ppipti + Pix) =0, (3.47)
0 0
5 (pmipr + Pix) + F (opiptjpe + piPji + i Pix + uPij) = A(Pij) . (3.48)

Here, A(P;;) describes how inter-particle collisions attenuate anisotropy in the pressure tensor.
This term depends of the particular collision operator chosen. This closure provides a first-order
hyperbolic treatment for viscous compressible gases. It obtains its closure because the heat trans-
fer is zero through the choice of the distribution function. However, this model has been used to
successfully model many viscous flows in situations when heat-transfer can be neglected [2, 13,

, 18, 27] This model has also previously been applied to the prediction of monodisperse flows
with good results [30]. It is this Gaussian model that forms the basis of the treatments for poly-
disperse multiphase proposed in the present work. Having the distribution function expressed
as lower-order moments proves to be vital as this is what is used to obtain the higher-order flux
term in Eq. (3.19).



Chapter 4
A Polydisperse Gaussian Model

This current work is based on a treatment of multiphase flows based on a kinetic-theory ap-
proach. There exist many ways to treat polydisperse flows with kinetic theory. One can notice
that the fundamental assumptions of kinetic theory, that a gas is composed of small particles and
models are constructed based on tracking statistical moments of these particles and not every
single particle in the flow, lends itself nicely for applications of polydisperse mulitphase flows.
Moment-based methods also have other nice properties, such as being able to be represented in
a balance-law form. Having the equations derived in their balance-law form enables the simple
implementation into a Godunov-type or discontinuous-Galerkin scheme for computational simu-
lations. There are many ways multiphase polydisperse flows can be treated with a kinetic theory

approach and are explored in the following sections.

4.0.1 Single-Velocity Model

In this single velocity model, the solution vector contains the mass and momentum density,

U = [p, puil" . (4.1)

In this simple model, the distribution function is selected such that all the particles at a given
location have the same velocity. While the single-velocity model might be useful in modelling
multiphase flows for very low Stokes numbers, such that particles in the flow have a tightly
coupled velocity, in many situations where drag plays a less significant role in the velocity of the
particles, a simple single-velocity model is insufficient. In the case of polydisperse flows where
these flows contain a wide range of particle sizes, and by extension a wide range of particle
velocities due to the effects of drag, the single velocity model is unable to capture the range of
velocities present is such flows. Most notability, the use of the single velocity model in problems

containing streams of particles crossing result in significant mathematical artifacts [28] .

4.0.2 Quadrature-Based Methods

Quadrature-based moment-methods (QBM) have been developed in order to overcome the lim-

itations in the single velocity-models. The main issue with the single velocity model is that it

17
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is unable to admit, at a given point in space a varying velocities of particles. While the single-
velocity model admits various particle velocities at different locations in space, at a given point
in space all particles must have the same velocity. It can be augured that this the main cause of
mathematical artifacts and modelling inaccuracies present in certain problems such as particle
stream crossing. In a QBM treatment for polydisperse multiphase flows, the model relies on the
principle of "binning". Such that for a given position in space, the particles can admit a finite
set of velocities [17, 6]. While these models have been shown to be successful they still remain
difficult to implement. As QBM rely on this principle of "binning" for the particles velocities an
algorithm must be implemented in order to numerically divide the distribution function in to the

velocity bins.

4.0.3 Gaussian-based Maximum-Entropy Models

Gaussian moment-methods, and the method used in the implementation of the PGM rely on
an extension of the initial distribution function derived from kinetic theory. In order to extend
the traditional kinetic theory model to polydisperse flows, one must first redefine the original
distribution function. The standard distribution in a traditional kinetic theory model defines the
distribution as, F (x;, v;,t) where ¥, is the number of particles found with a certain position,
x;, with a chosen velocity, v;, and at a given time, ¢. This distribution can then be extended to
any number of distinguishing internal variables that one might use in order to differentiate the
particles in the system,

F = T(xi,vi,gg, Z‘), (4.2)

such that, ¢, is a variable representing some property of the studied particles and the index,
[ represents the internal index of the studied variable. These internal variables can take any
physical properties of the particles that might be of interest such as size, temperature, or electric
charge. In this new distribution, the number density is obtained for particles given a position in
phase-space and a value for the selected internal variables. Eq. (4.2), can be interpreted as asking,
"at any given time, t how many particles in the current system have a given position, velocity,
and set value of internal variables?". The evolution of the distribution can then be described with

a kinetic equation,

oF ofF 0 oF

0
E + Vaa—xa/ + M (a(ﬂ") + ZO (9_4; (Y;T) = (E (43)

) collision

Eq. (4.3), is an extension of the previous kinetic equation and represents the change of the new
distribution, ¥ over time. Eq. (4.3), still captures the effect the flux of particles in the system has
on the shape of the distribution, and a, is still the acceleration of the particles due to external
forces acting on the particles but now there is the added term corresponding to rate of change
of the particles differentiating variables. The additional term, Y; is the rate of change of the ith
internal variable. On the right-hand side of Eq. (4.3) is still the term representing the collision

operator. As previously mentioned the impact collisions have on the distribution function are not
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considered in the scope of this work.
Defining the distribution with internal properties is critical as the flows studied in this work
are polydisperse and being able to capture particle size into the kinetic equation is critical to the

development of a polydisperse multiphase kinetic model.

4.1 Moments of a Multivariate Gaussian Moment Model

In Gaussian moment-models, the distribution function is altered in order to capture other infor-
mation that might be important in the studied flows. Due to this alteration of the distribution
function, the moments obtained from the distribution might be different than those in a tradi-
tional gas-kinetic model. In order to relate the distribution function to the macroscopic properties
of the flow, moments of F can be taken similarly to those in a traditional kinetic model. The mo-
ments that are taken not only cover velocity space but also over the internal variables of the

distribution, such that the notation of a moment for a given weight, w is as follows

(w?’)=///--~/ wF dZy dv; . (4.4)

Again the number density and average velocity of the distribution can be obtained by selecting

a weight of w = 1 and w = v; respectively,

n(xi, 1) =(¥F), (4.5)
np; = v F) . (4.6)

In addition to the moments defined above, the distinguishing variables can also be used as moment

weights. For example, the average value of a distinguishing variable, {3, can be found as

nl;={(&F) . (4.7)

This allows the deviatoric velocity, c;, to be extended with the deviations of other variables from

their average,

. . . T
c;=|ve— e, vy =y, Vo =z, lo=Cos =G L=y o] (4.8)

where indices decorated with a tilde, c¢;, indicate an expanded index comprising the traditional
spacial directions and added distinguishing variables!. This allows an expanded variance-covariance
tensor to be defined as

©ij Wi

LR :<"fc.i?>- (4.9)

The off-diagonal entries, ¥, ;, contain the covariances between components of the particle veloc-

ity and particular distinguishing variables, while ¥} contains variances and covariances between

1 It should be noted that the Einstein summation convention is also applied to indices decorated with tildes.
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the distinguishing variables themselves. Much like the traditional kinetic model, higher-order
moments of the new distribution function can be taken. These moments would result in higher-
order tensors such as the skewness that would be related to not only the skewness of the particle
velocity but the their relationship to the selected internal variables of the distribution. By tak-
ing moments of the kinetic equation, Eq. (4.3), Maxwell’s equation of change is obtained for a

distribution function with any number of internal distinguishing variables,

0 0 0 0 0
T (WF) + E W WF) = <aa?dﬂ(w> - EO <a—§l ((WY;T)> + Z <Y;T6_{;(W> .

i=0
(4.10)

Eq. (4.10) provides the model with the evolution of the macroscopic properties of the distribution.
One should note that, unlike in Eq. (3.15), the second-last term on the right-hand side of Eq. (4.10)
is not necessarily zero, if the domain of one or more of the distinguishing variables is not (—oo, c0).
Practically, it is more useful to model a set of moments rather than a single moment and much like
previously shown, the kinetic equation can also be expressed in a simplified balance-law form,
%U+aixaFa:S. (4.11)
The contents of the conserved vector of moments, U, flux dyad, F, and source term, S, are
obviously going to be different than the ones shown in the previous, traditional gas-kinetic model
and so are the selected vector of weights, ‘W, but their representation in the balance equation
remains the same. The inclusion of distinguishing variables, {;, enables the kinetic model to
capture polydisperse flows, as having the internal variable related to the particles size means that
the distribution function is able to capture how moments related to the size of the particles in
the flow evolves in time. Additionally, moments that are obtained from the Gaussian model can
provide useful statistical information not normally captured in other models such as the evolution

over time of the covariance between a set of two internal distinguishing variables.

4.2 Moments of a Polydisperse Gaussian Distribution

This section outlines the method of which one can use to obtain moments of the previous PGM

model using diameter-based statistics in addition to the new surface-based PGM.

4.2.1 Log-Normal Diameter Based Statistics

In the previous PGM, [5], the natural logarithm of the particle diameter was selected as the in-
ternal variable of interest for the PGM. Thus, the distribution function had the form,

Fp =F (xi,vi, In(d), 1) . (4.12)
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This gives a kinetic description for a polydisperse flow, as information about the particles size
is captured into the distribution function [5]. The natural logarithm of the particle diameter
was originally selected as the internal variable as it was reasoned that experimental data for
aerosol particle diameters often displays a log-normal distribution [5, 12], thus capturing the log-
normal distribution into the distribution function was a logical choice. The previous PGM was

constructed using the following set of weights,
W = [1, vi, vivj, In(d), v;In(d), In(d)?]" . (4.13)

Applying the principles of maximum entropy moment-closure techniques the distribution func-
tion can be obtained in closed form as a function of all the lower-order moments. Theses moments

are outlined as follows. The number density of the particles is given by
n=<{%p), (4.14)
whereas the particles average velocity and log-average diameter are given by,

nu; = (vi¥p) , (4.15)
nug = (Ind¥p) . (4.16)

The variance tensor for the particles velocities and their covariance relationship to the log-normal

average diameter is given by,

n®; = ((vi = u)(v; = u)) o) » (4.17)
n¥ig = {(vi — i) (Ind = pa)¥p) , (4.18)
nYa = ((Ind - pa)*Fp) . (4.19)

With the moments of #p properly defined the assumed from of the distribution function can be
obtained in order to close the set of obtained PDEs as

n 1 1~ ~
D= " - exp [——‘Pw cic~] . (4.20)
(27{)32N (det ‘Pij)i 2 i J

In this form, the diameter-based PGM the ¢; vector is expressed as the following for a three-

dimensional case

Vx — Hx
Vy — Uy

=" (4.21)
Vz = Mz

Ind — uy
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and the ¥; ; tensor takes on the form

®xx ®xy ®xz \Pzd
0,,0,,0,, ¥

e DN (4.22)
®xz ®zy ®zz lIIzd

WYei Vi Yoo Yau

While the previous PGM showed very promising results, it failed to capture the exact steady-state
solution of particles settling in a flow [5] . In order to more closely follow the results obtained
by directly solving for the kinetic equation the relaxation parameter in the source term had to
be tuned to the problem. To reduce this issue the particle surface can instead be used as the
internal variable of choice. The reasoning is that, particles settling in a Stokes flow reach a steady-
state distribution depending on the particles surface area due to drag under Stokes flow being
proportional to the diameter squared. Thus, capturing the particle surface in the distribution
function enables the distribution to recover the steady-state solution. This recovery of the steady-
state solution is shown in further detail in Section 4.4. The distribution, ¥, for the PGM presented

in this work becomes a function of position in phase-space and the particles surface area,
7:: 7:(-xia Vi, S, t) . (423)

In Eq. (4.23), as the particles surface area can only take on strictly positive values moments of the

distribution function are taken as,

<w7-'>:////oow¢ds dv; . (4.24)
0 0

4.2.2 Surface-Based Statistics

The moments for the surface-weighted PGM are defined as the following for the temainder of

this work. As previously shown the distribution takes on the following form,
?: T(xia Vi, S, t) . (425)

The moments are similar to those previously derived in Section 4.2.1. For the construction of the

surface-based PGM the corresponding moments are such that the number density is given by,
n={(F). (4.26)
The average particle velocity and surface are given by the two moments equations,

nu; = v F), (4.27)
no=(sF). (4.28)
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Where, s corresponds to the particles particular surface area and the average surface is given by
0. For the surface-based PGM the particles random velocity and random surface area are defined

respectively as the difference between their particular variable and their local average,

Ci =Vi— Mi, (4.29)
cs=S—0. (4.30)

The variance-covariance tensor corresponding to the particle velocity, takes the following form,

n®;; = {((vi—u)(v; — u))F) , (4.31)
I’l@,‘j = <C,'Cj7:> . (4.32)

In addition to the variance-covariance tensor, a covariance vector relating a particle’s velocity

with its respective surface is defined as
n®;, = {cicsF) . (4.33)

Finally, a scalar representing the variance of the particles surface area in the system is given by
the following moment,

nW, = (c??) . (4.34)

As previously mentioned, in addition to the definition of the second-order moments of the PGM,
due to the presence of a high-order moment in the flux term, it is also necessary to define a third-
order moment in order to obtain the full set of PDEs. The third-order moment, or often called the
skewness in the field of statics is defined as Q;;x. The skewness of the particle velocity is thus
defined as the following,

nQ,‘jk = <CiCjCkT> . (4.35)

In addition to the flux term for the particle velocity, a moment for the flux of covariance of the
particle velocity with respect to its surface and a moment for the flux with the variance of particle

velocity must also be defined,

nQijs = {cicjesF) (4.36)
nQiss = (cic?F) . (4.37)

While it might be difficult to relate the multivariate skewness, namely Q;;; and Q;, to physical
and observable properties of the flow, such as the average velocity or pressure tensor of the fluid,
they are nonetheless critical to discribe the evolution of the lower-order moments. With all the

moments properly defined one can begin to construct the set of balance laws for the PGM.
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4.2.3 The PGM in Balance-Law Form

Given the following set of weights, W = [1, Vi, Vivj, S, ViS, sz], the PGM can be presented in its

balance law form as

on 0

o+ — nu, =SSO, 438
Jt  0x, H (4.38)
0 0 (2)
@ o+ 2 (@ + i) = 5@ 4.39
at"“+axa”( + Uifta) = S, (4.39)
0
3" (©:f + piptj) + 7" (Qijo + 1O + 1Bjq + 11a®ij + piptjf1a) = S,(;) , (4.40)
@
0 0
5" + o n(Wys + o) = S§4) , (4.41)
0 0
En(q]is + /J,'O') + (9_ n (Qias + /JilPa's + /laf‘Pis +00;, + ,Ll,‘,uaO') = S,(f) > (4-42)
Xq :
0 W+ 0%+ 2 209 P 2) = 5® 4.4
En( ss+0-)+an(Qiss+ O Yos T Ua ss+,uao-)— ss - (4.43)

In this form, the source term subscripts correspond to the sources respective moment weights.
Whereas the superscript is used to indicate the row of the source term in the solution vector U.

In this balance-law form, one can explore the information obtained in the solution vector,

1
Hi
O + Hipt;

(o

(4.44)

Wis + pio

_‘Pss+0'2_

Starting from the top of the solution vector, U, the first equation obtained is pretty self explana-
tory and provides a description on how the number density of the particles in the system changes
with time. Next, y; is a vector that captures the average velocity of the particles at a location. The
tensor, ©;, is the velocity variance tensor indicating the spread of particle velocity. As shown in
Eq. (4.44), not only does this tensor capture the variance of particle velocities in a given direction,
e.g. Oy, but also captures the covariance between two different velocities, ®,,. This variance
provides information as to the spread of velocities from the mean velocity of the distribution
in a given direction. A large variance in the x direction, ®,,, would indicate that the particles
velocities are rather spread out from the average, u,. A smaller ®,, direction variance would
indicate that the particle velocities are more tightly coupled to the their local average, (. In the
cross-term of velocities for instance Oy, is the covariance relationship between the particles x
and y velocities. Zero velocity covariance would indicate that there is no relationship between
the particles x velocity and y velocity. A positive covariance in ©,, would indicate a positive

coupling between the two velocities, such that particles that have a large positive x velocity are
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also more likely to have a large positive y velocity. A negative covariance, ©,, would indicate
an inverse of the coupling relationship, such that a large positive velocity in a given direction
more-likely relates to a large negative velocity in the other. The scalar, o, captures the evolution
of the average particle surface area over time. This is critical to the development of a polydisperse
model, as information relating to the size of the particles can be obtained as a function of time
and space. The next term, W, is a vector of the covariance between the particle velocity and size
for each spacial dimension. This term is rather interesting as it contains information that would
typically not be captured in traditional multiphase models. This vector provides information as
to the coupling between the particle velocity and surface area, i.e. particle size. A large positive
covariance indicates a strong correlation between the particle size and velocity, such that larger
particles are more likely to have a larger velocity and smaller particles are more likely to be trav-
elling at a slower velocity. This information is very useful when developing an understanding as
to the movement of particles in a polydisperse multiphase flow as the covariance term provides
information as to how the range of particle size in the system can affect the outcome of the flow.
Finally, the scalar, W;, is the variance of the particle size such that the PGM also captures the
rate of change of the variance of particle surface area at a given location. Again, much like the
velocity variance, a large variance of the surface would indicate that the particles at a given lo-
cation admit a wide range of sizes spread apart from its average, 0. A smaller variance would

mean that the particles are very close to the average particle size, o.

4.2.4 The PGM in Closed Form

The maximum entropy form of the distribution function, Eq. (3.27) as previously shown takes
the form of exponential raised to the power of a polynomial of the closure coefficients, . It can
be shown that the maximum entropy form of the distribution can be written in the form of a

multivariate Gaussian distribution,

1
F = exp [—ECTM_10+/€ , (4.45)
with
M [P dis| Vi_’/:li . (4.46)
djs Tss sS—8

For the distribution function presented in Eq. (4.45), a relation can be build between the vari-
ables in the multivariate Gaussian, p;;, qis,7ss,U;, 5§, k and the maximum-entropy vector, a.
This proves to be rather useful as many integrable properties of a multivariate Gaussian can be
leveraged in order to simplify the obtained expression. Such that for this work the variables used
in Eq. (4.45), are also referred to as the closure coefficients of the distribution. As ¥ takes the
form of a multivariate Gaussian it can be shown that both #;, and § are the most-likely particle
velocity and surface, or the peeks of the distribution. It is important to note that the peeks of
the distribution do not represent the average velocity, u; and average surface, . Furthermore,

while the tensor p;;, vector g;s, and scalar r,, have an analogous representation to the variance-
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covariance moments of the distribution, ©;;, W;;, Wi, it is important not to interchange these
variables. While the variance of particle velocity is given by the moment ©;;, and its value be can
directly related to the closure coefficient corresponding to the particles variance of velocity, p;;
an important distinction needs to be made. The closure coefficient, p;;, does not represent any
moment or statistical property of the flow but rather dictates the shape of the distribution func-
tion, ¥, of which can be integrated with appropriate weights in order to obtain its moments. By
taking moments of the distribution function the closure coefficient can be related to the known
macroscopic properties of the distribution that were derived in the previous section. By taking
the moment, w = 1, of the distribution, #, the number density can be expressed in terms of the

closure coefficients,

<‘F>:n:2n2det(M)%e"(1+erf( $ )) (4.47)

2rgs

The average velocity, u;, and average surface, o are given by

iF)=ny;=n (ﬁi + \7%7{ ) , (4.48)
(sFy=no=n(S+rsH) . (4.49)

In Eqgs. (4.48)—(4.49), H is a common function found in the field of statics known as the hazard
rate. The hazard rate, sometimes also called the inverse of the Mills ratio, is expressed as the ratio
of the probability density function over its respective cumulative distribution function. For the

PGM the H function can be expressed in terms of a ratio of two closure coefficients,

JEexp [-1€]

H(E) = — (4.50)
1+erf (@f)
where £ is the ratio of closure coefficients related to the particles surface, § and r,
f=— (4.51)

rSS

In order to simplify the expressions of the obtained PDEs from the kinetic equation, it becomes
useful to derive surface-weighted moments of the distribution function. These surface-weighted
moments are taken by multiplying the original vector of weights by the surface, s such that the

new vector of weights W, is defined as the following,

W =sW. (4.52)

For these moments, the same symbols from the classical moments are maintained and decorated

with dots in order to distinguish the surface-weighted moment variables. Such that, the surface-
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Table 4.1: Table of Traditional Moments

Name Weight Moment Closure Coefficient
Number Density 1 n 272 det( M)z e (1 +erf (\/ZSVT))
Average Velocity - i i + \7;;7-1
Average Surface % o S+ \FrssH
Velocity Variance %(vl- — i) (v — uj) 0;; Dij — q,;\,qjs%a

rSS
Covariance  L(vi—p)(s—o) Wi 4is ~ 4is er
Surface Variance %(s - o)? Y rss —\ssHo

Table 4.2: Table of Surface-Weighted (5-W) Moments

Name Weight Moment Closure Coefficient

Surface Density s n no
S-W Average Velocity =L it i+ 4
S-W Average Surface % o §+ D
S-W Velocity Variance & (v; — ;) (v; — i) @l-j pij+ q‘;# ( Z:SO' - 1)

S-W Covariance S(vi— ) (s =) ¥ Qis + L5 (\/Z_%O' -1

. r2 )
S-W Surface Variance S(s—0)° Y, rss + =% (‘/%0' - 1)
weighted number density of the distribution function can be expressed as
n=no = (sF) . (4.53)

Much like the moment variables, the surface-weighted average velocity, (; and surface-weighted

average surface, 0 can also be expressed in terms of the closure coefficients

(sviF)=np; =n (ﬁi + @) : (4.54)
(o8
<s2?'>=ﬁ0':ﬁ(§+%) : (4.55)

The higher-order moments and surface-weighted moments of the distribution function and their
relationship to the closure coefficients can also be obtained by integrating over the distribution
function, Eq. (4.45), while applying the correct weights. The obtained moments, with respect to
the closure coeflicients of ¥ are outlined in Tables 4.1-4.3. Tables 4.1-4.3 present a guide to relate
the name of the moment used in this paper to its respective weight and variable, along with their
relationship to the closure-coefficient of #. These tables prove to be quite useful in representing

the PGM in closed form as the moment variables can be used in order to simplify the expressions
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Table 4.3: Table of Skewness Moments

Name Weight Moment Closure Coefficients

ijk Skewness %cl—cjck Qijk QisqjsGks =7 5/2 ((27‘(2 — 1) rys +38rssH + §%)

. . S - . . =
ijk S-W Skewness  +¢;¢ Qijk L R i

qu‘l}sqk? ( 2 3H K )

ijs Skewness %cicjcs Qijs GisqjsTss 57 5/2 ((2‘}{2 - 1) Fss +38TrssH +§ )

i S A4S Mi_i_i
ijs S-W Skewness HCiCjCs Qijs = ((TZ — rféz(H)
. 1,2 2
iss Skewness SCiCy Oiss qlsrSA 5/2 ((Z‘H — 1) rgs +38\rgsH +§ )
e QU S 4 a2 5. gistas (2 3H __ §
iss S-W Skewness SCicy Oiss = (Uz = —r%ﬂ-{)

obtained in the set of PDEs yet they can still be related to the shape of the distribution function,
¥ by relating the moments to the closure-coefficient of the system. The previously shown PGM
in balance law form, Eqgs. (4.38)—(4.43), can also be expressed for the set of surface-weighted
moments, W. Using the same assumed form of the distribution, Eq. (4.45), the obtained PGM in
balance law form takes on the identical form to the equation for the regular vector of weights, W
with the caveat that all the moments in Eqs. (4.38)—(4.43) are to be replaced with their respective
surface-weighted moments. In other words, the number density, n is to be replaced with the

surface-density, 71 the average velocity, u; with the surface-weighted average velocity, i, etc. .

4.2.5 Hyperbolicity of the PGM

As stated in Section 3.4, it is important that the set of PDEs that are generated from PGM remains
hyperbolic. To begin, it can be evident to see that selecting a set of surface-base generating
weights, W = [1, Vi, Vivj, S, Vi, sz], admits a set of hyperbolic PDEs. As selection of the particle
surface as an internal variable does not change the fact that the density potential remains a strictly
convex positive-definite Hessian and the flux potential remains a Hessian matrix. The proof
shown in the previous section remains identical for the current set of weights and as such the
system of PDEs using the following set of the weights, W = [1, Vi, Vivj, S, V;S, sz], remains hy-
perbolic. In order to simplify the PDEs obtained in closed form a set of surface-weighted weights
was used to generate the PDEs. Therefore, one must show that the set of surface-weighted PDEs,
that are generated with the set of surface-weighted weights, W =5 [1, ViyViVj, 8, Vis, sz], must
also lead to a set of hyperbolic PDEs. To begin the balance law for the set of PDEs is written as

0

5T (WY?—')> Z<YT6§(W> (4.56)

=0

% (WF)+ 8670 (Ve WF) = <““T;TQ(W> Z <
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As the vector of surface-weighted weights can be expressed as, W = sW, Eq. (4.56) can be

written as

0 0 0 0 0
% (sWF) + Fr (VasWF) = <aa?'ﬂsw> - Z <— (s‘WY;T)> + Z <Y;?'a—§;s(w> .

i=0 9; i=0
(4.57)
One can derive the new surface-weighted balance law in order to obtain the density and flux
potential,
oo oo
h(a),a,aa_ + fild) qa7— =S (4.58)
t Ox

[0

where the definition of the density and flux potential now have a surface-weighted value,

) o= (SWWIF), (4.59)
fi(a) aa = (sVWWTF) . (4.60)

One can notice that no matter the values in ‘W the product of the vector of weights with it
self always admits a positive semi-definite matrix. Therefore, since the distribution function,
¥ still takes the same form as the previous exponential, and that the defined surface area of a
particle must be positive, the density potential, #(cx) 4 o, must be a convex and positive-definite.
Additionally, the flux potential, f;(a) q.a, due to the inner product of the vector of weights, is a
Hermitian matrix. Thus due to the positive definiteness of the density potential and the symmetry

of the flux potential the system of PDEs is guaranteed to be hyperbolic.

4.3 Source Term

The source term present in the balance equation for the PGM is defined as

S = <a(,7:7aw> - <aa—§l¥WY;7:> + <Y;T%W> . (4.61)
For the scope of this work, a simple model is considered with particles taking on the form of a
uniform sphere and the fluid is assumed to follow the Stokes-flow approximation, such that the
acceleration felt by the particles in the system will follow Eq. (2.3). The source term also captures
the rate of change of the studied internal variable, ;. As the selected internal variable is the
particles surface area the rate of change of the surface, Y3, can be described from the steady-state

linear evaporation rate for spherical particles, Eq. (2.6).

4.3.1 Source Term for the Log-Normal PGM

For the originally proposed PGM model, the logarithm of particle diameter is chosen as the sole
distinguishing variable. Leading to preivously shown set of weights, ‘W p. This choice leads to a
very nice model described by simple, closed-form balance laws with Q;;x = 0, clean known wave

speeds, and a simple entropy [5]. The resulting right-hand side for the moment equations, .S, is
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given by
- (1) -
g
2
Sd

3)
Sd
s |

5
d

(4.62)

(©)
L Sd i

sy’ =0, (4.63)
2 _ "
Sy = - (Vi = (i = 2%a)) + n¢i , (4.64)

n
SE;’) = g (Vl(/.l] — Zq]]d) + V](Ml - Z\Pid))
n
—Z'Tg (wittj = 20;¥ja — 21 Wia + 4910 ja + Oj) + 1 (u;di + ;) (465)

st =o, (4.66)

n
Sy = - (Vi (na — 2%aa) — (papti = 21a¥ia — 20 aa + 4%aa¥ia + Via)) + npagi,  (4.67)

s =o0. (4.68)
In these expressions,
Pr_ (2us—2%¥aa)
Tg = ——e , 4.69
5= Tauf (4.69)

and the “d” subscript is used to denote moments related to the logarithm of the particle diameter.

4.3.2 Source Term for the Surface-Based PGM

For the surface-weighted moments, ‘W, with a consideration for particle evaporation the right-

hand side of the moment equation, S, is given in closed-form as

o)
2(2)
S;

. |s®
S = SI(J4) , (4.70)
N
a(5)
Ssi
(6
535
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SW = —nan, (4.71)

87 =2 (i ) + iy = naemp. (4.72)

S,(Jg) = g (Vittj + Vipti = 2 (@i + pipts)) + 1 (Gipty + djpi) — nam (O + pipt;) (4.73)
SW = _onan, (4.74)

R % (Vi — fi7) + noré; — 2nampi; , (4.75)

SO = _spans . (4.76)

In Eq. (4.70), v is defined as the relaxation parameter due to drag and contains all the constant

properties of the particles in the flow and is given by

ol
y = P

= . 4.77
187y ( )

It is important to note that, in order to simplify the PDEs, the source term is given as a mix of both
moment and surface-weighted moment variables. Both can be related to the closure coeflicients

presented in Tables 4.1-4.3. Additionally the source term can also be presented in its primitive

form,
on .
a_’t’ = s (4.78)
o, 1. .
G =7 (87— as) (*79)
00; 1 ((3) g N e ) N
— =3 (Sl.j — (O + i) SO — 1S - ;8 + zﬂiﬂjs(l)) » (4.80)
00 1. .
o= (5 - es) (4.81)
n
o 1. : : - : -
= (S = (W ) SO = S — S 4 2078 | (4.82)
n
oW, 1. : . . .
== (s§? — (W +02) SD — 26581 + 2&25(”) : (4.83)
n
(4.84)

4.4 Space-Homogeneous Steady-State Solution for Particles Settling in
Stokes Flow

One of the main focus of the thesis was to capture particle settling exactly and as such a sim-
plified space-homogeneous case is considered. In a simplified space-homogeneous case, without

evaporation, the governing PDEs of the surface based PGM can be expressed as a set of ordinary
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differential equations (ODEs) in their primitive form Eq. (4.70) as

dg

”E _ SI(Z) ’ (4.85)
de;; . . :
it = 8 = S = S (489
d¥; . -
i dtls _ Si(SS) _ O"Sl-(z) ) (4.87)

Without evaporation the source terms § O S§4), Sg?, are zero, making the moment variables, 7,

o and ¥, time invariant,

dn
— =0 4.88
T =0, (4.88)
do
— = 4.89
= =0, (4.8)
d\i’ss
=0. 4.90
- (2.90)

These ODEs, Eqgs. (4.85)—(4.87) can be expressed in terms of the moments of the distribution

function,

dg; 1
o =g Vim )+ (4.91)
d(':‘)ij 1 . .
T = 5 ik + Vbt = (00 + pupsg) = i (V= ) = iy (Vi = ) (4.92)
d¥; 1 o
dm =—|\Vi—p)—=Vi—w)| - (4.93)
t vy o

It is important to note that Eqs. (4.91)—(4.93) are presented as a mix of weighted and non-weighted
moment variables of the PGM. As previously mentioned, these moment variables can be related
to the closure coeflicients of the distribution in order to describe the evolution of the distribution,
F, over time.

For spherical particles settling in a Stokes flow it is known that the terminal velocity of a

particle can be described with

S

(Pp —pr)&i =Vis, (4.94)

Vi =

18rruy
where v; is the terminal velocity of a particle with given surface area, s, particle density, p,,
in a given fluid with density, ps, and dynamic viscosity, s, and subject to gravity g;. For a

space-homogeneous situation of particles settling in a quiescent background, the moments of the
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original PGM reach a steady, terminal state described by

i = ¢5Tg(1 +4%Y,,), (4.95)
O = 4¢:¢;7;Vad (4.96)
Wia = 2¢7¢¥aa - (4.97)

However, without the moment approximation imposed by the assumed distribution function, a
collection of particles with a log-normal distribution of diameters would actually reach a terminal
steady state of

pi = ¢i g e*Fed | (4.98)
i) = digpj 6” *F e (ewd" - 1) : (4.99)
Wiq = 2¢; 7 Paae*tee . (4.100)

Through a Taylor-series expansion, one case see that, for small values of ¥, the correct solution
agrees with the moment approximation. However, as this variance increases, deviations grow.
It is this inability of the original PGM to correctly predict the particle settling rate that initially
motivated the development of the new closure based on the particle surface area.

As Eq. (4.94) contains the particles surface, s, and Stokes flow reaches a steady-state dis-
tribution that is inversely proportional the surface area of a particle one can infer that taking
the surface-based moments the distribution function should recover the exact solution. In order
to confirm that the steady-state solution is indeed recovered the weighted-moment variables at

steady state can be evaluated then compared with the known steady-state velocity. The moments

;= (svif), (4.101)
10y = (s(vi — i) (v; = f1;)F) (4.102)
Wi = (s(vi — fii) (s — ) F), (4.103)

with v; set to the known settling terminal velocity, Eq. (4.94) can then be compared to the moments
obtained at local equilibrium from the set of ODEs in Egs. (4.91)-(4.93). It can be shown that the

set of ODEs from the model recover the exact steady-state solution obtained from the kinetic

equations,
i = ¢iyo, (4.104)
©ij = ¢id;y* Vs, (4.105)
Wi = gy Wy . (4.106)

One can observe that the moment corresponding to the terminal velocity, Eq. (4.104) states that
particles settle at an average terminal velocity for a given initial average surface, . Furthermore,

the spread of that settling terminal velocity, Eq. (4.105), is governed by the initial spread of par-
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ticle surface, ‘Pss. The same can also be said about Eq. (4.106), this equation refers to the settling
covariance of the particles velocity and surface and is directly related to the parameters of the
fluid, ¢; and y and the initial spread of particle size, W,;. These are in perfect agreement with
the exact solution of the kinetic equation with a distribution function for particles that have nor-
mally distributed surface areas. This agreement between the surface-based PGM and the kinetic

equation for settling particles is further demonstrated in Section 7.1.



Chapter 5

Efficient Kinetic Solver

In order to validate the results obtained from the PGM, a numerical Kinetic solver was also de-
veloped. This numerical solver, while extremely slow when used to obtain the exact solution
to a high-dimensional problem, can be used to obtain solutions to moments of a wide range of
kinetic equations. In simple cases, such as a space-homogeneous case this solver can be used to
validate the accuracy of the PGM. Computation of the solutions becomes orders of magnitude
more expensive to obtain as the degrees of freedom of the system increases. In the case of the
full surface-weighted PGM, since this problem is in three spacial dimensions, three velocity di-
mensions, and a surface dimension obtaining the exact numerical solution becomes extremely
computationally expensive. As such this solver cannot be feasibly used to compute solutions to a

three-dimensional case, but rather used in order to validate numerical results of simpler problems.

5.1 Numerical Solution of the Kinetic Equation

To begin, the generic kinetic equation of interest is the previously shown kinetic equation with

no collisions and a set of distinct variables

oF ofF 0 0

— Vo +—(a,F)+ ) — (Y;7)=0. 5.1
ot * 0xq (')va(a ) ZOGZ;;(‘ ) (1)

1=

It is important to note that collisions are not considered for this kinetic equation, Eq. (5.1), as the
inclusion of the collision operator changes the properties of the kinetic equations such that it is
no longer reversible. The importance of having a reversible kinetic equation is explained in the
following section. The set of kinetic equations, of which this solver aims to solve, Eq. (5.1) can

be expressed in a Lagrangian form as

DF 0 0
-z Y ) 52

35
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Eq. (5.2), described a particles trajectory through phase space. These trajectories are the solutions

to
d Xi Vi
a vil = la;l| - (5.3)
Gl Y

In Eq. (5.3), a;, and Y;, are prescribed functions of x;, v;, {. In the implementation of the PGM
these functions take the form of those described in Chapter 2, Egs. (2.3)-(2.3). Given a set of states

at time ¢,
D, = [x,', Vi, {;,t] , (5.4)

the phase-space density can be obtain via means of the distribution function 7,

More notably the evolution of the state of these particles and their density can be described by
combining Eq. (5.2) with Eq. (5.3), such that one obtains

Xi Vi
d i ai;
Sl R ’ : (5.6)

(i )+ B (),

As the expressions for the prescribed functions of x;, v;, {; have already been determined for the

. . . oY+
PGM, the derivatives in the final term, gaT" and (9_(:’

differentiation. Thus, in order to obtain the solution at a given time, one can use any standard

can be easily computed using algorithmic
time-marching method for Eq. (5.6).

5.1.1 Kinetic Solver, Forward Mode

The solver in its forward mode simply functions by taking in a initial state of the distribution,
®,, and a set of governing equations describing how the states ® evolves with time. At the final
state, one has to compute the moments from the given states, ®,. To begin, the initial conditions
are selected such that a state vector, @, can be used to represent the current state of the solver.
The initial state of ¥ must thus be described by

Fo = F (i vios ,50) = F (o) (5.7)

In addition to the initial state vector be recorded at the start of the time marching process the
initial phase-space density must also be recorded. This is because as time progresses it is very
likely that the density in space changes. This change is density can be interpreted as a "stretching"
of the distribution ¥ . This change is density is already been described by Eq. (5.2). At the initial
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Figure 5.1: Evolution of the distribution function in phase space
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Figure 5.2: Moments of ¥; on a Cartesian mesh

conditions, in order to in order to satisfy Eq. (5.2), such that
Fo=F (Do) , (5.8)

the initial value of ¥ is the following
Fo=1. (5.9)

The next step is to solve for the set of governing PDEs of the system, Eq. (5.6), using any standard
time-marching method. Figure 5.1 illustrates how an initial distribution might relax to a certain
state after a given time interval. One can notice how the phase-space density of ¥ might change
after a given time interval. This can be interpreted visually as a "stretching" of the distribution. In
the presented figure the initial sampling points for ¥, are placed are a Cartesian mesh, moments
of ¥y can be simply obtained from the initial conditions and the initial phase-space density that
is known. The issue arises when attempting to obtain the moments of the distribution at a given

future time. Figure 5.2 illustrates the initial distribution with and example of possible initial
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Figure 5.3: Quadrature points, backwards-mode

quadrature points used to evaluate the initial distribution function (shown in blue). One can
see how these initial quadrature points that will be time-marched to a desired final state might
relax on to the mesh, shown in orange. If one where to compute the moments of ¥; at a given
position (X;), it is improbable that the initial quadrature points land exactly onto the desired
sampled location of the moments, (%;),. In order to obtain those moments, sets of higher order
interpolations has to be preformed on the final quadrature points. It is for this reason that the

exact kinetic solver was implemented in a backwards mode.

5.1.2 Kinetic Solver, Backwards Mode

The kinetic solver, in order to obtain the exact solution to the moments of any given kinetic
equations, functions in a reverse fashion. For this implementation of the solver it is assumed
that the initial distribution, %, is known and the final state of the distribution, #; along with its
moments is what the solver aims to determine. To being, final states are selected in the domain
as the starting condition of the solver. This initial domain correspond to the quadrature points
placed in blue on Figure 5.3. The previously shown PDEs, Eq. (5.6) can be solved in reverse in
order to determine the initial states of all the selected starting conditions, provided that all the
equations are reversible in nature. Such that using any time-marching technique, ®, and %, can
be obtained from ®;. The elegance of the backwards mode solver comes from the following, by
solving the set of PDEs in reverse order along the characteristics one obtains not only the initial
conditions of a each quadrature point that would have lead them to the state ®,, but the final
state of the distribution can be obtained, #; at the initially placed quadrature points by solving

for

%o
? b
where ¥ is obtained by solving the Lagrangian as described in Eq. (5.6).

F = (5.10)

Furthermore, since the current state, ®,, was used to obtain the distribution, 77, any set of

moments can be computed after obtaining the "stretching" factor of the distribution. This provides
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a simple yet elegant solution to obtaining all the needed moments of the system as the selection
of the initial states can be implemented quite trivially in a completely independent manner. This
means that the implementation of this exact solver can be easily parallelized such that it would
yield incredibly scalability on a distributed computing system.

The implementation of the exact moment solver does come with a catch due to its implemen-
tation. That is, the user must have an intuition as to the final state of the distribution. As sections
of the backwards mode initial conditions, ®, requires knowledge of the shape of the final distri-
bution in order to yield a possible final state given the initial distribution, ¥, one must be careful
in the selection of ®@,. If an inadequate selection of the initial state, ®; is made it can results in
missed information in computing the moments of the system or one could in theory select a state,

@, that is impossible to reach given the initial distribution, 7.



Chapter 6

Numerical Methods

This chapter presents the numerical methods implemented and used in this thesis to find solutions
to the PGM. This section includes the complexity that one might encounter when implementing
the conversion of the closure-coefficients to the to moment variables of the PGM or vice versa and
presents the numerical techniques implemented in computation of these moments. Additionally,
numerical techniques used in obtaining results for simple space-homogeneous cases, in addition

to more complex three-dimensional cases are discussed in this chapter.

6.1 Computation of the Mills Ratio

One of the crucial components of the PGM is being able translate between the closure coefficient
and the moment variables. This is done with the use of the relation given in Tables 4.1-4.3. From
these tables, one can develop an understanding of the role H plays on the probability density
function. In order to illustrate these numerical dependencies it can be useful to represent the
H function in its more traditional form, often found in the field of statistics [1, 25]. The hazard
ratio or the inverse of the Mills ratio is often represented as the ratio of the probability density
function to its respective cumulative distribution,

H(e) = L&) (6.1

(&)

For the presented work, ¢ is a normal Gaussian probability density function of &, such that

b(&) = \/%e—%fz, 6.2)

and @ is its respective cumulative distribution,

D) = % (1 + erf (%)) ) (6.3)

40
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Figure 6.1: Computation of the Hazard function

In the case of the PGM, the random variable, &, is given by a ratio of the closure coeflicients

corresponding to the particles surface area,

¢ = . (6.4)

From the tables of computed moments (Tables 4.1-4.3) the relationship between the closure co-

efficients and the moment variable corresponding to the particles average surface is given by,

o =5+ H(E) . (6.5)

With the hazard function plotted in Figure 6.1, one can develop an understanding of the relation-
ship between the closure coefficients and the moment variables of the distribution function. For
large positive values of &, such that the ratio of the peak of the distribution, §, is much larger than
the closure coefficient rgy, the value of the hazard ratio approaches zero. From Eq. (6.5) this means
that the closure coefficient, §, becomes equal to the moment variable 0. In a more statistics based
representation, one could say the peak of the particle distribution corresponds to the average
particle surface. This only happens for large positive values of § and when the closure coefficient
rss is very small resulting in a large value of £. The system would be such that the particle sizes
are tightly coupled to a large positive value of §. When the value of ¢ approaches zero from the
positive direction the gap between the closure coefficient § and the moment o widen. This is
due to the fact that a more significant amount of the tail of the normal Gaussian distribution is

passing the location of truncation (¢ = 0). As the truncated Gaussian distribution cannot extend
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Figure 6.2: Truncated and Normal Gaussian PDF for various values of &

into the negative & space, o starts to take on values that are further away fromt he closure coef-
ficient, §. Figure 6.2, illustrates this transition by plotting the truncated normal distribution with
its respective normal Gaussian distributions for various values of £. In the presented figures the
total number density and the variance of the Gaussian distributions are maintained constant and
are set to 1 and 5 respectively. In Figure 6.2, one can notice that, once a significant portion of the
normal distribution crosses zero, the gap between the closure coefficient, § and the moment o be-
comes much more prevalent. It is important to note that it is possible that the closure coefficient
of a given truncated moment admits a negative value, such as the case presented in in Figure 6.3.
In Figure 6.3, the total number density and the variance of the Gaussian distributions are the same
as presented Figure 6.2, and set to 1 and 5 respectively. In this case the closure coefficient, § is
set to a negative value. One can notice that even for negative values of the closure coefficient, s,
the obtained moment of the truncated normal distribution, o, is a positive value. In a physical
sense this means that a solution of the PGM can admit a negative closure coeflicient, §, but it can
be shown that it always admits a positive average surface, 0. Furthermore, the variance of the

particle surface, W, in addition to the closure coefficient rg; it can be shown, due to the imposed
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Figure 6.3: Truncated and Normal Gaussian PDF for & = —0.2

form of the distribution, ¥, remains positive for any realizable value of the distribution. As the
value of ¢ tends towards greater negative numbers the moment, o asymptotically approaches

Z€ro.

6.1.1 Numerical Difficulties with the / Function

The PGM, in the conserved form as presented in Eq. (3.19), is expressed using a mix of both
closure coefficients and moment variables for both the surface and surface-weighted statistics.
This means that, in order to solve for the conserved vector, both the flux and source term of
the PGM must be evaluated in terms of the conserved variables, U. As both the flux term and
the source term are expressed in terms of the closure coefficients one must be able to convert
reliably from the conserved moment variables to the closure coefficients and back. Conversion
from the closure coeflicients to the moment variables can be done by the use of the Tables 4.1-
4.3. Going from the moment variables to the closure coefficients is, unfortunately, not as simple.
Due to the non-linearity of the H function it is difficult to obtain an expression in closed form
for the closure coefficients in terms of the moment variables. Thankfully, one can notice that
there exists a coupling between the moments corresponding to the average and variance of the

particles surface, o and Wg;,. For instance, in the surface-weighted PGM the coupling is

F=§+ =, (6.6)

2
‘P”:rss+ﬂ(7{0‘—l). (6.7)
o
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Figure 6.4: Error in Computation of H (£) using double precision

In Eqs. (6.6)—(6.7), both ¢ and W, (weighted average and weighted variance of the particles sur-
face area) are only a function of the closure coefficients § and rgs. Such that, provided with the
moment variables ¢ and W,,, one could use a non-linear solver in order to obtain the closure
coeflicients § and r,,. Once the closure coeflicients related to the surface have been obtained, ex-
pressions for the remaining closure coefficients of the PGM can be obtained in closed form from
the Tables 4.1-4.3. In practice this conversion from moment variables to the closure coefficients
is very difficult to preform, as this problem can be very ill-conditioned numerically.

To begin, using double precision to evaluate the hazard function for values ¢ £ —6.0 results
in unacceptable numerical error. This makes even the forward evaluation, going from the closure
coefficients to the moments of the PGM inaccurate for any situation where ¢ is less than —6.0.
Figure 6.4, illustrates that computing the hazard function for larger negative values becomes very
difficult. This is because, while computing the probability density function does not generate
any error for large negative values of £, computing the cumulative density function, and more
precisely computing the error function for negative values of £ becomes very difficult to preform

with finite precision. In its limit the error function asymptotically reaches the value of —1,

glirzl erf(¢) = -1. (6.8)
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Figure 6.5: Truncated and Normal Gaussian PDF for & = —-7.0

Such that the denominator in the hazard ratio,

H(E) = —
1+erf (%)

quickly approaches zero as & — —oo. Due to this property of H, a certain amount of care needs
to be put into dealing with situations where a possibility of a division by zero can occur. A typical
way to deal with these types of situations is to check the value of the denominator prior to the
division. If its value is near or less than some tolerance, set it to some small tolerance level. This fix
works in simple situations where the value of the numerator is not affected by the input variables.
Unfortunately, the numerator of the hazard function changes quite significantly. Taking again the
situation where & — —oo, while the denominator tends to zero the numerator also tends towards
zero, such that is becomes sensitive to small changes in the denominator. Again it proves to be
useful to plot the probability distribution function in order to develop an understanding as to
the difficulties of the problem. Figure 6.5 illustrates the closure coefficients and the moments of
the distribution for a case with a large negative ratio, £. In this case, the total number density
and the variance of the Gaussian distributions are still set to the same values as presented in
Figure 6.2 while the closure coefficient § is set to large negative value. The closure coefficients, §
correspond to a normal Gaussian that is far to the left of the £ axis and barely visible. As such the
truncated distribution takes on the shape of a huge spike near zero. Additionally, the moment,

o, corresponding to the average surface area is near zero. In the limit where ¢ tends towards
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greater negative values the truncated normal distribution approaches a very large jump where the
corresponding moment, o- would approach to zero. For these types of situations, it can be rather
difficult to evaluate to high-accuracy with finite machine precision as in the case of the PGM the
average particle surface, o would be zero. Having the moment, o result in zero would disrupt the
stability of the PGM. In this situation, the denominator in the H function is extremely close to
zero but, due to finite precision present in numerical computation, computation of H in its limit
often returns a division by zero. The numerical error thus generated from computing H can be
interpreted as situations where the PGM, while having valid and realizable closure coefficients,
results in moments that are near zero yet still play a significant impact in the resulting statistics
of the system. This relationship can also be extended to the surface-weighted moments, o and
¥, such that for a given set of valid closure coefficients the weighted moments might be near
zero and numerically difficult to evaluate without significant numerical error.

From practical experience, the difficulties of computing H occurs at around ¢ $ —6.0. Fur-
thermore, while it does appear in Figure 6.4 that the hazard ratio reaches a linear function in its
limit as é — —oo this is not the case. It can be shown that the Mills ratio is strictly convex and

reaches an asymptotic expansion in its limit such that given the Mills ratio,

1-®()
$(£)
1 1 1-3 1-3-5
mE~-—-—=+—-""""4 ., for &> oo, (6.10)
& &8 &
Eq. (6.10) hold true [21, 26, 7, 1, 4, 25]. As the Mils ratio, or the Hazard function, can be difficult
to evaluate past & = —6 this asymptotic limit could be used in order to approximate the hazard

function as ¢ — —oo. While the relative error between the computed hazard function and its
asymptotic expansion may prove to be quite low and in the range of 1 X 10~7 - 1 X 10~ in many
cases, there is a region between & ~ [—3, —100] where the relative error produced between the
asymptotic expansion and its true value computed with a high degree of numerical precision
is significant, such that it would cause unacceptable errors in the PGM. In other words during
the process of converting from the closure coefficients to the moment variables, if one uses the
asymptotic expansion in order to circumvent the numerical error obtained in computing H, one
finds situations where the computed moment variables admit non-physically possible values. For
instance the moments corresponding to the average particle surface, o or &, return values that
are less than zero. Furthermore, the use of an approximation for H have other significant cas-
cading effects on the numerics of the system. Since the PGM is constructed from a set of coupled
closure coeflicients, small errors in the evaluation of the moments from the closure coeflicients or
evaluation of the closure coefficients from the moments has wide sweeping effects on the stability
of the PGM. For instance, a key feature of the PGM is the positive-definiteness of the system and
while it has been shown in Section 4.2.5 that this can be guaranteed for our set of weights, numer-
ical rounding error in the approximation of H quickly results in the matrix shown in Eq. (4.46)
to have negative eigenvalues, disrupting the stability of the PGM. Many other numerical approx-
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imations and bounding functions of the Mills function exist and have been tried but still results
in significant relative numerical error when computing moments of the PGM from the closure

coeflicients.

6.1.2 Scaled Complementary Error Function

As discussed above, the difficulties of converting the closure coefficients to moment variables of
the PGM or vice versa has to do with the numerical error generated in the evaluation of H for

large negative values of £. Again the function that is difficult to compute is

Jte_%gz
v/

1+erf (%) .

H(&) =

This function can be rather difficult to compute accurately using finite precision arithmetic as
numerical error occurs in the denominator of H. Thankfully, this situation has already been
encountered and a function called the scaled complementary error function, erfcx, has been de-
veloped especially for this type of situation, situations where large values of a normal Gaussian
in conjunction to the error function are required. The scaled complementary error function, erfcx
is often expressed as,

erfexx = ¢ erfc &, (6.11)

where erfc is the complimentary error function,
erfc(¢) =1 —erf(&). (6.12)
As the error function is a odd function
erf £ = —erf (=¢), (6.13)

H can be expressed with the use of the scaled complementary error function,

\/g

H(E) = ——— .
© erfcx(—%)

(6.14)

The numerical implementation for the evaluation of the scaled error function that has been used
in this work is the implementation by S. G. Jonson [23]. This implementation is based on the
computation of the Feddeyeva and Voigt functions along with a Chebyshev polynomial approx-
imation in order to accurately and with relatively low computational cost compute the comple-
mentary error function to sufficient accuracy with finite machine precision [8, 22, 32, 23]. The
relative error from using erfcx when compared to a high-precision solver has been cited to be
better than 1 x 10713 [23]. The scaled complementary error function has been implemented and

is called anytime evaluation of H is required. In practice it can be shown that conversion of the
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moments of the PGM remains stable for most values of & X —100. At this point one would assume
that the numerical error in computing the moments of the PGM are now due to the fact that the
resulting moments, such as the average surface, o are near-zero. This numerical error can be
easily handled by developing a state that would effectively act as a near-zero state of the flow.

The implementation and discussion of these near-zero states are explored in Section 7.3.

6.1.3 Conversion from Moments to Closure Coeflicients

As the PGM has been implement with surface-weighted statistics the conversion from the mo-

ment variables to the closure coefficients is expressed as the following coupled set of equations,

& = (g+§+1(H), (6.15)
Wy =rg + o (7(6 i 7;2 _ 1) , (6.16)
E+H

with again & being the ratio of the closure coefficients corresponding to the particle surface,

& = 5/yrs. Lucky these coupled set of equations can be regrouped into a single expression,

o’ (1+&2+¢H)?
= = . 6.17
Yo (&) B3EH +2H? +£2 -1 (617)
As the derivatives of the hazard ratio can be expressed in closed form,
dH
—_— == , 6.18
i H(&+H) (6.18)

and it is known that the Mills ratio is a strictly convex function [25] a simplified Newton-Raphson
method can be used in order to efficiently solve the non-linear system, Eq. (6.17), for a given ratio
of weighted moments, o and ¥,;. As shown in Figure 6.6, this function is very well behaved such
that solving for any value with positive x can be done in very few iteration. While solving for
values much less than —10 can be difficult due to the “flatness” of the curve as this function is
convex using a Newton-Raphson method with adequate convergence criteria should be sufficient
for any practical and physically meaningful state of the PGM.

6.2 Numerical Methods, Space-Homogeneous Case

Numerical results of space-homogeneous cases for the PGM are significantly less expensive to
obtain when compared to three-dimensional cases. This is because in a space-homogeneous case
the coupled set of governing PDEs of the PGM, Egs. (4.38)—(4.43) as shown in Section 4.4 can be
simplified in both the original log-diameter based PGM and the surface-based PGM. As such a

robust stiff ordinary differential equation solver was used to obtain solutions of the log-diameter



CHAPTER 6. NUMERICAL METHODS 49

100 A

80 1

60

40

20 A

T T
-10.0 =7.5 =5.0 —2.5 0.0 2.5 5.0 7.5 10.0
&

Figure 6.6: Ratio of q‘,f—z for given &

s

and surface-based PGM [29]. The kinetic solution used to compare and validate the results are

obtained via the implementation of the Efficient Kinetic Solver as outlined in Section 5.

6.3 Numerical Methods, Three-Dimensional Case

Calculations are done using a simple first-order finite-volume scheme using the Harten-Lax-van
Leer (HLL) flux function [11]. A simple first order accurate point-implicit time-marching scheme
is used that treats the fluxes explicitly, while treating the local sources implicitly. This is neces-
sary, as the source terms can often be stiff. Fortunately, as the sources take on simple expressions,
this can be done quite easily. The previously shown balance law, Eq. (4.11) can be expressed in a

discrete form,
faces

U =U0"+ % Z F;-i;A; + AtS™. (6.19)
i =

In a three dimensional case, each cell in the domain has a volume such that in Eq. (6.19), V;, is
the volume of cell i. The bar notation is used for the solution vector, U, flux vector, F', and
the source vector, S, in order to represent the cell average value. In this work an explicit-Euler
time-marching method is implemented such that in Eq. (6.19), Ul.”, is the average cell solution
in cell i, at the current time step and, Ui”“, is the average cell solution at the next time step.
Numerical fluxes, F}, are computed between each cell surface, A;, using the HLL flux function.
Finally, as previously mentioned as the source term can be stiff the numerical evaluation of the

source vector is done implicitly. For lower-order moment-based methods, the wavespeeds of the
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systems are known. Unfortunately for the surface-based PGM these can be shown to be quite
difficult to obtain in closed form. As such the flux Jacobian is constructed analytically where its

eigenvalues are numerically computed via means of algorithmic differentiation.



Chapter 7

Numerical Results

This chapter demonstrates the capabilities of the PGM by first presenting a space-homogeneous
case and it’s agreement with the known steady-state solution. The presented space-homogeneous
case is first presented with a simplified source term as presented in Section 4.3. A case without
evaporation is evaluated as to be compared with the exact kinetic solution in addition to the pre-
viously described log-diameter based PGM. Furthermore a space-homogeneous case with evapo-
ration is then considered in order to demonstrate the capabilities of the surface-base PGM. Finally
a three-dimensional case is presented for a "puft” of particles in order to observe the settling of

particles in three-dimensional space.

7.1 Space-Homogeneous Case

In order to validate the model, a simple space-homogeneous case is used to compare the re-
sults obtained from the PGM with the known solution obtained by solving the kinetic equa-
tions, Eq. (4.3), directly using a forth-order Runge-Kutta method in addition to also comparing
the results obtained with the original log-diameter based PGM. For this case, the initial con-
ditions are chosen to be described by a surface-area-based distribution function with moments
given in Table 7.1a. A cloud of particles has an initial downward (positive x in this case) ve-
locity that is far higher than the terminal velocity. The particle cloud therefore decelerates to
its steady state settling configuration. The particles are modelled as being droplets of water in
the medium of air such that the density of the particles and of the background are given by
pp = 1000kgm™, and py = 1.225kgm>, respectively. The dynamic viscosity of air is set as
ur =1.82x 10" kgm™"s7!, which corresponds to ambient air at 20 °C. This leads to source-term
parameters, y = 971641sm™2 and ¢, = 9.79ms2, for a simplified expressions in the source

term.

7.1.1 Space-Homogeneous Case Without Evaporation

Both the surface-weighted PGM and the original log-normal PGM are investigated. In order
to set initial conditions for the log-normal variant of the model, classical moments based on the

51
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Table 7.1: Initial conditions for space-homogeneous particle-settling case

(a) Surface-weighted moments (b) Traditional moments
Moment Initial value Moment Initial value
n 1 n 1
i 10ms™! Hi 10ms™!
Gij (1 m? S_2)5ij ®ij (1 m? S_Z)(Sij
o 5.6 X 107" m? l -8.11
¥, 0m?3s™! WYia Oms™!
P,  858x107“m? ¥4 0.113

T
£ 8]
B 7] —-= i, SW-PGM
o
2 == ., InD-PGM
=
- 6] — i, Exact
T0)
<
<
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Figure 7.1: Surface-weighted average particle velocity obtained from model and Lagrangian solver.

logarithm of particle diameter must be evaluated for the initial condition. The values obtained are
shown in Table 7.1b. These serve as the initial conditions for the log-normal PGM computation.

The results obtained from the simplified ODEs are compared to an implementation of the ki-
netic solver, as presented in Section 5. In Figure 7.1, one can observe that the model closely
follows the Lagrangian solution, while the variance shown in Figure 7.2, and the covariance,
Figure 7.3, overshoots the solution. Despite overshooting the transient solution all quantities re-
cover the exact steady-state solution. Looking at Figure 7.3, one can observe a positive covariance
during the time scale, which implies that smaller particles are decelerating faster than the larger
particles. This is due to the fact that the particles start with a large initial velocity of 10 ms™, as
such the larger particles take much longer to reach their terminal velocity whereas the smaller
particles are slowed down much faster due to their lower initial momentum. The variance of the
particle velocity can also be observed in Figure 7.2. Here, the variance, ¥, quickly increases as
the smaller particles slow down, indicating a strong coupling with the velocity. Furthermore, the
initial large positive variance in velocity indicates a strong coupling of the particles velocity with
respect to the average velocity. The variance is originally over predicted but finally relaxes to

the correct value. In addition the viewing the evolution of the moments, these moments can be
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Figure 7.2: Surface-weighted velocity variance obtained from model and Lagrangian solver.
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Figure 7.3: Surface-weighted velocity covariance obtained from model and Lagrangian solver.
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translated to the closure coefficients of the distribution function, this can in turn be mapped to
the predicted form of the distribution itself, Eq. (4.45).

Figure 7.4a illustrates the initial distribution, ¥, for the current space-homogeneous case. One
can observe the initial distribution presented in this figure takes the form of a multivariate Gaus-
sian without covariance, as per the initial conditions of this space-homogeneous case. The exact
steady-state solution has also been included for the polydisperse flow. The steady-state solution
takes the form of a line, such that each particle, depending on its surface, has a predetermined
terminal velocity. From the steady-state solution, Eq. (4.94), one can observe that particles with
a greater surface area arrive at a larger terminal velocity. Furthermore, at around ¢ = 1.0s, the
region where both the variance and covariance overshoot the solution the same effect can be
observed in the distribution function, Figure 7.4e. At this time the lower tail of the distribution
overshoots the steady-state solution but as time increases, the distribution fully collapse onto the
correct steady-state solution.

In addition to the evolution of the distribution function one can compare it to the previous
PGM model. Note that, in this case, it is difficult to have an analogous comparison to both models
since the probability density function for the PGM using surfaced-based statistics cannot admit
the same shape as the probability density function for log-normal diameter-based statistics. For
this simple space-homogeneous case the properties of the particles and the fluid medium remain
the same. Furthermore, a translation between surfaced-based moments of the PGM to their cor-
responding log-diameter based statistics of the previous PGM can be derived. The moments can
be obtained by evaluation of the moments of the diameter-based distribution, ¥p with the appro-

priate surface-based weighted statistics such that,

no = (s¥p) , (7.1)
o=mexp [2ug +2%¥4] , (7.2)
and
n¥ss = ((s = 0)*Fp) . (7:3)
Wy = 720 (exp [4%aal - 1) . (7.4)

In Eqgs. (7.1)—(7.3), the corresponding log-normal average particle diameter, i, can be related to
the average particle surface, o and the log-normal variance of the particle diameter, ¥;; can be
related to the variance of the particle surface, Ws,. Figures 7.1-7.3 also show the evolution of
the PGM using diameter-based statistics for the same initial conditions to those presented in the
surface-weighted PGM. The illustrated correct steady-state solution, Eq. (4.94), for the particles
given their initial conditions is also presented. In Figure 7.4b, one can notice that the initial
distribution, much like the surface-weighted PGM model, takes on a form of a Gaussian without
any covariance. The Gaussian for this case is stretched in the surface space as the expression
for the probability density function, #p, is a function of the log-normal of the particle diameter.

As time progresses the distribution takes on a curve such that it is never able to rest onto the
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Figure 7.4: Distribution function for a settling cloud of particles subjected to gravity, buoyancy, and Stokes
drag as compared to the correct terminal velocity line: surface-weighted PGM and original log-normal
PGM.
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steady-state solution. In its limit the set of coupled ODEs for the space-homogeneous case, using
log-diameter-based statistics settles along the log-diameter of the particles, Eq. (4.95). In certain
cases, namely in a mono-disperse flows or situations where the spread of particle size is relatively
small, the curved nature of the distribution, ¥p would only slightly impact the deviation from
the exact solution. Unfortunately, in more practical cases, as the log-diameter PGM is unable to
recover the settling of particles the relaxation parameter, 7g has to be tuned in order to obtain

results that follow closer to the known exact solution to the kinetic equations [5].

7.1.2 Space-Homogeneous Case With Evaporation

The following space-homogeneous case with evaporation has almost similar initial conditions
to the the space-homogeneous case without evaporation. In this case, the key difference is the
addition of particle evaporation. The use of an evaporation constant has for effect of altering the
source term vector, S. The evaporation constant, @, was selected in order to properly capture the

effect the evaporation rate has on the moments of the model. Over the time range of
t=1[0.0s-5.0s] (7.5)

setting the evaporation as
@=1x10"m?s7}, (7.6)

is such that particle evaporation is fast enough to be observed during the time interval, yet slow
enough that a significant amount of particles remain at the end of the 5.0 s interval. Much like
the previously shown space-homogeneous case the evolution of the moments can be plotted over
time. In addition to the moments related to the particle velocity, /i, Oy, ¥, the time evo-
lution of the previously time-invariant moments of the case without evaporation can also be
plotted. As this case has the added evaporation in the source term there is not the presence
of any time-invariant moments. In addition to the weighted moments that were shown in the
space-homogeneous case without evaporation, the non-weighted moments along with their re-
spective closure coefficients can also be plotted over time. Furthermore, the kinetic solver, as
presented in Section 5, can be leverage to compare the results obtained from PGM to the known
kinetic solution. To begin, Figure 7.5 very closely resemble the ones presented in the space-
homogeneous without evaporation. The main difference being that at approximately = 0.5s
the exist a noticeable bump that is present in both the particles variance of velocity and covari-
ance with respect to size. In the case without evaporation, Figures 7.2-7.3, the results are a lot less
spread out when compared to the case with evaporation. As the particles are slowly evaporating
away, such that the average particle size is decreasing, this has for effect of altering their velocity
due to the drag forces being proportional to the size of the particles. As such, one can notice
that the obtained moments, namely those obtained from the variance of velocity and covariance
of velocity with surface area, follow much closer to the exact kinetic equation. Comparing the
space-homogeneous case with evaporation to the one without, the average particle velocity both

follow the exact solution over its evolution to significant accuracy. What is gained in the case
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with evaporation are the moments, ©,, and ¥, following more closely the exact kinetic solution
during their evolution. The remaining moments, n, o and ¥, are directly related to the number
of particles in the system and their size. As these two factors are continuously changing in the
system due to evaporation affecting the size of the particles and the total number of particles in
the system as particles are “evaporating away”. It can be useful, similar to the other moments
obtained by the PGM, to then compare them to the kinetic solution obtained by the Lagrangian
solver. To begin, the number density of the particles in the system, Figure 7.5a, is decreasing
over the time interval. This is expected as all the particles, due to evaporation, have a decreasing
surface area. For particles with a very small surface area, this means they become even smaller at
which point they eventually become so small that they effectively disappear in the system. This
would explain the total number density of the particles in the system decreasing over the time
interval. One would expect that over a longer time interval this total number density would even-
tually reach zero such that all the particles in the system have evaporated away. The governing
equation for the rate of particle evaporation, Eq. (2.6) is directly proportional to the current area
of the particles such that the larger particles are more significantly affected by the rate of evapo-
ration than the smaller ones. This relationship explains the initial sharp decrease in the number
density of the particles in the system, then towards the end of the observed time interval when
only smaller particles are remaining in the system the particles in the system are evaporating at
a much slower rate. Additionally, as the particles surface area are constantly decreasing due to
evaporation it is expected that the average particle surface is also decreasing and can be shown to
very closely resemble the exact kinetic solution as shown in Figure 7.5c. What is more of interest
is the variance of the particles surface area, Wy,. This variance, representing the spread of the
particles surface area in the system is also decreasing. This property can also be explained by
the evaporation of the particles in the system. As per the initial conditions, the particles in the
system start with an initial range of surface area, W,. Such that the initial particle surface area is
a normal Gaussian distribution with average surface area, o with a variance of ¥,. As particles
in the system are evaporating away at a rate that is proportional to their size it is expected that
the distribution of this size does not remain constant. Moreover, one can notice a decrease in
variance of the particles surface area, Figure 7.5f. This decrease in variance indicates that the
particles surface area is more tightly coupled to its average surface area, 0. One can interpret
this decrease in variance of size in the following manner. During the evaporating process the
average surface area of all the particles in the system are decreasing but additionally the spread
of such particles becomes smaller, such that further along in the time interval the spread of par-
ticle surface area is much closer to the ever decreasing average area. These additional moments,
when compared to the exact kinetic solution follow very closely the evolution over the entire

time interval.
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Figure 7.6: Initial condition for a puff of polydisperse particles with an initial x-direction bulk velocity with
a cross wind in the y directions. Region where n > 1 x 10® particles/m? is visualized.

7.2 A Three-Dimensional Case

As a final demonstration case to show how the direct tracking of higher-order particle statistics
yields information that is often invisible to traditional methods, a puff of particles with initial ve-
locity moving and settling in a background cross wind is considered. The domain of this problem
is a cube with five-meter sides. The puff is initially positioned at (x, y, z) coordinates of (1 m, 1 m,
4m) and has a diameter of 0.5 m. The particles for this case are assumed to follow a log-normal
distribution of diameters. The original log-normal version of the PGM is considered first. Within
the initial sphere of particles, the particle number density is n = 29.6 x 10° particles/m>. The
mean surface area of the particles is o = 4.04 X 10~ m?, with variance, Wy, of 6.21 X 10712 m*.
The initial velocity is 3ms™! in the x direction with a variance of 0.1 ms™2 in all directions. All
covariances are initially zero. The background wind is 1 m s™! in the positive y direction. Particle
properties are chosen such that the initial value of 7g = 0.1s. This allows all relevant physical
processes to act on similar time scales. The initial condition is illustrated in Figure 7.6.

The domain is discretized using 4,096,000 cells, and time steps are limited by the maximum
wave speed within the domain at every step with a CFL number of 0.15.

For this case, results are visualized at r = 0.5s and t = 1s. Figure 7.7 shows the predicted

average particle diameter at these two times. Regions where the number density of particles is
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Figure 7.7: Particle size distribution. Region where n > 1 X 10° particles/m? is visualized.

larger than 1 X 10% particles/m> are visualized. One can clearly observe that the large particles
have kept their initial velocity for longer, as they are less affected by particle drag. They have
also been more heavily affected by gravity. This is why the larger particles have travelled farther
in the x direction and fallen further. The smaller particles decelerated due to drag much more
quickly and have a lower terminal velocity. They are also more strongly affected by the drag of
the background wind. These effects cause a cloud of smaller particles to remain higher in the
domain while translating more in the y direction due to the wind.

The importance of the covariance between particle sizes and velocities is shown in Figures 7.8
and 7.9. Figure 7.8 examines the bulk vertical velocity and its covariance with particle size. In the
left subfigures, one can clearly see that the particles that have fallen furthest have the most nega-
tive vertical velocity, obviously. More importantly, the right subfigures show that the covariance
between the vertical component of the velocity and the particle size is always negative and has
the highest magnitude in the particles that have fallen furthest. A negative covariance indicates
that particles with largest negative vertical velocities are more likely to be larger particles. Again,
this is entirely expected, however it is an effect that is not often directly considered by classical
models. It is expected that this information will lead to improved predictive capabilities for the
PGM models.

Figure 7.9 shows statistics related to the x-direction velocity. The left-hand subfigures show
the x component of the bulk velocity. One can see that, at + = 0.5s, the particles moving the
fastest in this direction have a velocity of about 3ms™!, which was the initial value. This is
because there is a group of larger particles that has not yet been significantly slowed by drag and
has travelled the largest distance in this direction. This is confirmed by examining the plots on
the right, which show the covariance between the x component of velocity and the particle size.
The positive value of this moment indicates that larger particles are more likely to have larger
positive x-direction velocities. One can also observer that, by # = 1s, drag forces have begun to
have more of an effect on particles of all sizes. The average x-direction velocities are decreasing,
as is the covariance.
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Figure 7.10: Particle size distribution as predicted by the log-normal and surface weighted versions of the
PGM. Region where n > 1 X 10° particles/m? is visualized.

7.2.1 Comparison with prediction of the surface-weighted PGM

As a final study, differences in the predicted solution for this problem provided by the original
log-normal PGM and the new surface-weighted PGM are explored. Figure 7.10 compares the
local particle-size distribution for this case as predicted by each model results are visualized at
t =0.5s and t = 1.5s. The left-hand subfigures were obtained from the log-normal PGM, which
the right-hand figures used the surface-weighted PGM. For this case, differences are surprisingly
minor. The exact shape of the region occupied by particles is slightly different and the distribution
of particle sizes is not quite identical, however results are very close. The similarity of the two
predictions is probably due to the fact that the variance in particle size is not overly large in this
case. It is expected that larger differences in predictions should be expected for polydisperse flows
that display a larger range of particle sizes.

7.3 Realizable States of the PGM and Numerical Difficulties

While the mathematics behind of the implementation of the PGM remains very similar from

the space-homogeneous case when compared to the three-dimensional case many numerically
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difficulties appear when the PGM is implemented in a higher-dimensional case. As previously
mentioned, one of the main difficulties in the PGM is the translation from moment variables to the
closure coefficients and vice versa. In the space-homogeneous case without evaporation this need
of translation is not a significant issue as the time invariant variables, 71, & and W, are such that
a translation between the moment variables and closures coefficients can be done trivially and to
high precision. Furthermore, numerical error that might appear during the computation of the
moment variables from the closure coefficient does not become an issue as the H function only
needs to be computed once at the start of the simulation. This also has for an added benefit that,
during the time interval, there are not any significant compounding numerical error generated
during the translation of moment variables to closure coefficients. On the other hand, in the three-
dimensional case this step, using the Newton-Raphson method to solve for the closure coeflicients
then using the obtained H function in conjunction with the scaled complementary error function
needs to be preformed at each time step for each cell in the domain. Even with the implementation
of the scaled complementary error function it is still possible that the computation predicts a non-
realizable state. As these calculations are preformed many times for situations with very refined
meshes, small numerical errors can propagate in the system and result in mathematical artifacts
or, more importantly, lead to a non-realizable state of the PGM. These non-realizable states often
result in numerical computation crashing and can be very difficult to manage due to complexity
of initial states that might eventually lead to non-realizable states such as those created due to
numerical underflow in computation of the moments. Some of these non-realizable states can be
obvious to spot but rather complex to fix. For instance, due to the physics of the problem and
the mathematical nature of the moments in the PGM it is mathematically impossible to obtain a
negative average surface and weighted average surface, o, . Furthermore, the variance of the
particles surface area, Wi, ¥ has to also always admit a positive value. Furthermore, it is also
self evident that the PGM cannot admit a negative number density, n and 7. While these values
can be very near zero and zero in its limit, it should be physically impossible to reach such states.
Unfortunately due to many compounding effects such as those previously mentioned, the PGM
without any check often arrives at these non-realizable states.

In order to improve the robustness of the implementation of the PGM in three-dimensions,
checks can be preformed to verify if the PGM has arrived at a non-realizable state. If a non-
realizable state has been detected in the domain that cell can be flagged and altered such that its
values are similar to the non-realizable values yet the cell would be now considered at a realizable
state of the PGM. A simple example of this would be if the number density is a small negative
number, as it is known the number density cannot be a negative number it is more-likely that
the “true value” of this state is either zero or near-zero. As such, altering the number density to
a small near-zero value would be a possible fix to this situation. While these states can be rather
trivial in most situations to check, correcting a non-realizable state can be significantly more
difficult to preform correctly without introducing additional error in evaulation of the moments.
The approach that was taken in this implementation works in the following manner. Initially at

each time step all the cells in the PGM are checked to see if they admit a non-realizable state. This
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check is preformed in two parts, the first part is used in-order to quickly check if the required
positive moments in the system are indeed positive. This is done rather simply by verifying if
the number density, and the surface related moments (7, &, ‘i‘ss) are above a set tolerance. If
such values are under a predefined tolerance its “true values” are assumed to be near-zero and
replaced with predetermined small value that is tuned to the problem. The second step of the
verification of the realizable state is a little more complex. In this stage the check preformed is
done in order to validate the full reliability of the PGM as per the conditions derived Section 3.4.
For the PGM to admit a realizable state it is critical that the obtained closure coefficients respect
the maximum-entropy state and as such the state of the PGM admit a set a hyperbolic PDEs. This
check is preformed in a expensive yet robust manner by verifying the eigenvalues of the PGM as
presented in Eq. (4.46). The eigenvalue decomposition is preformed on the closure coefficients of
the PGM in the following manner,

A=LAL", (7.7)

where A is the tensor of closure coefficients expressed as

Pxx Pxy Pxz 9zs
A= Axy Pyy Pyz 4zs (7.8)
Axz Pzy Pzz 9zs
Gxs Pzs Pzs Vss
The obtained eigenvalues are related to the principle stresses of the tensor in Eq. (4.46)
A =P Pyy Pzz fss] ) (7.9)

and must remain positive in order to ensure the hyperbolicity of the PGM. As such the eigen-
value decomposition, Eq. (7.7) is preformed on very cell and the obtained eigenvalues are then
compared to a set tolerance value that is again tuned to the problem in question. If a eigenvalue
is found to be less than the set tolerance is it replaced by a small, near zero value and the closure
coefficients are then reconstructed with the new eigenvalues, Eq. (7.7). This act of preforming an
eigenvalue decomposition then a reconstruction of the A matrix ensures that the corrected clo-
sure coefficients still closely resemble its state prior to the fix but now strictly contains positive

eigenvalues such that it respects the hyperbolicity of the PGM.
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Conclusions

8.1 Summary

This thesis presents the use of moment-based methods derived from kinetic theory of gases in
order to model polydisperse multiphase flows. The derivation and analysis of a new, surface-
weighted model for the efficient prediction of polydisperse multiphase flows is presented and
is compared to a previously constructed moment-based model used in order to describe poly-
disperse multiphase flows. These models belong to the family of Polydisperse Gaussian Models
(PGM). In the previous model, the logarithm of the particle diameter is used to differentiate par-
ticle sizes, while, in the currently proposed model, particle surface area is used. Regular and
surface-weighted velocity moments are presented and used. Both models lead to first-order bal-
ance laws and are shown to be robustly hyperbolic. The surface-weighted version of the PGM
is demonstrated to exactly recover the correct state for particles settling in a quiescent back-
ground. This is thought to be important for several practical problems, namely those present
in atmospheric dispersion of particles where the distance and location of the particles as they
settle in space is what these models are attempting to predict. However, the surface-weighted
version of the closure brings added complexity and numerical difficulties that are not present
in the original log-diameter version of the closure. Results obtained, in a space-homogeneous
case for both the previous diameter-based PGM and surface-weighted PGM are compared with
a kinetic solver. This case is used to illustrate the importance of using surface-based statistics in
order to accurately describe the recovery of the correct steady-state solution. Additionally, the
three-dimensional case of a settling puff of particles in a cross wind is shown in order to compare

both PGM variants to each other in order to investigate their similarities and differences.

8.2 Future Work

While the surface-based PGM shows a promising avenue in the PGM family of models much
work still needs to be done in order to build a robust and usable model. Namely, investigation
into the surface-based PGM has shown the numerical difficulties one might encounter when im-

plementing a new PGM model using strictly positive distinguishing variables. Many numerical
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properties of the diameter-based PGM such as the wavespeeds being known in closed form, and
the simpicity of conversion from the moments to the closure-coefficients do not carry over to the
surface-based PGM. This means many alternative techniques had to be applied to this new vari-
ant of the PGM. Theses techniques, such as using algorithmic differentiation in order to evaluate
the wavespeeds at each time step for each cell in the system becomes extremely costly as one
increases the number of cells in the simulation. Having to compute the wavespeeds, in addition
the Newton-Raphson method in order to convert from the moments to the closure-coeflicients
being preformed in each cell in the domain leaves much room for improvement.

This thesis only presented a narrow view into the possibility of the set of PGM type models
that can be constructed in order to be used for a wide range of various engineering applications.
As the need for new models grows the family of PGM can be expanded to cover a wide range
of problems. Most notability, the set distinguishing variables can be expanded to consider other
properties of the particles. These properties, can be altered to consider a range of different ap-
plications such as the particle electric change, the internal temperature, its radioactive charge or
viral load. In conjunction with expanding the set of distinguishing variables the source term can
also be modified in order to capture how these new distinguishing variables might change due to
physics that one might want to capture in the model. With all these factors combined the PGM
type of models becomes a strong modular modeling tool able to adjust to any new problem.
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