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Abstract

A particle resolved numerical simulation tool, based on the tensorial viscous
penalty method, that allows the resolution of the fluid-flow around the moving
particles was used to investigate both mono and bi-disperse fluid-particle flow
in a Couette configuration, aiming to study the flow, as well as to test, improve
and develop macroscopic models, notably leveraging the level of detail contained
in the resolved simulations.

A hybrid Eulerian-Lagrangian statistical approach to extract the statistics
of the fluid-particle flow is described. The fluid phase is taken into account by a
characteristic phase operator that notably allows for the derivation fluid-particle
interfacial transport terms. The particles are described by a probability density
function, and via the Liouville’s formalism, continuum transport equations of
the particle phase such as the particle fluctuating kinetic energy are derived. The
trailblazing aspect of such methodology is that long duration contacts between
particles are allowed. A methodology for the calculation of particle and fluid
statistics, as well as the calculation of the coupling terms, are described. In
addition, an original method for decomposing the particle-particle interaction
terms into source and flux terms are presented.

Mono disperse cases were studied and the effects of the inertia and particle
volume fraction were investigated. Several particle and fluid statistics, such as
the mean velocity and fluctuating kinetic energy are given and analyzed with
respect to the flow physics. Viscous dissipation as well as its spatial and tem-
poral scales are compared to the other relevant scales. Particle kinetic stress as
well as the third and fourth order particle velocity fluctuation correlations, are
analyzed and tested against available modeling. Relevant transport equations
of both the particle and the fluid phase are presented in the form of budgets,
highlighting local physical mechanisms, such as production, destruction, as well
as fluid-particle and particle-particle interactions. Fluid force modeling both
for an single and for an ensemble of particles is revisited. A correlation analysis
is performed to inquiry into the mean transverse force in the particle flow. In
addition, a Stochastic Langevin approach is used to model fluid force veloc-
ity fluctuation correlations, this formalism is tested against our data providing
interesting modeling insights.

Bi-dispersion is achieved with lighter and heavier particles with the same
diameter. An equivalent Stokes number for the bi-disperse flows are derived
and analyzed in the frame of our data. Particle-particle interaction terms are
separated into the global contribution of the heavier and the lighter phase, in the
fluctuating kinetic energy budget, then those terms are further separated into
source and flux terms. Next, an extension for the mean bi-disperse restitution
coeflicient is presented and then used to test against the momentum collisional
flux and kinetic stress source terms, yielding interesting results.

Keywords: particle resolved simulation, fluid-particle flow, Couette, fluid-
particle interaction, particle-particle interaction, particle kinetic stress, model-
ing, bi-disperse, Stokes number, budget analysis, stochastic, Langevin, drag-law,
fluid force velocity correlation modeling, collisional modeling, source and flux
terms, kinetic theory of granular flow.
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Introduction

Fluid-Particle flows occurs in many environmental and industrial applica-
tions. Pollutant dispersion, volcano eruptions and dust storms are examples of
those flows, such cases are illustrated in Figure [1] Gas-solid reactors (see Fig-
ure such as the fluidized beds, are widely used in the industry because of their
excellent mixing properties, which is favorable to promote chemical reactions.

()

Figure 1: Manifestations of fluid-particle flow (a) Pollutant dispersion. (b) Vol-
cano Eruption. (c) Dust Storm.

Fluidized beds are found, for example, in the petrochemical sector, for the
production of olefins or oil cracking [53]. In this type of application, the cata-
lyst particles are suspended into the flow to form a fluidized bed which improves
the exchanges between the phases, the temperature control, and therefore op-
timizes chemical reactions. The nuclear sector also uses fluidized beds for fuel
development or reactor core materials, such as for uranium fluorination [124] or
zirconium production.



Figure 2: Schematics of an industrial fluidized bed gas-solid reactor

Numerical simulation of fluidized beds has found a great interest in recent
years for several reasons. Primarily due to the economic and technological im-
portance and also because it is particularly difficult to perform local measure-
ments in fluid-particle flows. Numerical simulation allows for the possibility to
analyze local physical mechanisms, such as inter-particle and fluid-particle in-
teractions. The study and investigation of such phenomena is essential for the
scientific progress in the field and consequently to the advancement of industrial
reactors.

The numerical simulation of fluidized beds is complex due to the multi-scale
phenomena that takes place inside the reactor, such as: turbulent dispersion
of the particles, particle-particle interactions, wall-interactions, heat-transfer,
mass-transfer, chemical reactions, etc. Until very recently, two approaches co-
existed for the numerical simulation of fluidized beds: the Euler-Euler (or more
generally the n-Euler) approach [I03], also called the multi-fluid approach, and
the Euler-Lagrange approach [I16]. In these approaches, the fluid flow is mod-
eled by a RANS (Reynolds Averaged Numerical Simulation) or LES (Large Eddy
Simulation) approach [20,[77]. With respect to the n-Euler approach, the partic-
ulate flow is considered as a continuous phase, whereas for the Euler-Lagrange
approach, particle trajectories are tracked and calculated based on the solution
of the flow field, which may or may not be coupled to the particle equation of
motion.

An example of the numerical simulation of a gas-solid solid fluidized bed
reactor using n-Euler methodology is shown at the Figure (adapted from
[73]), it can be seen that the solution is continuous even in the maximum zoom,
depicted at the right hand side of the figure, where the mesh grid is visible.
This is suitable to industrial purposes, where generally average quantities and
transfer rates are used to design or numerically evaluate the performance of
a reactor at a reasonable CPU cost. In contrast, particle tracking methods,
offer more details with respect to the particle trajectories, with the downside of
being capable of handling a lower amount of particles, generally several orders
of magnitude lower than a real reactor, often due to memory limitations.
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Figure 3: Example of a gas-solid reactor simulation using n-Euler methodology,
depicting the continuous solution. Adapted from [73].

In order to improve and test the validity of the models present in n-FEuler
simulations, data related to local fluid and particle flow, specially at the particle
scale, with sufficient time and spacial resolution is needed.

A possibility to acquire data, is with experiments. Several methods are
available to for that purpose [19] [T08], [IT0], such as the techniques based on
electric and electromagnetic properties [128] , fiber-optics [43], acoustics [97],
single point lasers [I07], particle image velocimetry (PIV) [23], radioactive trac-
ers [72] and etc. Besides, despite the advancement in measurement techniques
however, fluid-particle flow velocity measurements are still challenging [31].

Another possibility to access such data with enough spatial and temporal
resolution for statistical purposes, is to perform numerical simulations capable
of resolving the fluid flow around the moving particles. In fact, until recently,
the computational cost to perform such computations was prohibitive, and the
numerical simulation of fluid-particle flow was restricted to n-Euler and Euler-
Lagrange techniques. With the progress in computational power, and with CPU
resources increasingly available, particle resolved simulations became possible.

Body-fitted approach [48], [49], lattice-Boltzmann method (LBM) [55} 56, 57]
and fictitious-domain method [I7}, 21] are examples of particle resolved methods.
A succinct discussion about those methods are given in the chapter [T}

Particularly within the category of the fictitious-domains, a method based on
the penalization of the viscous stress tensor is used to solve the fluid flow around
finite-sized moving particles [I2I]. In this method, Navier-Stokes is solved on
the whole domain, and fluid like-behavior is obtained where the penalization
is not applied, whereas particle-like characteristics, such as rigid body motion,
are obtained where the penalization is applied. On the Figure [ is shown an
example of the detail level of the solution around the particles, obtained using
the viscous penalty method.



Figure 4: Example of resolved fluid flow around the particles using the tensorial
viscous penalty method.

With respect to previous work using this code, we may cite the numerical
simulation of particles in isotropic turbulence [I3]. Drag force, as well as ther-
mal analysis of an array of motionless spheres [113] [114]. In addition to that,
an experiment realized by [23] was numerically simulated by [78], and several
statistics were compared against the experimental results. In fact, this code is
capable of performing numerical experiments with great precision.

As a result of the high level of detail in particle resolved simulations, a high
CPU cost is also needed, and for that reason, usually only small configurations
are numerically simulated. Besides, due to the great level of precision, this type
of simulation is sometimes referred to as a micro-scale simulation. This is in
contrast with n-Euler simulations that are referred as macro-scale simulations.

One might argue that emergent properties occurring in macro-scale are in
fact, the result of all the micro-scale interactions. The particle pressure for
instance, which is an emergent local property of the particles, is the result of
local inter-particle interactions. As a matter of fact, macro-scale simulations,
often rely on the modeling of those emergent properties, which can indeed be
achieved through the analysis of the micro-scale interactions.

Within the scope of this thesis, we aim to investigate the micro-scale simula-
tions in a Couette (shear-flow) configuration, using the tensorial viscous penalty
method based code, in order to test, develop and improve macro-scale models,
which are particularly useful either for the scientific progress itself and for in-
dustrial applications as well. The study in this manuscript is divided into mono
and bi-disperse configurations. Snapshots of those cases are depicted on the Fig-
ure [5] on the left a mono-disperse configuration and on the right a bi-disperse
configuration.

This manuscript is organized into four main chapters. In the first one, nu-
merical aspects of the code, as well as the description of the cases are presented.
In the second one, detailed computation of the statistics for both the fluid and
the particle phase are delved into. In chapter three, mono-disperse cases are
explored and in chapter four, bi-disperse cases are investigated.

First of all, in chapter [I, a brief discussion about the available numerical



(a) mono-disperse (b) bi-disperse

Figure 5: Snapshot of mono and bi-disperse fluid-particle flow in a Couette
configuration.

methods to perform particle resolved simulations of fluid-particle flows, as well
as a more detailed discussion of the tensorial viscous penalty method, are pre-
sented. Also, it is described how the code deals with near range repulsive forces
between the particles. In addition to that, both numerical and physical pa-
rameters related to the numerical simulations such as the domain size, number
of particles, fluid and particle densities, are given. Finally, details about the
procedures to run the simulations are discussed.

On chapter [2| details about how statistics are computed both for the fluid
and the particles are described. Statistics of the fluid phase are based upon a
characteristic phase operator, which particularly allows for the derivation of the
exchange terms associated to the fluid-particle interface occurring in the fluid
transport equations. For the particles, we describe a formalism based upon
the transport equation of a fine-grained probability density function related
to the particles. Moments of that equations are derived, yielding transport
equations such as the mean particle velocity and particle fluctuating kinetic
energy. Besides, the procedure for the computation of the fluid-particle exchange
terms is discussed as well as the link between the two previously presented
formalisms. Additionally, an original decomposition of the so-called collision
term, or the particle-particle interaction term, present in the particle transport
equations, into source and flux like terms, which can be associated with different
physical mechanisms.

With respect to chapter [3] the influence of several parameters on particle
statistics are investigated on the mono-disperse cases. Particle inertia for in-
stance, characterized through the Stokes number, was linked to an observed
macroscopic transition. Also, other parameters such as the mean fluid and par-
ticle velocities, as well as the velocity fluctuation correlations of second, third
and fourth order are analyzed and related to the physical phenomena. Moreover,
scales based on the fluid viscous dissipation are analyzed as a means to investi-
gate the results. Available modeling is also tested against the data and used to
comprehend the behavior of the simulation. In addition to that, macroscopic



transport equations, such as the mean-velocity equation, particle and fluid fluc-
tuating kinetic energy equation, are computed from our particle resolved simu-
lation and presented in the form of a budget, indeed highlighting local physics
related to fluid-particle and inter-particle interactions, as well as the so-called
kinetic terms, such as the diffusive or production terms. Fluid-particle force is
discussed both for a single and an ensemble of particles. Moreover, a stochastic
anisotropic impulse model based on the Langevin equation is investigated, and
used to model force velocity fluctuation correlations, yielding interesting results.

The bi-dispersion of the cases presented in chapter [f] are achieved by chang-
ing the particle density, resulting in a group of lighter and heavier particles.
Also, an equivalent bi-disperse Stokes number is derived, which permits to eval-
uate the overall particle mixture inertia. In this chapter, we mainly focus on the
particle-particle phenomena. With that in mind, budget analysis of the particle
fluctuating kinetic energy of both species are shown with the particle-particle
interaction term decomposed into a contribution due to the lighter particles and
another due to the heavier ones, which shines a light into the global mechanisms
of transfer from one particle species to the other. Furthermore, still related to
that, those terms are decomposed into the source and flux terms, which can
more precisely measure different effects related to the collision, such as dissipa-
tion, redistribution and production of fluctuating kinetic energy. Moreover, a
comparison of the resultant source and flux terms against available models is
performed. Related to that, an extension of the average restitution coefficient
taking into account the bi-dispersion is presented.

The pioneer aspect of this work, aside from the physical and mathematical
developments and inquiries, is that resolved simulations are used to quantita-
tively test and develop fluid-particle and particle-particle models in the frame
of the kinetic theory of granular flow, as well as to better comprehend both
microscopic and macroscopic phenomena related to the fluid-particle flow.
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1.1 Resolved methods for fluid particle flow

In this section we discuss about the available methods to resolve the fluid
flow around moderately dense fluid-particle flows. Specifically, we are interested
in the case where the fluid is incompressible ( V-u¢ = 0 ) and obeys the Newton
viscous law, which is governed by the Navier-Stokes equations.

Oug,; Oug,; Ops 0?ug;
: guki) o op : : 1.1
pf ( 6t + uf,] axj ) axi ,LLf 8$J2 + pS ( )

where pg, ug, pr, and S, stand respectively for the density, velocity, pressure
and a body force. In the next sections we succinctly discuss about available

numerical methods used for the mentioned purpose.

1.1.1 Body-fitted approach

The body-fitted approach is based on the mesh grids that only exists in the
fluid domain. An example of such mesh grid is depicted by Figure [I.1]

When the particles inclusions do not move, than mesh generation is only
created once. If the objects are free to move inside the flow field, then an
adaptive mesh has to be used [8], that is: the grid should take into account
the movement of the objects and the solution should be also be projected onto
the new mesh. Which can be very computational intensive, and consequently a
time-consuming task. A problem with such procedure is that the quality of the
solution is relatively sensitive to numerical set up of the parameters [9].
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Figure 1.1: Example of a body-fitted, non-structured mesh [65].

The approaches in which the mesh follows the particles in a Lagrangian
manner are called Arbitrary Lagrangian Eulerian (ALE). This approach has
been used to study some configurations, such as the Poiseuille flow of solid-
liquid particles [48] and sedimentation of spheres [49]. Further studies include
the simulation of 2D rigid particles in a viscous incompressible fluid in a bi-
periodic domain [65] and finally the analysis of the apparent viscosity in a 2D
configuration was analyzed using this technique [60].
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1.1.2 Lattice Boltzmann Method

The Lattice Boltzmann method (LBM) is a weakly compressible flow solver
based on the kinetic theory of gases and the evolution of a molecular distribu-
tion function on a lattice. The propagation of information among the lattices
involves a collision stage, where the related distribution function relaxes towards
the equilibrium in a given time-scale [66]. In other words, from simple and local
update rules based on molecule interactions, continuum flow quantities can be
obtained. The simplicity of implementation and the versatility of its formula-
tion has caused this methods to have a rapid expansion in usage among the
researchers [2].

Numerical simulation of fluid-particle flows with LBM can be achieved by
representing the particle boundaries as walls, over which molecular collisions (in
the frame of LBM) take place. The global resulting force applied by the fluid
onto the particle can then be calculated. This is then used to transport the
particles in a Lagrangian manner.

Several studies using LBM can be found in the literature, such as the first
investigations made by [55] [56] 57] and the simulation of ordered and random
arrays of flow past spheres studies [45],[46]. The drag, lift and moment coef-
ficients of differently shaped fixed single particles have been calculated in the
work of [47]. An inspection of the LBM method for DNS of solid-liquid suspen-
sions were done by [30]. More recently we note the work of [88] where a coupled
discrete element method is used to simulate fluid-particle flows. Also, numerical
simulation of particles in a channel has been studied by [33].

1.1.3 Fictitious Domain Methods

Fictitious domain methods provide a resolved simulation of particles freely
suspended in a flow while avoiding the challenges of body-fitted approaches.
In this method, a fixed computational mesh is specified for the whole domain,
including the volume occupied by the particles, the methods are set so that the
(fictitious) fluid defined inside each particle location mathematically responds
with particle like-behavior. In some methods, forces are applied to the body sur-
face (immersed boundary methods) or applied throughout the particle volume
(immersed body methods) to achieve particle motion behavior [21] 22], 28] [66].

One of the pioneer studies using the immersed boundary method were [81],
82], in which cardiac dynamics and the related blood flow are studied. The
distinguishing feature of that method is that the entire simulation was carried
out on a Cartesian grid, which did not conform to the geometry of the heart,
and a novel procedure was performed for imposing the effect of the immersed
boundary on the flow. [69]. In addition, we can cite the work of [61], [62], [63]
and [I17, [T18, 1T9] .

Another way to apply rigid body motion to a fictions domain is the tensorial
viscous penalty method [I7, [121], 123] in which the stress tensor is penalized to
impose solid behavior inside the particle volume. This method is the one used
in this thesis, and it is going to be further detailed in the next section.

11



1.2 Tensorial Viscous Penalty Method

The Tensorial Viscous Penalty Method, is based on the separation of the
fluid stresses into four different contributions, which was first proposed by [17].
First, we write the fluid stress tensor, assuming Newtonian behavior, as follows:

Oftij5 = *p(sij + AV - uf&j + QuDij (12)

Where A\ and p are respectively the compression and shearing viscosities.
The deformation rate stands for D;; = % (%7;*11 + %“Tf;f). The velocity gradient

can be decomposed into a symmetric (D;;) and a anti-symmetric part (A4;;).

an i 1 8Uf i 8Uf Vi 1 an i anj
- =3 } : = 1.

D;; Aij

Combining Eq. (1.3) with Eq. (1.2), we obtain:

Ous,;
ot = —POij + AV - ugdy; + 21 ( auﬂ - Aij) (1.4)
Lj

Which can thus be turned into the following form in Cartesian coordinates:

Oug,

—p+ AV - ug 0 0 2z 0 0
6]
of = 0 —p+ AV - ug 0 +r| O g—fy’y 0
0 0 —p+ AV - uy 0 0 Ous,»
0z
A
0 Oug,  Ougy 0 Ougr  Ougy  Oufe  Ougs
oy 0z oy ox 0z ox
+ C Qug,y 0 Qugy | Ougy  Ouge 0 Outy  Oug .
Dz 9z | oz Jy 2 By
Oug.  Ougz 0 Our,.  Ouge  Oupz  Oupy 0
ox oy O Oz dy 0z
=] r
(1.5)

Comparing Eq. (1.5) with Eq. (1.4), we note that the following equalities
must held: 2u = k = ¢ = 27 in order to describe the so called Newtonian fluid

behavior. Analyzing the terms of Eq. (|1.5]), we can identify:

e k stands for the elongation viscosity
e ( stands for the tearing viscosity

e 7 stands for the rotation viscosity
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Also, A can be seen as a dilation viscosity. Considering that, the decompo-
sition of the stress tensor can then be written with the four main contributions
as follows:

otij = (—=p + AV - wy) 05 + kA + (O — nl'y; (1.6)

The main advantage to write the stress tensor in this particular form is that
it eases the implementation of the penalization method. Actually, the stresses
can be independently imposed when acting on the different viscosities. [86].

In order to impose solid or fluid behavior, each mesh grid must be identified
as such (fluid or particle). A color function, is used to accomplish this task.
Figure [I.2] illustrates the color function. In this case, we note that the fluid
domain is characterized by C = 0, whereas C' = 1 is used to identify the
particles. As a matter of fact, solid behavior is obtained when > 1, Kk = 2n
and ¢ = 2n.

Figure 1.2: Color function C. C' = 1 for the particles and C' = 0 for the fluid
[121]

This method, although formally equivalent to the previous viscous penalty
methods in a continuous point of view [I25], in a discrete manner the approaches
are different [I3]. Indeed, a more accurate description of fluid-solid interface is
obtained when the method described in this section is used [121].

Concluding, the key point of the method, is that it permits to solve Navier
Stokes in the whole domain, including particle and fluid location, in fact, particle-
like behavior with rigid body motion occurs only where the penalized is ap-
plied. One can clearly see in Eq. (L.2)), that when the viscosity tends to infinity
(4 — 00), than the absolute values of D;; should vanish, so the stress tensor
can assume a finite value. Thus explaining why rigid body motion is achieved
when locally penalizing the viscosity, as |D;;| = 0 is characteristic of rigid body
motion. Naturally, where the penalization is not applied, fluid-like behavior
occurs.

1.2.1 Augmented Lagrangian Method

In order to solve the velocity-pressure coupling in with the tensorial vis-
cous penalty method presented in the last section, the Augmented Lagrangian
method is used. This method was first introduced by [37], and it consists in
solving an optimization problem with an Uzawa algorithm [120]. The adapted
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form of the algorithm [86], which takes into account the tensorial decomposition
described in the last section, is schematically described below:

Initial guess:

(0”5, LGy ™, LGs™*, LGy ™) = (uf,p", LGy", LGy", LGy")

While |V -u?¥| > € ; cycling over k (1.7)

Solve the system for: u}™*

*,k n n—1

9 (0 uit) = 9 [s (0) + @ (u) o ()]
T [LGQ*,kq L LGy R —l—L:Gél*’k*l}

Augmented Lagrangian iteration:
p*,k: — p*,k—l —rv.- u*,k:

LG, = LGy 1 — KA (u*’k)

LG;" =LG5" ' — (@ (u**)

LG," = LG*! — L (u**)

Solution:
(up P LGy LGy LG ) = (ufF,ph LGy ¥, LGy LG )

Where (u;‘ ’k, p*’k) are the velocity and pressure fields to be solved, and k is

an Augmented Lagrangian iterative index, and n is the index representing the
time, so (uf, p™) is the obtained solution at the time index n, and € is a numerical

threshold controlling the constraint. In the same way, (LGQ*’k, LG3**, LG4*’k)

are the tensorial viscous stresses, related to each viscosity to be solved.

The field S relates to the body forces, which may contain gravity and local
repulsion forces due to particle interaction, which are further detailed in the
section In the standard Augmented Lagrangian Method, a fixed parameter
ris used. As shown by [122], if the value of r is locally adapted, than the system
of equations should be locally correctly solved. On the other hand, if the value
of r is too high, than it act as a penalty term, inducing the numerical solution
to satisfy only the divergence free (V - us = 0) condition. When dealing with
multimaterial simulations, such as fluid-particle simulation, local properties,
such as density or viscosity, may vary depending on whether it is the particle or
a fluid mesh. Thus a single value of r parameter is not suitable for multimaterial
flows simulation.

A solution to this problem was proposed by [122], where the value of r =
r(M,t) locally depends on the space position M and the time ¢. This method is
called Adaptative Augmented Lagrangian. Within this methodology, the value
of r(M,t) is insured to be two or three orders of magnitude higher than the
most important term in the conservation equation. Thus insuring the solution
quality for all the phases.
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1.2.2 Mesh Grid

The spatial discretization scheme of the mesh grid is shown by Figure
below. In the center of the volume element, a pressure node is present. Velocity
nodes are found in the faces and viscosity nodes are found at the corners.

FanY S o
N L= A4

" viscosity
> - >

- velocity
o} > o}

. pressure

Figure 1.3: Mesh Grid

1.2.3 Particle Transport

The Lagrangian particle transport is accomplished by:

~n+l At

Xp T o= ox b5
ﬁ"+% _ ;un_l n—1
P 2P g

The estimated positions and velocities are then used to calculate the inter-
action forces between the particles, that in fact, depend on the relative velocity
and position of each pair of particles. The calculation of forces is detailed in
the section [1.3] Then, the calculated forces are projected as body forces into
the system of , specifically at the term S, where each concerned particles is
located. When the solution of the Augmented Lagrangian Method is achieved,
that is: (u”“, p”“), the velocity of the particles are interpolated to obtain a
unique rigid body motion velocity ug“ for each particle.

The actual particle velocity at the time index n 4+ 1/2 is calculated, to com-
pute the particle position at the time n + 1.

1 utl 4 u?
u't o= (1.8)
n+i
Xt = Xy AL (1.9)

Knowing the center of mass position of all the particles (xg“), the color
function can be actualized and the related values of density, viscosity and etc,
can be projected into the mesh grid, more details at [121].

In other IBM methods, the particle velocity is deduced from the resulting
force after the integration of the stresses into the particle boundary. The prob-
lem, is that due to the steep gradient of properties in the vicinity zone of the
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particle boundary, the quality of the solution may be undermined in these zones,
and so, it turns out that the resulting calculated force may not be very accu-
rate, and as a consequence the particle velocity may not be accurate as well.
This may threat the overall fluid-particle dynamics. Higher order spatial inter-
polation methods may be used to enhance the quality of the integration, but
this can be specially difficult when dealing with dense flows, where particles are
very close to each other. Also, such interpolation methods may be very CPU
intensive.

As opposed those other IBM methods, in the method used in this thesis,
the velocity of the particles is directly computed from the solution of Eq. .
Thus being free of the constraints of using the fluid solution in the particle
boundary. Which is a great advantage of the method used in this thesis.

1.2.4 Code Optimization

Investigating the performance of the code for the cases in this thesis, specially
when dealing with large simulations, it has been noticed that its performance
could be significantly improved. For instance, for the case M6, (described by
the Table and further studied in Chapter , the so called wall-time, which is
the time to complete one time step by the code was about 35.5s. From that, 8s
was used to solve Navier Stokes by the Lagrangian Augmented Method and the
rest to perform other tasks, such as the velocity interpolation and convection of
the particles. Those other tasks consuming about 27s.

Further analyzing the code, we profiled the most CPU intensive parts of the
code for those other tasks. We note that 20s were used to perform the particle
velocity interpolation and 7s to for the particle projection in the mesh.

Messaging Optimization

After a comprehensive scrutiny of the code into the velocity interpolation
part, it was noticed that the enormous amount of time into this part was due to
the colossal volume of message exchange among the processors. More precisely,
in a particular piece of code, the operation "MPISUM” (function to perform a
sum in parallel mode) were called a number of times N¢a)1s that was proportional
to the number of particles and processors, so:

3
Ncalls « Nparticles Nprocessors Nd (1 . 10)

where Ny is the dimension of the problem (3 for 3D). Thus, this problem
only appeared when performing large simulations with a lot of particles and
simulations with high parallelism, which were the case of all the simulations of
this thesis.

Inquiring the code structure, it was noticed that it was possible to reduce all
of the parallel operations into a single one (due to the linearity of the operation),
thus requiring only one message to be sent. After the modification, the time
needed to conclude this task was greatly improved, without any change in the
accuracy.
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Connectivity Mesh

The lack of performance in the projection of the particles was due to the
fact that the code was designed in a non-structured way, but in reality only
structured Cartesian meshes were used in the thesis.

In order to solve this problem a matrix linking non-structured points to a
structured grid was implemented. Thus permitting to easily perform operations
in a structured way. Greatly enhancing the code performance.

Global Improvement

With the previous optimization’s, the total wall-time to perform a time step
passed from 35.5s to 8.5s. The time needed to solve Navier-Stokes was unaltered,
since the solver was untouched. The other tasks however, evolved from 27.5s
to 0.5s per time-step iteration. From that gain, 89% was due to the messaging
optimization improvement.

This boost in the code performance allowed the simulation of otherwise non-
viable simulations in this thesis. In reality, the simulations performed in this
thesis were very costly and were in fact only possible due to those improvements.
It is also clear that the bigger the simulation, the higher the performance gain,
thus benefiting future users of the code.

1.3 Inter-particle Interaction

In this section, it is shown how inter-particle interaction is handled within
the code. First a dry collision model is detailed and then a lubrication model is
presented as well.

The time scale involved into the collision duration is generally several orders
of magnitude smaller than the other scales of the flow field, such as the hy-
drodynamic scale for example. Consequently, it is impractical to constraint the
time-step to collision related time scales. To tackle the problem, the collision
force is applied during several hydrodynamic based time-steps in a way that the
correct amount of momentum is transferred during the interaction between the
particles.

1.3.1 Soft-sphere model

The soft-sphere model, consisting in a mechanical system with a spring and
a dashpot, where the particles are allowed to overlap, is the one used to account
for particle-interactions. Figure shows the scheme of the model. Particle
a with mass m, and radius r,, and position x, collides with the particle b,
with the properties: my, rp, and x,. Also, d,, is the normal overlap between the
particles, and dn, /dt is the normal relative velocity between the particles.

The equation of motion for the particle a is given as follows:

?x, doy,
maW = Fb—)a = <_kn6n — ndt) Ngp (111)
where n,, = (xp — Xq)/|Xp — X4|. One can also note that the following

relation, involving the normal overlap, reads:
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Figure 1.4: Spring dashpot scheme for the particle-particle collision modeling.

0p = max (0,74 + 1y — |Xa — Xp]|) (1.12)

A similar equation of motion for the particle b can be easily developed,
observing the fact that F,,;, = —Fy_,. One can easily find that the values
of k,, and n,, should be the following:

72 +In?(eq)

= 1.1
kn Mef (N(.At)Q ( 3)
2 mey In(eq)
= - 1.14
n NAL (1.14)

where mey = (mymq)/(my + mg) and eq is the dry collision coefficient, and
should be comprised between 0 and 1. Zero corresponding for total inelastic
collision and one for a collision without energy loss.

The numerical value of e4 is previously defined in our simulations. The
choice of N, depends onto two factors: first, if N, is too small than, the applied
force could not be correctly integrated in time, due to a coarse discretization of
the force in time. If N, is too big, than the overlap between the particles may
be too big. One can easily show that for the case of perfectly elastic collisions
(eq = 1), the maximum overlap is:

UT-ONCAt
™

On,maz = (1.15)
where u,g = dd, /dt is the normal relative velocity at the instant of the im-
pact. Thus the maximal overlap is directly proportional to N.. Considering
that the time step is given by a CFL number: %Uf = 0.3, and that the hy-
drodynamic reference velocity is at the order of magnitude of the initial relative
velocity Ur = urg, and assuming that d,/Az = 12 than, we found that:
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Onmaz . 008N, (1.16)
dyp
It has been demonstrated that N, ranging from 5 to 10 is the optimal value
for the collision duration [I3]. And thus the value of N, = 8 is the one retained
in our simulations, which gives an estimation of 0y maz/dp ~ 0.06, which is a
reasonable amount of overlap in the simulation.

1.3.2 Lubrication correction

A combined soft-sphere model with an additional sub-grid force, to take
into account the non-resolved hydrodynamic interaction at a near distance were
proposed by [I5]. The idea behind the model is to add a body force to the
particles interacting at a given near distance, so that the force that the particles
undergo is exact.

The main advantage of the use of those combined models is that they do not
restrict the numerical simulations to extremely small time steps and mesh sizes.
As explained before, the soft-sphere model allow the use time-steps constrained
by hydrodynamic time-related scales, and not by extremely small collision re-
lated time scales. Analogously, the sub-grid force is added so the mesh size is
not restrictively small to capture the correct force emerging from the complex
interactions at a very near distance. One should take into account that those
simulations are already very costly in CPU hours. In that sense, strongly di-
minishing the time-step or the mesh size would totally make the simulations
unfeasible.

In order to take into account this non-resolved force in the code used in
this thesis [I4] has proposed a model that is described along the following lines.
Basically, a force given by Eq. , is activated in selected zones, to account
for the sub-grid correction.

Fir = 6t P (V) ~ A e (1.17)

Where u,, = dd,,/dt is the relative velocity, and e = 2|d|/d,, is the dimension-
less distance between them. And depending on whether the collision take place
between two particles, then Eq. should be used, further if the collision is
with the wall than, Eq. is the suitable one.

1 9

App (6) = v Elog (e) — 112510g (€) +0.995 + (¢) (1.18)
1 1 1

Apw (€) = - glog (e) — 2—1510g (€) +0.971 + (¢) (1.19)

Figure [I.5] shows how both the sub-grid model and the dry collision model
are activated together.

The lubrication force, is activated at €,; and varies continually as a function
of € until it reaches the value €;. From €; to € = 0 the lubrication force remains
with the calculated value of €;. After overlap, that is: from € = 0 to ez, the dry
collision model, explained at the last section, takes place and varies continually,
while lubrication force still maintains the computed value at €;. From e; and
further, only the dry collision model is used. More details can be found at [I4].
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Figure 1.5: Scheme of the force activation for the model proposed by [I4].



1.4 Mono and Bi-disperse Couette configuration

1.4.1 Mono-disperse

Monodiperse fluid-particle numerical simulations have been performed in 3D
Couette configuration in order to investigate fluid-particle and particle-particle
interactions. Figure [I.0] gives a schematic of the simulation case. The compu-
tation domain is a box of length H, = H, H, = H and H, = H/2. In the
stream-wise direction (z-direction) and span-wise (z-direction) periodic bound-
ary conditions are applied. In the y-direction (wall-normal direction) two mov-
ing walls with no-slip boundary conditions for the fluid phase take place. For
the particles, free-slip wall boundary condition is imposed.
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Figure 1.6: Schematic view of the simulation case: Couette configuration.

Six mono-dispersed cases have been performed. Table [I.]] gives the fluid,
particle and domain size properties and Table gives the simulation parame-
ters of the investigated cases. The parameters, V,, and IV, are respectively the
wall velocity and the total number of particles inside the domain. The bulk
Stokes number St ,, which characterizes particle inertia with respect to the
viscous forces, is defined as follows:

2V,
Stpb = o (1.20)
Where the particle response time is 7, = ppdg /18u¢. For all the mono-
disperse cases, the value is 7, = 0.526s. The bulk particle volume fraction

is given by app = (Npwd3/6)/H,H,H,. The particle diameter to mesh size
ratio is dp/Axz = 12, with Az = Ay = Az, and the time step is based on the
Courant—Friedrichs-Lewy number of CFL = 0.3.

The effects of particle inertia and particle volume fraction are respectively
analyzed by investigating the two sets of bulk Stokes number, St,, = {15,30}
and the three sets of particle bulk volume fraction ap,, = {5%, 15%, 30%}.
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Table 1.1: Fluid and particle material properties

particle diameter dy 6 mm
particle density Pp 1000 kg/m?
fluid density Pr 10 kg/m3
fluid viscosity r 3.8 mPa.s
domain dimension | H, = H, = 2H, = 20d, | 12 cm

Table 1.2: Physical parameters of the mono-disperse simulations

CASE Vw [E] Np Stp’b Qp b

S

M1 1.71 382 15 5%
M2 1.71 1146 15 15%
M3 1.71 2292 15 | 30%
M4 3.42 382 30 5%
M5 3.42 1146 | 30 15%
M6 3.42 2292 | 30 | 30%

1.4.2 Bi-disperse

Five cases have been performed in order to investigate bi-disperse fluid-
particle behavior at the 3D Couette case. Table gives the fluid, particle and
domain size properties and Table gives the simulation parameters of all the
cases. The particle diameter to mesh size ratio is d,/Axz = 8 (where d, = d, and
Az = Ay = Az) and the time step is based on the Courant—Friedrichs—Lewy
number of CFL = 0.3.

Table 1.3: Fluid and particle material properties

particle diameter dp = dqg 6 mm
p-particle density Pp 1000 kg/m?
g-particle density Pq 2000 kg/m3
fluid density Pt 10 kg/m?3
fluid viscosity g 3.8 mPa.s
domain dimension | H, = H, = 2H, = 20d,, | 12 cm

Table 1.4: Physical parameters of the bi-disperse simulations

CASE | V,, [%] Np Nq Stp7b Stq7b Qp b Qq.b
BO 0.85 256 | 256 7.5 15 3.3% | 3.3%
B1 1.71 381 | 76 15 30 5% 1%
B2 1.71 256 | 256 15 30 3.3% | 3.3%
B3 1.71 76 | 381 15 30 1% 5%
B4 3.42 256 | 256 30 60 3.3% | 3.3%

Using the values of Table it can be calculated that: 7, = 0.526s and
74 = 1.05s. The values of St,, and Stqp, given by Table are respectively
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the bulk Stokes number of the p-particles and g-particles, calculated as if they
were alone in the domain. It is shown in the chapter ] how to calculate an
equivalent bulk bi-disperse Stokes number (St;) taking into account the mixture
of particles. In fact, cases BO to B4 are organized from the least to highest
inertial case. This is further discussed in the bi-disperse chapter.

1.5 Simulation procedure

The procedures for the numerical simulations are as follows. At the initial
time step (¢ = 0 s), the particles are uniformly and randomly distributed inside
the domain without overlapping.

In this manuscript, it is focused on the steady-state particle statistics. And
due to that, it is important to establish when the steady-state is in fact reached.
For that purpose, the temporal evolution of the total kinetic energy of the
particles and the bulk collision frequency are measured. In fact, when the total
kinetic energy of the particles reaches a plateau and the collision frequency is
constant, statistical convergence is assumed for the purposes of this manuscript.
In fact, a posteriori tests showed that this is the case.

The temporal evolution of the total kinetic energy of the two classes of
particles, for the case B3 is given by Figure It can be seen that near the
end of the simulation, a constant value of the kinetic energy is established.
Clearly, the more simulation time, the better are the statistics, however, one
should bear in mind that the simulation cost is very high, and as such, a good
compromise between simulation cost and duration should be achieved. The
simulation times used in our simulations provided enough statistical realization
data for the purposes of this manuscript.
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Figure 1.7: Temporal evolution of the total kinetic energy of the particles for
the case B3.

Another important parameter to verify the steadiness of the particle flow,
is the bulk collision frequency, it can be measured by taking the derivative of
the cumulative number of contacts K inside the domain. Every time a particle

23



begins an interaction with another one, two contacts are formed, and conse-
quently summed to K. The relationship between the collision frequency f. and
the cumulative number is the following one:

_ 1dK
2 dt

The temporal evolution of K, for the case B3, is shown by Figure We
note a small transient time in the beginning of the simulation, followed by a

linear evolution of K. A linear fit of the data near the end of the time is shown
by a red dashed line.

fe (1.21)

-10*

Figure 1.8: Temporal evolution of the cumulative number of contacts K for the
case B3. The red dashed line is a linear fit near the end of the simulation time.
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Hybrid Eulerian-Lagrangian
statistical approach
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2.1 Introduction

In this section we present a hybrid statistical approach to analyze both the
fluid and particle phases [71, 130]. First we present general statistical prop-
erties related to the averaging process, and the notion of ensemble average of
a random variable is introduced. After that, the Eulerian formalism used to
obtain averaged equations of the fluid phase taking into account the interfacial
transfers, based on the so-called phase-operator, is shown.

The particle phase is described by a fine-grained probability density function,
and based on the Liouville’s formalism we originally show an approach that nat-
urally allows for particle interactions with any arbitrary duration, in this manner
the Bolztmann assumption of instantaneous collisions are not needed. In addi-
tion to that, we show the related transport equations of macroscopic variables
such as mean particle velocity and particle fluctuating kinetic energy. Next, we
show how to compute the fluid-particle transfers in both the Eulerian fluid frame
and the particle Lagrangian frame, and also the relationship between them. Fi-
nally, at the end of this chapter, we give an original method for computing the
source and flux terms of the particle-particle collisions contribution.

2.2 Average properties

The formulation of average quantities is related to the definition of the av-
erage operator (-), which must satisfy some properties. Those conditions are
usually referred as the Reynolds axioms [84]. Considering the random variables
 and ¥, the properties can be written as:

(H+Y) = (H)+(9) (2.1)
(at)y = a(H) ,if a = cte (2.2)

(a) = a ,if a = cte (2.3)
H)G) = (H)() (2.4)
<‘%ﬂ _ 9 %}? (2.5)

o))

) = a9

Also, it is common to separate into the mean and the fluctuation in the
following manner: S = () + ', with 7’ being the fluctuation. Using the
relationships and in such a decomposition, it directly follows that the
average of a fluctuating quantity is null: (J2”) =

A very useful average in fluid mechanics is the so-called ensemble average,
which is defined as follows:

N,
(A) = lim A2 (2.7)

N, — o0 —
Where N, is the number of identical macroscopic realizations which obey
the same statistical laws, but correspond to different local instantaneous values
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of the random values. In this case (") corresponds to the value of the ran-
dom variable of the realization r. In practice the sum presented by Eq. ,
under certain conditions, can be expressed in an equivalent integral form [70],
with spatial averages given by Eq. used in homogeneous configurations
and temporal integrals in the form of Eq. used in statistically stationary
systems.

. 1
() = Vh_r)noov V%dw (2.8)
t+At
() = Altlglooﬂ t Hdr (2.9)

In ergodic systems [84], both of those averages should yield the same results,
and can be indistinguishably used. Under that circumstance, a spatio-temporal
average, can be used. Such an average is given by Eq. (2.10).

t+At
() = lim lim lAit/ /%”dde (2.10)
¢ 1%

V—oo At—oo V'

In the following of this chapter more details related to the averages for the
fluid and the particle phase are given.
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2.3 Fluid-phase Eulerian averaging

2.3.1 Single phase equations

The transport equations in terms of single phase fluid flow, related to the
conservation of mass and momentum are respectively given by Egs. (2.11)) and
(12.19).

Ops | O (prus,y)

J
O (prugi) O (prusug;)  O0gj
: el — : i 2.12
ot T oa, oz; P9 (2.12)
Where o¢;; = —pgds; + Tr4; is the stress tensor, pr is the fluid pressure,

0;; is the Kronecker delta, and 7¢;; accounts for the viscous part of the tensor.

Besides, in the case of a Newtonian fluid, it is given by 7¢,; = 2ueD;j+ ¢ aau;,m 0ijs

with s and A¢ being the dynamic viscosity coefficients, and the deformation

tensor is given by D;; = % (%1;“ + a;;"j ) In addition, g;, is the acceleration of
5 i

gravity, which is not present in our simulations.

2.3.2 Multi-phase flow formalism

In this section we establish local and instantaneous equations for the fluid
phase, with constant density pg, taking into account the interfacial transfers
with other phases. In order to derive such equations, [5I], [50] and [29], a
characteristic phase operator x: is used, which is defined as follows:

1, if M is inside the fluid phase at the time ¢

xi(M, 1) = {0, otherwise (213)

Where M is an arbitrary point in space. This function is a 3D generalization
of the Heaviside function, and in the sense of distributions, this function has
the following properties:

Oxt Oxt

3 e 2.14

ot TWigy, =0 (2.14)
Oxs

o, 1p,0tp (2.15)

Where w is the local propagation velocity of the interface, n, is the unit
vector normal to the fluid-particle interface g, and pointing outward the par-
ticle phase, as depicted by Figure and dg, is the Dirac’s delta distribution
associated to the fluid particle interface.
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Figure 2.1: Normal unity vector n, at a given arbitrary point at the fluid-
particle interface.

In order to obtain a local and instantaneous equation for the mass conserva-
tion for the fluid phase that takes into account inter-facial transfers, the single
phase equation for mass conservation, Eq. , is multiplied by the phase
operator x¢, and combined with the properties of the phase operator, given by

Eqgs. (2.14) & (2.15)), which yields:

d (pexr) + 9 (prus jxt)
8t 8.Tj

= pr (ug,; — wj) np, ;0 (2.16)

In our case, since there is no mass transfer, the term on the right-hand side
of the equation above is null, and thus the fluid velocity at the fluid-particle
interface coincide with the propagation velocity of the interface.

Averaged fluid mass balance

Applying the ensemble average on Eq. (2.16)), gives:

9 (aepy) N 0 (aspilUs ;)

= 2.1

Where ar = (xz) is the fluid volume fraction. Additionally, we define the
phase average, consistent with our case with constant fluid density, as the ratio
of the ensemble averages in the following manner:

(= L X0 (2.18)

With this definition, the mean fluid velocity, present in Eq. (2.17)), is given
by: Ui = (uri)g

Averaged fluid momentum balance

Following a similar procedure, the averaged fluid equation of the mean fluid
velocity, taking into account interfacial transfers, is given as:
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O (aepeUsi) | O (aepeUiUsy)  — O(eely) | 0
B g = g+ gy (ol — anfiey)

+agpegi + Tp—ti (2.19)

Where P; = (p), is the mean pressure, Ry;; = <u§lu’f j> . is the Reynolds
stress tensor. Also, the term due to the interfacial momentum transfer is:

Iosti = — (08,ijnp,j06p) + (prug,i (ue; — wej) np,j08p) (2.20)

The second term on the right-hand side becomes null without mass transfer.
Regarding the right-hand side of the averaged mean fluid velocity balance, it
can be respectively found a term due to the mean pressure gradient, a term
resulting from the competition between the viscous stresses and the Reynolds
stresses, one term due to the body forces in the fluid and finally a term due to
the exchange of momentum via interaction with the particle interfaces.

Averaged fluid fluctuating kinetic energy balance

The averaged transport equation for the fluid fluctuating kinetic energy
ke = Ryg4i/2 is obtained in a similar manner, averaging the instantaneous
kinetic energy equation and subtracting from the mean kinetic energy equation,
which gives the equation below:

0 (agpsky) | O (cuptheUs 5) OUs; , £
) ppeRy gt it
ot + 8l’j CEPEL ij an of Tf’” 85Ej ¢
0 ragps
Toz, L2 Stiig + o (P ) — o <Tf',z‘j“1/°,i>f]
k
I (2.21)

On the right-hand side of the equation, the first term is related to the pro-
duction of fluctuating kinetic energy associated to the mean shear of the fluid
velocity, which is a term related to the transfer of mean to the fluctuating mo-
tion. The second term is the dissipation of k¢ due to internal fluid friction. Next,
on the second line, three diffusive terms are found, the first one is related to
the triple fluid velocity correlation, which represents the transport of fluctuant
kinetic energy by the velocity fluctuation, the second to the correlation between
the pressure and the velocity fluctuations, and finally a term related to viscous
diffusion. The last term is related to the exchange due to the interaction with
the particles, and it is given by:

1
I = — (ogi5uf M0 ) + <2PfUE,¢U£j (ug,j — wy) np,j5fp> (2.22)

Similarly to the other interfacial terms, only the first term on the right-hand
side of the equation above is non-null in our simulations.
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2.4 Particle-phase Lagrangian averaging

2.4.1 Probability density function approach

The strong analogy between the thermal motion of molecules and the random
motion of particles in turbulent two-phase flow has led several authors to use
the kinetic theory approach to describe the particle statistics and and derive
continuum equations for the dispersed phase [16], [71], [87], [129] and [102].

As already stated at the beginning of the chapter, generally in the kinetic
theory, the Boltzmann assumption of instantaneous collision is used. In this
section, we nonetheless describe an approach based on the Liouville’s formalism
that allows for particle-particle interaction with any arbitrary duration, and
could be extended to other interaction types such as electromagnetic ones.

Let f;, (cp,x,t) be a one particle probability density function, related to
an ensemble of particles with the same mass m, and diameter d,, such that
the expression given by the Eq. represents the probable mean number
of particles whose particle center x,(t) € [z, + dx[ and particle translational
velocity u(t) € [cp, cp + 0cp].

fp (cp, x,t) depdx (2.23)

The function f,, obeying the properties described above [87], can be written
as:

(r)
N, [Np

fo (ep @) = lim N% ; z::l 5 (cp — u(mn) (t)) 5 (;c - x;"ﬂ(t)) (2.24)

Where N, is the number of realization of the particulate flow and, Nér) is

the number of particles related to each realization. Also, ul(D"’T) (1), a:l([,n’r) (t) are
respectively the translational velocity and center position of a particle n, at a
time ¢, of the realization r. From the definition, it follows that the particle
number density np, or the number of particles per unit volume, can be found
by integrating f, over the velocity space, reads:

np(x,t) = /fp(cp,a:,t)dcp (2.25)

In the case of a mixture of two particle species differing by its mass, one
probability density function can be attributed to each particle species. With f,
for the particles of mass m, and f, for the ones with mass mg. In the following,
we describe the equations for the p-particles associated with the probability
density function f,. The same equations for the g-particles can be obtained in
a similar fashion.
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Let s# be a function attached to each particle, we denote the conditional
average according to the instantaneous particle properties with the following
notation:

(H)cp, x,t) = (K (up, Tp; t) [up(t) = cp, xp(t) = ) (2.26)
Which by definition [105]:

(%\cp,a:,t) fP (cp7wat) = (227)
N N
1 T P
1 P (r) _ () _ p(n,r)
g 2 | 20 A (w6 (e — (1) 6 (2 2 00)

Using the definitions given above, the mean value of J# is given as follows:

np () (x,t) = / (Hep, ,t) fp (cp, x, t) dey, (2.28)

Related to the p-particles, the most used statistical variables in this thesis
are given below:

Up.i <up7i> (2.29)
Rpij = (upup;) (2.30)
Spiik = (UpiUp Uy k) (2.31)
Qpijkt = (up, gup, jul, jus ) (2.32)

Where u;,i = up; — (Up,i), is the particle velocity fluctuation. The physical
meaning of such variables are discussed throughout the next chapters. Another
important variable is the particle fluctuating kinetic energy, and it is defined as
the trace of the particle kinetic stress tensor, divided by two:

Q= —g (2.33)

The transport equation of f;, is known as the Liouville equation, and can be
written in its most general form [87], [129] as:

oy, 0 i 0 [[duy B
T [ep,ifo] + der [< i |cp,a:,t> fp} =0 (2.34)

Substantially, the particle acceleration is a result of the effect of all the
various forces acting on the particle as written in Eq. . The first term
on the right-hand side is the force due to the interaction with the fluid phase.
The second and third terms are respectively associated with the total repulsive
force due to the ensemble of p-particles and g-particles. Finally, the fourth term
represents exterior forces acting through distance, such as gravity or electrical
forces, which are not present in our study.
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du
mPT: =Feop + I;)Frf—m + zq: Foop+Fpop (2.35)

Substituting Eq. into Eq., and rearranging the terms related to
the particle-particle interaction, and body forces on the right-hand side of the
equality, a common version of this equation can be found, where the effect of
the particle-particle interactions are written simply in the form %kou.

% i ) 0 ng)p’i 0 FBHp,i
ot + oz, [ep,ifp] + ey |:< My | Cp> fp] + ey [< mp lep ) fo

R oo __9 Faoopi
=~ oe <Z -~ Icp>fp iy KE@; e lcp ) fo] (2:36)

p'#p

af
Ttp ‘coll

In the frame of our bi-disperse simulations, see section [1.4.2] we consider
each class of particle having their own probability density transport equation.
In this way, Eq. (2.34), is written for the class of particles p, and the same
equation, but with the index q, is to be referred to the transport equation of
the class of particles q. Note that there is a coupling between both transport
equations due to the interaction forces from one class of particles to the other.

2.4.2 Moment equations

Assuming that ¢ is a function of the particle translational velocity, and
considering an ensemble of p-particles with the same given mass my,, the trans-
port equation, Eq. , can then be multiplied by # and integrated though
the velocity space, [18], to yield:

G (e () + 5 g, () Uy ) = =5 (g (7))

61& a$j
dup Vi &%ﬂ
: 2.
+np <mp i aup,j> (2.37)

Particle number density equation

Substituting ## = 1, the transport equation of the p-particle number density
np is written:

a1 (npmp) + 8-’1)7,

5 (npmpUy i) =0 (2.38)

Particle mean velocity equation

The transport equation of the mean p-particle velocity, can be obtained by
substituting ¢ = uy ;, which in combination with Eq. (2.35)) and Eq. (2.38), is
written:
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(9U i 8U R 8(n m R ,i')
NpMp ( 8lt) + Up,; 8:1;; ) = _% +np (Fispi) +1p (FBop.a)
+Cpp(mptip,i) + Coqmsp(mpup ;) (2.39)

Where, in accordance with Eq. , there are two particle-particle terms,
one due to the interaction p-particles and another due to the g-particles Cpp(mpup i) =
np (Foyp.i), and Cqosp(mpuyp ;) = np (Fqopi). Related to the fluid-particle in-
teraction term, we denote np (Fr—p;) = It—pi. The terms on the right-hand
side of the Eq. respectively represent: a kinetic momentum transport term
by velocity fluctuation, a fluid-particle interaction term, a body-force term and
the last two terms are the particle-particle interaction terms.

Particle kinetic stress equation

Substituting J# = up;up,;, and combining with Eq. (2.38)), Eq. (2.39) and
Eq. (2.35)), the transport equation of the particle kinetic stress, is written:

i pij \  _ 9 MpMpopij
ey ( ot P o, > Dar
oU, oU,
—npmy [Rp,ik axpkj — Lp jk (“)xp:
+1p (Fiosp,i [0k it 5 + Ot ])
+Cpmp(mpuy, juy, ;) + Camp(mpuy, s, ;)
+np <FBHPJ€ [5kyi“;>,j + 5k7ju;,z‘]> (2.40)
Where Cy,_sp(mpul, jul, ;) = np (Fyspk [0kt j + 0r jul, ;] ), and analo-
gously Cqyp(mpul, jul, ;) = np (Fyp.k [Ok,iu, ; + Ok juy, ;| ). On the right-hand

side of the equation above, it can be respectively found at each line: a kinetic
transport term by the velocity fluctuation, a production term by the mean
particle velocity shear, a fluid-particle interaction term, two particle-particle
interaction terms and a body force related term.

Particle fluctuating kinetic energy equation

The transport equation of the particle fluctuating kinetic energy can be
obtained by taking the trace of the particle kinetic stress equation:

mpul ul mpul ul
+7p <Ff—>p,iu{o,i> + Cpop( B )+ Cqop( N ) +np <FB—>p7iU£>7i> (2.41)

2 2

The terms on the right-hand side of this equation are similar to those of
the particle kinetic stress equation, since only a contraction of the indexes was

2
performed. Also, we denote the term fluid-particle n, <Ff_>p,iu;)7i> = H?ip.
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2.5 Computation of the statistics

2.5.1 Particle statistics

In order to compute the statistics, first the domain is divided into slices such
as the one depicted by Figure 2:2] due to the homogeneity in the zz plane in
our simulation, which is caused by the infinite domain in this plane due to the
periodic boundary conditions both in stream-wise and span-wise directions. The
slices are defined in such a way that the coordinate in the wall-normal direction
of the j-th slice is y;, and the thickness of each slice is AH. Considering
that, any particle whose center of mass obeys the following relationship y, €
ly; — AH/2,y; + AH/2] is considered inside the j-th slice.

8

Figure 2.2: Division of the computational domain into slices.

Furthermore, taking into consideration that the flow is statistically converged
in the time range t € [t;,tf]. A spatio-temporal cumulative function of a variable
€ is defined in the following manner:

CUMUL[ £ | = > H (2.42)

Yp€ly; —AH/2,y;+AH/2]
tE(ti ty]

This is in fact a cumulative sum whose particle centers are inside the slice
for all the realizations associated with the statistically converged time-steps.
Note that we assumed a ergodic hypothesis, which in practice is related to the
fact that both the spatial and temporal statistics produce the same result. The
average value of 7, which is a function only of the slice coordinate, is calculated
as follows:

CUMUL[ # |

<A > = EOMUL[ 1]

(2.43)

All of the fluctuating statistics can be easily calculated using non-fluctuating
statistics. For instance, the average of the velocity fluctuation product can be
written as:
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<ty ;> = < Upitipj > — < Upi >< Upj > (2.44)
The particle number density, n,, or the mean number of particle centers in
a given volume (slice volume in our case), is calculated as follows:

~ CUMUL[ 1]

" T N, H,H.AH (245)

Where N, is the number of time-steps between ¢; and ty. And H, and H,
are respectively the domain length and depth, given by Table

The choice of the slice thickness is based upon the following arguments:
In order to have a good converged statistical value, one has to have enough
statistical events, nonetheless our resolved simulations are very expensive in
CPU cost, and thus the number of statistical events are limited. In that sense,
the larger the size of the slice, the greater the number of statistical events. On
the other hand, to posses good spatial resolution in the wall normal direction,
that is, to be able to capture the gradients in the y-direction the resolution
should be small, and consequently the slice size should be small. For our cases,
we have found that ten to thirty divisions presented approximately the same
results.

2.5.2 Fluid statistics

To perform fluid statistics a similar procedure is used, the only difference
however is that the cumulation of a fluid variable ¢ is performed at a given
wall-normal coordinate, that coincides with the available position of the velocity
solution on the mesh grid, reads:

CUMUL{ ¢ ]= > ¢ (2.46)

Ytf=Ymesh
te [ti ﬁtf]

In fact, the function on the left-hand side of Eq. (2.46)), only depends on
that coordinate.
In order to perform phase averages in the fluid flow zone, the phase operator,

which can be expressed by means of the color function, as: ¢ =1 — C, is used
to compute the phase-average of a fluid variable ¢, as follows:

CUMUL¢[ ox |

< v >t = CUMULf[ Xt ]

(2.47)

This formula is related to the definition given by Eq. (2.18)). Details on the
computation of the interfacial terms of equations (2.19) and (2.21)) are given in
the next section.
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2.6 Computation of fluid-particle exchange terms

2.6.1 Fluid to Particle transfer

From the results of our resolved simulations, it is possible to compute the
individual acceleration, for each particle, at all time. Also, all forces related to
particle-particle interactions are also known in all time-steps, see section[I.3] In
our case no body forces are present. With that information, using Eq. ,
the fluid force applied at each particle at all time-steps can be computed as
follows:

du
Fip, = mpd—tp ~Y Fpop—> Foyp (2.48)

p'#p q

The fluid force applied to the particle could also be obtained by the integra-
tion of the fluid stress tensor in the whole surface of the particle whose center
belongs to the averaging volume. Note that, in such an integration, while the
surface of the particle may be slightly outside the averaging volume, the center
on the other hand, must be contained within the averaging volume. This is due
to the fact that even tough the forces are applied in the surface of the particle,
the resulting force is in fact applied in the center mass of the particle, which is
where all the other transported variables by the particle are defined.

Obtaining the fluid force by Eq. is however much more convenient,
since it avoids the need for numerical interpolation schemes near the surface of
the particle to compute the surface integral.

With these data from the fluid force for all particles, at all time-steps, the
computation of the transfer terms are then performed using Eq. Related
to the mean particle velocity and fluctuating kinetic energy equation, the trans-
fer of momentum from the fluid to particles and the source term of particle
fluctuating kinetic energy were denoted in the text as follows:

If_>p7i = nNp <Ff_>pvi> (249)
0P, = np (Fopau),) (2.50)

2.6.2 Particle to Fluid transfer

According to the section the interfacial momentum transfer to the
fluid phase, for our case, is given by the expression Ip_,;; = — (0:;np ;0fp)-
This average is directly related to the interfaces present in the fluid phase, and
not necessarily to the whole surface of a given particle. This is depicted in
Figure which indicates in thicker lines the surfaces upon with the average
in question is performed.
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Figure 2.3: Particles inside control volume used for averaging. Thicker lines
inside the control volume represent surfaces to be taken into account for the
interfacial transfer terms related to the control volume delimited by Ay.

The averaged momentum interfacial term can be calculated as:

Ny Np
1
<0'ij7’lp,j6fp> = Ft E E /S(n,r) afyijandS (251)
r=1 | n=1 in

Where N; is the number of simulation time-steps used in the averaging and
Si(: ") is the surface inside the associated control volume of the n-th particle,
for a given realization r, related to a simulation time-step. From Eq. , it
can be seen that, in the limiting case where all the particles are always inside
the averaging control volume, or in other words, the particle surfaces are never
outside the control volume, corresponding to the case of homogeneous flow, then
the equality rigorously holds true:

Ip%f,i = _If%p,i (252)

In slightly inhomogeneous flow, where the interfaces are roughly evenly dis-
tributed inside the control volume, in average the equality given by Eq. is
approximately true, since the surface integration from one particle may be com-
pensated by another particle in the control volume. For instance, in Figure [2.3]
the integration of surface related to particle p5 is approximately compensated by
the surface of particle py. Over several realizations, the results approximately
balances out.

On the most general case, the effect of partially included particles in the
control volume must be taken into account by the a correction term, which is
represented by the second term on the right-hand side of the equation below,
more details on [I30].

00t 14
Ip%f,i = _Ifﬁp,i + 8PTJZJ (2-53)
With respect to the interfacial term associated with the fluid fluctuating
kinetic energy l;;f = — <O'ijulf7inp’j5fp>7 the fluid fluctuating velocity in the
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surface of the particle intervenes in the average, which can be written as a
function of the center of mass, translational velocity of the particle u,, and its
rotation vector wy, reads:

up(a(t), 1) = up(t) +wp(t) X (@ (1) — (1)) ~Ur(@p(1),1)  (2.54)

uf

Where (@, — @p) is the vector pointing from the origin of the particle cen-
ter, x,, to a given point, &g, in its surface. Using Eq. (2.54), the average
<0'f7ijug"inp7j5fp> can then be written as:

(Otijutinp,i0tp) = (O6ijUp,inp,i0m) + (Upi — Uri) (01,j7p,501) (2.55)
+(0tij€imWp,k (Tp,1 — Tp 1) Np,0tp)
Where ¢;;; is the Levi-Civita tensor, used to the write the cross product

within the frame of the Einstein index notation. With respect to the first term
on the right-hand side, analogously to the term in Eq. (2.53)), can be written as:

/ q agpf,i
- <Uf,ijup,inp,j5fp> =—I +

et (2.56)

The last term of Eq. (2.55) is related to the rate of energy transfer to the
particle rotation due to the fluid interaction. To verify so, first consider the
torque applied by the fluid on a given particle, with surface Sp:

Tf—mi/ Eijk (Ttp,j — Tp,j) Ot paNp1dS (2.57)

1

And a source term, from the perspective of the particles, related to particle

rotation is: Yi,p, = np (Tpoiwp,i). Similarly to Eq. (2.53) & Eq. (2.56), it can
be shown that:

O0Zpt,i
8£EZ'

Finally, combining the equation above, the expression for the source term,
due to interfacial transfer, of the fluid fluctuating kinetic energy as follows:

—(0t,ij€ikiwp k (Tep,l — Tp,i) Np,0tp) = —Lep + (2.58)

k _ a4 By, i ‘%pf,ij
e = 17+ oz, + (Up,i = Uti) | —It—pi + Tz,
—Tip + 5;” (2.59)
K2

The first two terms on the right-hand side are related to the direct transfer of
fluctuating motion from one phase to the other, the third is related to fluctuating
motion produced by the mean relative motion between the phases and finally
the last one is due to the rate of energy transfer involved in the rotation. This
formula is an extension of the formula given by [106] to the case of finite-sized
particles.
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2.7 Decomposition of the collision term

In this section an original method for decomposing the particle-particle in-
teraction terms into source and flux terms is presented. Also, again, contrarily
to the kinetic theory of granular flow, we do not assume instantaneous colli-
sions, in fact, the method allows for contacts of long duration. Besides, it is a
general formulation that only assumes force interactions between the particles.
This formulation however has a correspondence with the kinetic theory formu-
lation of the collision term decomposition into a source and a collision flux term
[26], which is theoretically based upon the limited development of the so-called
collision integral in a Taylor series [I8]. The modeling aspects of it are further
explored in section

Notably in this section, the mathematical formalism related to the decom-
position of the particle-particle interaction term associated to the particle mean
velocity equation and those related to second order physics, particle kinetic
stress and particle fluctuating kinetic energy are presented. Furthermore, two
different methods for computing the terms are discussed.

The first one is more intuitive because it clearly separates the contributions of
source and flux terms respectively in relation to internal and external particle-
particle forces, while the second one is more consistent with respect to the
uniqueness of flux terms.

2.7.1 Internal and external force separation

Consider a given control volume V', associated to j-th slice in the form of
Figure centered in the y; coordinate and with thickness Ay, where two dif-
ferent species of particles, p and g, interact with each other throughout collision
forces, see Figure @ We denote 2, and ), respectively as the ensemble of
p-particles and g-particles whose center or mass are inside V. In addition 0§,
and 04 are respectively defined as the ensemble of p-particles and g-particles
such as that their center of mass are outside V' and are interacting with some
particle inside V. We denote also, 9Q} as the ensemble of 99, that are in the
top of V, and 99 the ones from 9, that are below V. A similar definition
can be made for the g-particles as well.

Ay
Yyt 5
Ay
Yi— =

Figure 2.4: Particles interacting in a given slice domain V.

40



First order

The total force per unit volume, acting on the ensemble of p-particles inside
V due to the g-particles, reads:

1
Coop (Mpupi) = np (Fyop,i) = v Z Fyop,i (2.60)
qeENGUIN
PE,

The sum presented on the right-hand side of Eq. (2.60]), may be separated
into two contributions, one due to the internal forces, and another one due to
the external forces :

% Z Fq%p,i Z Fq%p,z + Z Fq%p, (2-61)

qeENGUIN qEQ qEBQ
PEQp pEQ, peEQ,
internal forces external forces

The first term on the right-hand side of Eq. (2.61)), representing the internal
interacting forces, is denoted as:

1
Xap,i = v Z Foosp,i (2.62)

qeENq
pPEQ,

It directly follows from the definition above that xqp,i + Xpq,: = 0. Note that
in the particular case of the transfer from the same particle species to itself, it
gives Xpp,i = 0 0r Xqq,s = 0, as expected.

We denote the total force per unit area, acting on interior particles from
exterior particles, crossing the boundary in the upper part of the domain as

+ .
0y iy and in the lower part of the domain as 6_,; . They can be respectively

wrltten by Eq. ( - & Eq. (| -
Ay 1
0 <yj + 2> =5 Y Faon (2.63)

qEBQI
PEQ,

Yy’

_ Ay
Oy (yj > = Z Fypi (2.64)

qE&Q*
pEQp

It can be shown that contribution due to the exterior forces in Eq. (2.61)),
can be written as function of Eq. (2.63) & Eq. (2.64) as follows.

1 Al L Ay _ Ay
V Z Fq—)p,i = V |:9qp Yy <yJ + 2) - oqp,iy (yj - 7 (265)

qeONq
PEQD
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Combining Eq. (2.60) & Eq. & (2.62) & Eq. (2.65), and noting that
V = AAy, we obtain:

qup,iy

e (2.66)

Camp (mpupi) = np (Fgsp,i) = Xap,i +
In the equation above, it is assumed that the ratio of the upper minus the
bottom fluxes to the domain thickness can be assigned to the gradient of a

tensor fgp, iy. A discussion about the uniqueness of such a tensor is given in the
end of this section and in section [2.7.2] as well.

Second order

In order to make the decomposition of collision terms present in the transport
equation of the particle kinetic stress, Eq. and particle fluctuating kinetic
energy, Eq. , into source and flux related terms. We first consider the
identity below:

Np <Fq—>P7i“;,j> = np (Fasp,itip,j) = Mp (Fgop,i) (Up,j) (2.67)

The second term on the right-hand side of the equation above, can be directly
computed from Eq. . With respect to the first term on the right-hand side,
with the purpose of getting source and flux related terms. We separate it into
internal and external contributions as well:

1
np (Foosp,itlp,j) = v Z Fyospitip (2.68)

qENGUIN,
PEN,

1 1
Y Z Fyospitip,j + v Z Fyospitip
qeQq qeEIN,

PEQ, pEQ,

internal forces external forces

The first term of Eq. (2.68)) is defined as the second order hat source term:

. 1
Xap,ij = v Z Fysp,itp, (2.69)
en
peo,

A force applied to a given object multiplied to the velocity of such object can
be linked to a power transfer. In the equation above the terms are associated to
the rate of change of total particle energy due to internal particle interactions.

Moreover, similarly to the definitions of Eq. 2.63] and Eq. 2.64] we denote
the terms é;rp’ijy and é;p7ijy, as the terms associated to the power transfer from
exterior forces, respectively from the upper part and the lower part, that are
applied to internal particles as:
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A Ay 1
agp,ijy (yj + 2) — A Z Foop,itp,j (2.70)

qeony
pPEQ,
A Ay 1
Oap. iy <yj - 2> =7 2 Faspitp; (2.71)
qeN,
PEN,

Similarly to Eq. [2.65] the last term of Eq. 2.68] associated to the external
forces, can written as function of the two terms defined above as:

+ A _ N

1 iz (43 5) ~ Oainy (45— %)

v qe%;z Foopiup,j = Ay (2.72)
peQy

Combining Eq. (2.72)), (2.69) and (2.68)), and assuming the expression above

can be written as a gradient of a tensor, leads to:

. Abgp.ij
np (Faop,itp,j) = Xap,ij + $ (2.73)

In order to derive the transport terms related to force velocity fluctuation
correlations, we define the following variables based on hat variables:

Xap,ij = Xap,ij T Xap,ji p,iXap,j — Yp,iXap,i (2.74)

eqpyijy = gqp,ijy + eqp,jiy - Upyieqpyjy - Up,j‘gqpyiy (2'75)

Note for instance that, in the particular case of the contracted term of the
interaction of the p-species with itself, then xpp i = 2Xpp,ii, OF twice the internal
rate of energy dissipation through inelastic collisions.

Substituting Eq. (2.74), (2.75), (2.73)) and (2.66]) into (2.67) we obtain:

Cop (mpu;mu;’j) = Np <Fq%p,i“£>,j> +np <Fq%p,ju;>,i> (2.76)

Abgp ijy AU, ; AU, ;
= oAby g o TP 4 g TP
Xap,ij T Ay + Oqp,iy Ay + VUqp,jy Ay

source
transport production
In this manner the particle-particle interaction term, present in the transport
equation of the particle kinetic stress is decomposed in three main groups. Two
related to collision fluxes and one source term. Generally, those fluxes related
terms are more relevant when the particle flow is denser, which is the case of
our moderately dense simulations.
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The source term, is related to local dynamics, such as energy transfer from
one direction to another through particle-interaction or, as already mentioned,
to the energy dissipation due to inelastic collisions. The last identified group
in Eq. (2.76)), is the production of particle kinetic stress due to particle-particle
interactions. Note that while the kinetic production is associated to the prod-
uct of the particle kinetic stress and the mean particle velocity gradient, the
production by collision is the product of the collision flux times the mean ve-
locity gradient. According to the kinetic theory of granular flows, collisional
flux becomes more important than kinetic stress for dense particle flows : the
transport of momentum by particle interaction is dominant compared to that
by fluctuating velocity. Consequently, collisional production also becomes more
important than the one by kinetic stress for dense particle flows.

Discussion about the flux definition

Within the frame of continuous media assumption, such as continuous fluid
mechanics or even solid mechanics, the definitions of source and flux terms,
related to forces, are generally pretty straightforward. This is due to the fact
that several variables can be assigned to a given point in space, such as stress
tensor, velocity and etc. With that in mind, its trivial to, for instance, uniquely
assign a force (stress-tensor) to a surface and multiply it by a velocity if needed.

In our case however, since the particle sizes are comparable to the character-
istic size of the domain, as depicted by Figure[2:4] in order for particle-particle
interaction force to cross a given surface, the particles should be at different sides
of that given surface. In that manner, even though the force can be assigned to
a given surface, the positions and velocities of those particles are most likely as-
signed to other instantaneous positions. And from that peculiarity stems some
issues regarding the definitions of the fluxes just previously presented.

Concerning the flux of force per unit area given by Eq. [2.63] and Eq. [2.64]
there are two outcomes. The first, when we look into the flux related to a
given particle species with itself, such as p with itself, from the action-reaction

principle it results that: Ggp’iy (yj + %) = =00 (yj + %) and from that
equivalence a unique flux tensor can then be easily defined in a surface. The
second outcome is related to the interaction of different particle species. In

such case we have that F)a'p,iy (yj + %) #+ —Opiy (yj + %) The unequal

sign in this case is related to the fact that in the left-hand-side the expression
accounts for g-particles applying force to p-particles "from above” whereas in
the right-hand-side it is the opposite. A possible equality in this case is when
the indexes are inverted Oérp’iy (yj + %) = =00y (yj + %)

Related to the power transfer term from exterior forces, no obvious relation-
ships can be directly established between é(;),i iy and é;mjy, which is ultimately
linked to the fact that this term is mathematically constructed to be a force
from a particle q, coming from one side times the velocity of particle p, on
the other side, this specific constraint makes impractical to establish a precise
relationship between the terms.

In order to solve the issues discusses in this section, we propose an alternative
separation of the force terms which finally lead to a unique definition of the fluxes
that solves the problems discussed so-far. The method is further detailed in the
next section.
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2.7.2 Alternative method for the separation

Having in mind the problems related to the definition of the flux terms
exposed in the end of last section, here we propose an alternative method that
solves the exposed problems by cleverly separating the force terms in a way
that, despite the finite-size of the particles, results in well-defined and unique
flux terms definitions.

Moreover, the form of the terms presented in this alternative approach, are
equivalent to the form of the collision terms in the frame of the kinetic theory
for a mixture of two species of particles, which was given by [20], and also found
in [35].

First of all, the total force per unit volume acting on the ensemble of p-
particles inside V due to g-particles, see Eq. are instead separated as
follows:

N =

1 1 1
7 Z Fopi = v Z Fq%p,i"'v Z Foop,i

qENGUIN, qENGUIN, qEQq
pPE, pPE, pENLUIN,

source related

1|1 1
+§ V Z Fqﬂpyi - V Z Fq%p,i (2~77)

qEy qeEy
pPER, pEIN,

flux related

First order

The source term, related to the momentum equation is alternatively defined
as the first term on the right-hand side of Eq. This term represents the
sum of the forces acting on all particles belonging to an interacting pair of which
one or the other (or both) belong to the control volume.

111 1
Xap,i 21V Z Fopi+ v Z Foopi (2.78)
qeENGUIN qeQq
pPEQly pPEQLUON,

Regarding the flux related to the momentum ’crossing’ the surfaces in the
upper and lower boundaries, are alternatively defined as:
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Ay 11 1
agp,iy (yj+2) - 5124 Z Fﬁﬁp,i_z Z Fyop,i (2.79)

qeont qENq
PEQ, pE@Q;r
_ Ay 111 1
L (y_z) - 5124 Z Fqﬁpﬂ'_z Z Fyop,i| (2.80)
q€dn; q€Q
PED, peEO,

Note however in this case that since the fluxes are defined in a symmetrical
way due to the sum of two terms in the right-hand-side, it can be easily shown
that the following relationship holds true:

Ay Ay _ Ay
gqp,iy (y + 2) = Q;I_p,iy <y —+ 2) = 79qp,iy (y + 7 (281)

With those definitions, the following relationship can be rigorously written.

171 1 Abyp.i

5 V Z Fq*)pyi—v Z Fq%p,i = % (282)
q€8Q, A€y Y
pPEN, pEIQ,

Using the alternative definitions of xqp; and 0qp 5, given in this section,
Eq. (2.66]) holds true as well.
Second order

Similarly for second order relationships, the alternative definition for source
hat term is:

N 1]1 1
Xap,ij = 5 |7 Z Fypitp,j + v Z Fyop,itip,; (2.83)
qeENGUIN qeEQq
pefly pEQLUIN,

And for the alternative collision flux definition is written as follows:

A A 111 1
egp,ijy (y + 2) ~ 5124 Z Fyspitip,j — A Z Fyopiup,| (2.84)

anQ: Oleﬂq+
pPEQ, peaﬂp

o Ay 1)1 1
Oap.ijy (y - 2) ~751a Z Fyopitipj — A Z Fyopiup,i| (2.85)

qeN, qeEN
pPEQ, peEIQ,
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Using such definition, the collision flux éqp,ijy is also now uniquely defined
in a given surface, reads:

A Ay A Ay A Ay
+ _ _
eqp,ijy (y + 2 > - _aqp,ijy (y + 9 ) = Oqp,ijy (y + 9 (2.86)

Which permits to directly associate it with a function gradient, as follows:

Ab. i 1)1 1

i L1\ LS Pt~ X Fropang| 080
qeEN qeQy
PE, pPEIN,

It can be shown that using the definitions presented so far, Eq. (2.73) is
verified. And since it is the case, Eq. (2.74), (2.75) and (2.76)) remain consistent
as well.

Numerical comparison between the methods

Concerning the difference from both methods of decomposition. A posteriori
results have shown that they lead to very close results, but are not identical,
especially concerning the second-order collisional fluxes.

This is probably related to the fact that the complementary symmetrical re-
sults added in this alternative method are very close, in average, to the unilateral
results from the ”internal versus external” method.
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Mono-disperse Flow
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3.1 Introduction

In this chapter, six cases of mono-disperse fluid-particle flows are deeply
investigated. Material properties and numerical parameters of the simulations
are given in the section [[.4.1]

First, we show the macroscopic behavior of the particles, and notably the
transition observed related to the bulk Stokes number. We show important
parameters of the particle laden flow such as the particle number density, mean
velocities and fluctuating kinetic energies.

An investigation of the fluid phase and higher order moments such as the
Reynolds stresses, and the viscous dissipation effects in the domain are analyzed.
We study the scales of the pseudo turbulence in our cases, and its consequences
on the macroscopic behavior of the fluid-particle flow. Additionally we show a
budget of the fluid fluctuating kinetic energy, which depicts local phenomena
related to the transport of that variable.

The separate terms of the transport equation governing the velocity corre-
lations, given in section such as mean particle velocity, fluctuating kinetic
energy and kinetic stress tensor, are extracted from the simulations and pre-
sented as a budget of the corresponding equation.

Fluid force modeling both for a single and for an ensemble of particles is
revisited. A correlation analysis is performed to inquiry into the mean transverse
force in the particle flow. In addition, a Stochastic Langevin approach is used
to model fluid force velocity fluctuation correlations. This formalism is tested
against our data providing interesting modeling insights.

3.2 Macroscopic behavior

From Table we note that the cases are divided into two classes of bulk
Stokes number. Cases M1 to M3, have their bulk Stokes number equal to 15,
and the cases M4 to M6, have their bulk Stokes number equal to 30. Since, the
bulk Stokes number is a measure of the particle inertia, we may classify the first
group as the one with the smallest inertia, and the other one with relatively
higher inertia. It actually has a huge implication into the macroscopic behavior
of the fluid-particle flow. This is seen by Figure[3.I]and [3.2] where instantaneous
snapshots of the mono-disperse cases, at the converged steady-state, are shown.

Interestingly, cases with the smaller inertia show an accumulation of the par-
ticles near the centre of the domain. Whereas the group with higher inertia tend
to accumulate more towards the wall. Thus exhibiting a transition depending
on the bulk Stokes number. Therefore, we assume that there must be a range
of bulk Stokes number where the transition must lie.

15 < Stb,transition <30 (31)
A similar transition is also observed for the bi-disperse simulations in chap-

ter [d] where an appropriate definition of the Stokes number for bi-disperse cases
yields transitional values contained in the same range as shown above.
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ey r
e R e

Figure 3.1: Front view of instantaneous snapshots of the particles. The contours
represent the magnitude of the fluid velocity. Cases M1 to M3 correspond to
St, = 15 and cases M4 to M6 to St, = 30.

(d) M4 (e) M5 (f) M6

Figure 3.2: 3D view of instantaneous snapshots of the particles. The contours
represent the magnitude of the fluid velocity. Cases M1 to M3 correspond to
St, = 15 and cases M4 to M6 to St, = 30.
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3.2.1 Particle number density

The particle number density, n,, defined by Eq. is a way of character-
izing the accumulation of particles seen in the snapshots presented before. The
values of n, for all the mono-disperse cases are shown by Figure @ The values
are normalized by ny 3, which is the ratio of the total number of particles in the
domain to the total domain volume to the the total domain volume.

For the cases with lower inertia, M1 to M3, the particle number density
profiles on Figure a) shows that the maximum particle density number is
located at the centre of the domain. Whereas the for the cases M4 to M6, a min-
imum is observed at the centre. Interestingly, all of the cases on Figure. b)
approximately follow the same curve.
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(a) (b)

Figure 3.3: Particle number density.

Another commonly used variable is the particle volume fraction. It can be
calculated as follows:

ap = npmds /6 (3.2)

Figure @ shows the values of «, for all the cases. We see that the cases
can reach dense particle packing, up to 37% for the case M3 on the Fig. [3.4{a).
And up to 48%, at Figure [3.4(b), near the walls for the case M6.

The complete change in macroscopic behavior from the cases with St, = 15
to St = 30 where the profiles of ny, change from concave to convex, is
investigated in the following sections. Specially in section [3.5 where terms of
the transport equations, given at the section [2.4] are measured, giving insights
in local physics.
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Figure 3.4: Particle volume fraction.

3.2.2 Fluid and particle mean velocities

—

Instantaneous snapshots of the flow field are given by Figure 3.5 Similar to

M4 to M6.

(c) M3

(f) M6

Figure 3.5: Instantaneous stream-wise fluid velocity.

contour plots, ten discrete shades/colors are used for better visualization. We
note that the flow is relatively more ordered for cases M1 to M3 compared to



Mean particle and fluid velocity in the stream-wise direction calculated ac-
cording to the procedures described in the section for the cases M1 to M3
are shown by Figure 3.6} We note that mean particle and fluid velocities are
very close. It can be seen that the particle velocity does not attain, in average,
more than sixty percent of the wall velocity. Also, we note that the stream-wise
velocity is almost linear near the centre of the domain coinciding with the region
of maximum particle volume fraction as depicted by Figure a).

Regarding the cases M4 to M6, the values are given by Figure All
those three cases show an approximately linear mean velocity gradient across
the whole domain. Fluid and particle mean velocities are very close as well.
Also, all three cases seem to fall into the same normalized velocity profile. The
only difference being the deviation near the wall for the case M6.

The other components of mean velocity in the wall-normal and span-wise
directions, not shown, are null both for the fluid and the particles.
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Figure 3.6: Fluid and particle stream-wise velocity for the cases M1, M2 and
M3 for (a) all domain (b) zoom on the core of the flow.
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Based on the macroscopic relative velocity V, = U, — Uy, the particle
Reynolds number Re, = |V, |d,/v; can be evaluated. The values for all the
cases are given by Figure 3.8 where we can observe that the particle Reynolds
number are relatively small for all the cases.
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Figure 3.8: Particle Reynolds number.

54



3.2.3 Fluid and particle fluctuating kinetic energies

Cases M1 to M6 were previously numerically simulated without particles,
and yielded no fluid fluctuating motion. As pointed out by [64], the planar
Couette flow is linearly stable for all the single phase Reynolds numbers [89].
In mono-disperse cases the main cause of the fluid fluctuating motion is the
interaction with the particles. This is further detailed and explored in sec-
tion notably in the budget of the transport equation of the fluid fluctuating
kinetic energy, where it will be shown that the dominant effect producing fluid
fluctuating kinetic energy is the interaction with the particles. Moreover, the
characteristic length and time-scales of such fluctuations are investigated as well.

As opposed to pure single phase turbulence, the fluctuating motion of the
fluid in our case is called pseudo-turbulence [68], because it is due feed-back
loop between both phases.

Figure [3.9| shows the magnitude of the particle fluctuating kinetic energy ¢2
alongside to the fluid fluctuating kinetic energy k¢, in a logarithmic scale, for
visualization sake. On the left hand side, from top to bottom, cases M1 to M3
are shown, and on the right hand side, also from top to bottom, cases M4 to M6.
The cases with smaller inertia show a minimum on the centre of the domain,
whereas the cases with higher inertia a maximum is found at the centre.

Interestingly, comparing Figures[3.9]and [3.3] it can be seen that the regions
of maximum velocity variance locally coexists with the regions of minimum
particle number density and vice-versa. This phenomenon is similar to what [4]
have observed and it will be further detailed in section [3.5

Regarding the regions near the walls for the cases with lower inertia M1 to M3
we note that augmenting the particle volume fraction tend to bring both values
closer with the values closer in the limiting case of higher o, at Figure (e).
This is probably related to the fact that higher particle volume fraction tends to
exert more influence on the fluid motion thus equalizing more its values. Near
the centre, a non-trivial relationship is observed.

With respect to the cases with high inertia, a larger gap between particle
and fluid velocity variance is observed specially near the centre of the domain.

The ratio of the fluctuating kinetic energies, qg kg, for all the mono-disperse
cases are given as a function of the particle volume fraction by Figure The
values are taken at the centre of the core flow. We note that the fluctuating
kinetic energy of the particles are larger than that of the fluid for all the cases.
That is different from the gravity driven flows in [23], [78] and [3], where the
fluid fluctuations are larger than those of the particles.

This is due to the fact that the mechanisms of fluctuating motion creation are
different in both cases. Generally, in gravity driven flows as the particles falls, a
considerable amount of mean slip occurs between the phases, and substantially
the difference in mean motion creates large scale fluctuations that retroactively
entrain the particle agitation.

In our configuration, the fluid fluctuations are mainly created by the inter-
action with the fluctuating motion of the particles that are produced by the
mean particle velocity shear, analysis of the transport equations both for the
fluid and for the particles in the section Besides, as will be explained in
section [3.3:4] for our cases, the scales of the fluid fluctuation are much smaller
than the particle diameter, hence not directly entraining the particle fluctuating
motion due to the scale separation.
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Figure 3.9: Comparison of the particle fluctuating kinetic energy and the fluid
fluctuating kinetic energy, for the cases (a) M1, (b) M4, (c) M2, (d) M5, (e) M3

and (f) M6.
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3.3 Fluid statistics and higher order moments

In this section we analyze relevant fluid statistics. Details on the computa-
tion of the statistical variables are given in the section [2.5.2

3.3.1 Pressure

Mean fluid pressure P for all the cases are shown by Figure .11} In the
figure, the mean value is superposed with a fitting curve on the centre of the
core flow. The pressure is fitted by a polynomial of second order. Similar curves
are found for the other cases. The data shows that the fluid pressure is higher
in the regions of larger particle volume fraction.

This procedure of interpolation is performed for all the cases, and the quadratic
coeflicient of the interpolation for all the cases are given in Table As ex-
pected negative coeflicients are found for the cases with low inertia and the
opposite for the other cases. Indicating a negative slope of the pressure gradi-
ent for the cases M1 to M3 and a positive one for cases M4 to M6.

For the cases with small inertia, the gradients show an inverse relationship
with the particle volume fraction meaning that higher volume fractions give
smaller gradients. On another hand, the opposite is found for the cases with
higher inertia where higher volume fractions actually have larger gradients.

Table 3.1: Quadratic fit coefficient: az?.

Case | M1 M2 | M3 | M4 | M5 | M6

a -27.1 | -15.1 | -7.5 | 65.1 | 92.2 | 97.2

It will be shown in section [3.6] that the magnitude of the forces generated by
those gradients in the particles are negligible when comparing other dominant

forces in the particle-laden flow.

1 0P, Fi

2 < ‘<f_’pvy>‘ (3.3)
My
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3.3.2 Reynolds stresses

The Reynolds stress defined as the tensor Rf;; = <u§zu§ j> is a perti-
nent statistical variable related to fluid fluctuating motion. In fact, diagonal
components are related to the variance or fluctuating motion in the principal
direction while off-diagonal components are related to the shear. According
o [84], those stresses play a crucial role in the equations for the mean fluid
velocity field. In fact, those terms appear as apparent stresses in the momen-
tum balance of the mean fluid velocity. Pope, also states that while viscous
stresses ultimately come from momentum transfer at the molecular level, the
Reynolds stresses stems from the momentum transfer by the fluctuating velocity
field. The Reynolds stresses also appear in the transport equation of the fluid
fluctuant kinetic energy, see section [2.3

Diagonal components of the Reynolds stress tensor are given by Figure|3.12
For sake of comparison and visualization, the figures are given in a semi-log
scale with the same limits. For all the cases, we note that Ry, is the larger
one among the diagonal components while the the other directions are closer
together and smaller. Analogously to the results by Figure a convex shape
is found for the cases with smaller inertia and a concave shape for the cases
with higher inertia.

A way of measuring the difference between the diagonal components is the
Reynolds stress anisotropy tensor given by Eq. . The closer this components
are to zero, the closer the system is to an isotropic state.

Reij
afi5 = gf]’gj _6ij (34)
3Rt

Values of the anisotropy tensor ag g, are given in Table Values are
given on the centre of the core flow. We note that the values of the cases with
small inertia augment little with the particle volume fraction, and are close
to one, meaning that the diagonal Reynolds stress related to the stream-wise
direction is approximately one hundred percent larger than the average diagonal
components, thus meaning a huge anisotropy for those cases.

Concerning the cases with high inertia the anisotropy coefficient shown in
Table We observe that the values are smaller in comparison and diminish
with the augmentation of the particle volume fraction.

Table 3.2: Anisotropy of the Reynolds Stress at the centre of the domain.

Case | M1 | M2 | M3 | M4 | M5 | M6

afze | 1.04 | 1.06 | 1.10 | 0.77 | 0.54 | 0.33
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Regarding the shear kinetic stresses, the only non-null, non diagonal term,
is the component Ry .,. In fact, this is related to the fact that the only rele-
vant mean shear is the one in the stream-wise direction across the wall normal
direction 9Us,/dy. From Figure we note that the shear kinetic stresses
in the centre of the core flow increases with the particle volume fraction for a
given bulk Stokes number.
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Figure 3.13: Shear kinetic stress Ry, g, for the cases.

3.3.3 Viscous dissipation

In the transport equation of the average fluid kinetic energy and fluid fluctu-
ating kinetic energy, the dissipation terms are important terms to characterize
the dissipation rate of fluid energy due to internal fluid friction. For a Newtonian
fluid, the dissipation of the average fluid kinetic energy ey and the fluctuating
kinetic energy ¢ are given by:

_ (9’&“ anVj 8Uf7i
o= <Vf<590j - 3%) Ox; >f (35)
3u}7i 8u}’j 3u}7i
© T <Vf(3l‘j * 3%') Ox; >f (36)
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The values for both the dissipation of the mean fluid kinetic energy and
the fluid fluctuating kinetic energy are given by Figure The values are
multiplied by H?/(V,2v;) for normalization sake.

With respect to both ey and e, for the cases with high inertia, we observe
a direct relationship of the particle volume fraction and the dissipation at the
centre on the core flow that is the higher the particle concentration the larger is
the viscous dissipation in that zone. For the cases with low inertia a non linear
relationship is observed with the particle volume fraction, with a minimum of
dissipation for M2 in the centre.
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Figure 3.14: Viscous dissipation of the (a) average fluid kinetic energy and
(b) fluctuating kinetic energy.

Instantaneous snapshots of the viscous dissipation of the fluid kinetic energy,
with a logarithmic scaling are given by Figure[3.15] For values refer to the graphs
on Figure ). Figures on the top are related to the cases accumulating
near the centre, and on the bottom related to particles more near the walls (see
Figure . It can be seen that the accumulation of particles near the centre
for cases M1 to M3 creates a zone of small viscous dissipation inside the particle
“cocoon”. For the cases M4 to M6, we note a more even distribution of the
viscous dissipation across the plane.

For those cases with higher inertia particles are able to give enough energy in
a given rate to the fluid to sustain fluid dissipation and agitation of both phases,
thus having a more active behavior, creating an ignited state, whereas for the
cases with lower inertia, particles do not attain the required energy state levels,
and are more likely to be shut down by the fluid. In fact, by being quenched by
the fluid they do have enough collisions and consequently do not create enough
particle pressure to repel each other, causing them to collapse near the centre,
this is further explored in section [3.5
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(d) (e) ()

Figure 3.15: Snapshot of the instantaneous viscous dissipation in logarithm
scale. Red color represents maximum dissipation and blue color minimum dis-
sipation. (a) M1, (b) M2, (c) M3, (d) M4, (e) M5 and (f) M6.

3.3.4 Scales of the pseudo-turbulence

From the viscous dissipation of the fluctuant kinetic energy e and fluid fluc-
tuant kinetic energy kg it is possible to establish a characteristic length: I, and
time scale: 7, of the pseudo-turbulence, as follows:

1372
I, = fe (3.7)
k
T = — (3.8)

€

First of all, Figure a) compares the characteristic length scale of the
pseudo-turbulence to the diameter of the particles. We note that for all the
cases the particle diameter is much larger than the characteristic length scale
of the fluid fluctuations and this is more pronounced for the cases with higher
inertia.

Another parameter of interest is to quantify the relationship of the char-
acteristic length scale of the fluctuations to the length scale of the interstices
between the particles. Eq. gives an estimation for the interstice length
scale, reads:

1 —ay\Y?
linter = dp (g @ P) (39)
1%

64



Figure b) shows that the value of the ratio liter/lk, is relatively large
for all the cases indicating that the pseudo-turbulent length scales are confined
between the particles.
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Figure 3.16: Comparison of the characteristic length scales of the pseudo-
turbulence to the (a) particle diameter and (b) characteristic interstice length
scale between the particles.

With respect to the characteristic time-scale given by Eq. it can be
compared to the particle response time, 7,. In this thesis, we characterize the
Stokes number as the particle response time with respect to the shear response
time. However it is also possible to characterize the particle response time to the
characteristic time-scale of the fluid fluctuations by the ratio 7, /7x,. The values
for the cases are depicted by Figure [3.171 We note that the particle response
time is indeed much larger than the time-scales of the pseudo-turbulence.

The data clearly indicates that the length scales of the pseudo-turbulence
are very small and are confined between the particles in their interstices, with a
time-scale much smaller than the particle response time. Indicating that there
is probably not an strong inverse coupling from the fluid to the particles with
respect to the fluctuating motion. In essence, as the fluid passes through the
particles a fast and small wake is created in the interstices. Since both the time
and length scales are not comparable to that of the particles, fluid fluctuation
cannot directly affect the fluctuating motion of the particles. In fact, given the
scales of the pseudo-turbulence it is possible that those fluctuations may only
affect the particles through the modification of the boundary layer close to the
particles.
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3.4 Particle statistics and higher order moments

In this section, steady-state statistics from the mono-disperse case are an-
alyzed. The procedure for calculating those statistics are detailed in the sec-
tion 2.5] Results are normalized using constant values related to the Couette
configuration, such as the wall-velocity V,,, the bulk particle number density
Npb, and the bulk Stokes number St ;,. Those values are given in Table

3.4.1 Local Stokes

The bulk Stokes number, St;, previously defined by Eq. is based on
constant parameters defined before the numerical simulation, and as such do not
actually depend on simulation results. However, this non-dimensional number,
has proven to be a relevant characteristic number to predict the threshold of
the macroscopic transition observed for the mono-disperse cases, and also for
the bi-disperse cases in the Chapter [4]

In our simulations, we observe gradients of several variables across the do-
main. Considering that it is also interesting to investigate the actual local Stokes
number. Comparing the particle response time to the local characteristic time-
scale of the shear. To do so, we estimate its value by means of the following
formula:

_ ppdlz) aUp,a:
18us  Jy

Stp (3.10)

Figure shows the local Stokes normalized by the bulk Stokes number.
Thus giving an idea of the deviation of the local Stokes number from the bulk
one. Inspecting the cases M1 to M3, see Figure a), we verify that their local
Stokes number in the central region of the domain are much smaller than their
bulk Stokes number. The case M2 for example exhibits a central local value of
about St, ~ 0.8. For the cases M4 to M6, see Figure ), it shows a local
Stokes number value relatively closer to the bulk one. The case M4 for instance
shows a value of St, ~ 24 in the central region. Under those circumstances, it
can be seen that the difference in particle inertia is actually much greater than
the simple difference from bulk Stokes numbers. Regarding the cases M2 and
M4, that are equally charged in particles, oy, = 15%, local Stokes number is
about thirty times bigger at the centre for the case M4.
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Figure 3.18: Local Stokes normalized by the bulk Stokes number. (a) Smaller
inertia, cases M1 to M3. (b) Higher inertia, cases M4 to M6.

3.4.2 Quenched and Ignited states

The transition between the quenched and ignited state in a simple-shear
fluid-particle flow have been originally investigated by [I15] and later by [79]
93]. According to Tsao and Koch, two qualitatively different steady states are
possible: an ignited state, where the variance of the particle velocity is very
large, and a quenched state, where most of the particles follows the local mean
fluid velocity.

Further, it is stated that most of the collisions in the quenched state are
shear induced, meaning that particles are mostly dragged by the mean fluid
flow and the particle velocity difference due to the shear may cause them to
collide whereas for the ignited state, particles typically fly from one collision to
another with little perturbation by the fluid.

In the study of Tsao and Koch a linear gradient of fluid velocity is set in a
viscous fluid, and the presence of particles do not affect the fluid flow. Only
particles are affected by the pre-established simple shear which is not the case
in our resolved simulations where particles affect the fluid, and vice-versa in a
very complex manner.

Even though the conditions are not exactly the same, both the study of Tsao
and Koch and our simulations are in accordance with the fact that the Stokes
number is the dominant factor controlling the transition, with cases M1 to M3
classified as quenched and M4 to M6 as ignited.

Regarding the transition, Tsao and Koch argue that increasing the Stokes
number or the particle volume fraction. The particle agitation in the quenched
state would grow toward a point where it might transition to the ignited state.
With that in mind, if the shear induced variance is greater than an unstable value
of particle agitation, than the imposed shear would cause enough fluctuations
to take the system towards the ignited state. Related to that, and after some
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analysis, the authors put forward the fact that the transition may be estimated
with: St3a;, ~ O(1). This latter estimation indicates that the Stokes number
influence grows quicker than the particle volume fraction. That is indeed what
our data suggest, that is, in our parameter range, the particle volume fraction
do not seem to have an impact on the transition possibly because the Stokes
number effect is much more dominant.

With a collision oriented point of view, continuing the work of Tsao and
Koch, [79] established a non dimensional number T}, characterizing the impor-
tance of shear induced and variance induced collisions, see Eq.. With the
quenched state located in the limit where 777 < 1, that is, when the collisions by
the mean shear effect are dominant. The ignited state represented by 77 > 1,
which is when the agitation is the main mechanism causing collisions.

* g 2 %80‘1’»1’ ?
T = 3qp/(2 5= (3.11)

Figure shows local values of the non-dimensional number 77 for the
mono-disperse cases. We note that none of our cases lies into the definitions
given above, that is, neither of them can be classified in a category where clearly
T is very small or much greater than one. One reason for that is that possibly
the cases are too close to the transition.
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Figure 3.19: Dimensionless number T} comparing agitation and the mean shear
for: (a) cases M1 to M3. (b) cases M4 to M6.
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3.4.3 Particle kinetic stress tensor

The particle kinetic stress or velocity correlation tensor Ry ;; = <u;”u£) j>
introduced at the section[2.4]is a symmetric second order tensor with the particle
velocity fluctuation correlations in its components.

In our configuration, it is expected to have particle velocity variance in
all of the three principal directions, thus implying in non-zero diagonal terms.
Moreover, since the configuration has periodic boundaries in the stream-wise
(z)-direction and span-wise (z)- direction, we also expect the only non-zero
shear component to be in the xy plane. Indeed this is what we observe for all
the cases.

With respect to the cases M4 to M6, Figure shows the values of all
six components of the particle kinetic stress tensor. For all the cases, Rp
is larger than Ry, and R, ... These two components are found nearly equal
in all investigated cases. As explained in details in section the particle
velocity fluctuation is produced in the stream-wise direction, and then part of
that fluctuating energy is redistributed through the same physical mechanism
to the wall normal and span-wise directions, thus explaining higher values of
Ry 2z
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Figure 3.20: Particle kinetic stress for (a) M4; (b) M5; (¢) MG6.
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Particle-particle interactions are responsible for this mechanism of fluctuat-
ing energy transfer from one direction to the others. As a consequence, particle
kinetic stress tensor approaches a more isotropic state as this mechanism of
redistribution is stronger. This is actually know as the isotropization effect [4]
and it is expected to be more important in collision driven flows. The anisotopy
tensor, ap;j, is a way of measuring the degree of deviation from an isotropic
state of particle kinetic stress tensor and it is defined as follows:

Ry
pij = =5 = 0ij (3.12)
39

The value of the diagonal term R, ;. of the anisotropy tensor is shown by
Figure [3:21] The degree of anisotropy diminishes from case M4 to M6. Which
corresponds to an augmentation of total particle volume fraction in the Couette
configuration, thus augmenting the interaction among the particles causing the
inter-particle redistribution mechanism to be more efficient [59].
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Figure 3.21: First diagonal anisotropy component: ap g -

With respect to the cases M1 to M3, a huge variation on the order of mag-
nitude of the diagonal terms of the particle kinetic stresses values occurs across
the domain. For that reason Figure [3.22] uses a logarithmic scale. Similarly to
fore-mentioned cases, stream-wise direction shows the highest fluctuating mo-
tion and in the other orthogonal directions smaller values are observed. Also,
Ry, .. is slightly lower than Ry, .. in the centre region.

Shear kinetic stresses for the case M2, in the center region of the domain,
are given by Figure ). As expected, with the only non-zero value being
the Ry 5, which is the case for all our Couette cases. The negative sign of this
particle kinetic shear stress is in fact due to the sign of the velocity gradient.
The values of Ry, ;, for the cases M1, M2 and M3 are given by Figure ).
Note that the values in this latter figure are multiplied by minus one as indicated
in vertical axis label for visualization sake in log scale.
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Figure 3.23: Particle shear kinetic stresses. (a) all components in the centre,
for the case M2. (b) —Rj, 2y for the cases M1, M2 and M3.

In the frame of the kinetic theory of particulate flow, the particle kinetic
stress tensor can be modeled using the Boussinesq approximation with an eddy-
viscosity closure model, written as follows:

b —

(OU,,;  O0U,; 2 aU,
kin b, p,J “ 25 p,m
( 0z + or; 3 a0 0T ) (3:.13)

2
Rpij = 30305 — v

Where l/éi” is the particle kinetic viscosity depending on the fluctuating ki-
netic energy and time-scales related to the fluid-particle interaction and particle-
particle interactions. It can be directly calculated by Eq. through the
substitution of the shear kinetic stress R, ;,,. The values of the kinetic viscosity
are given by Figure [3.:24] Related to the magnitude, we observe that they are
larger for the cases with higher inertia. Also, we note a clear inverse relationship
with the volume fraction. With the largest kinetic viscosity being the one with
the smallest volume fraction.

The kinetic viscosity in the regime dominated by the transport of momentum
by the particle fluctuating velocity may be given as the product of a character-
istic length scale, or mixing-length, and of the fluctuant velocity intensity.

: [2
vt =134 (3.14)

Where [¥ represents the mean free path in the frame of kinetic theory of
rapid granular flows. In the fluid-particle flow, the interaction with the fluid
may reduce this length scale by friction or, in contrast, increase it due to the
transport by large scales of the fluid turbulent motion.
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Figure 3.24: Kinetic viscosity for the mono disperse cases.

The values of [”, in the center of the core flow, are given by Figure we
note that this characteristic kinetic mixing length is larger for the cases of high
inertia. According to [95], we can define a Knudsen number as the ratio of this
length scale with the channel width H. The values of this parameter coincide
with the data shown by Figure 3.25] We note that the order of magnitude of
the kinetic viscosity based Knudsen number, is about ~ 10~%. Since this value
is small, it indicates that our cases are close to a local equilibrium.
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Figure 3.25: Non dimensional mixing length or Knudsen number.

75



Following [I03], the kinetic viscosity can be modeled by the expression below:

-1
TfF fo
1+ 2= (3.15)
2 7€

P

kin ¢ ng 25
Vp = |Vp T 73% (14 apgo®e)

Where Tflg and 75 are respectively the time-scales related to fluid-particle
interactions and collisions. In addition, pr represents the particle momentum
transport by the fluid turbulence, and o. and ®. are parameters depending
on the elastic normal restitution coefficient e.. Note however that in the limit
where 77 << Té‘; , then Eq. asymptotically gives as proportional to the
collision time scale and the particle agitation:

(1 + Oépgo(pc)

Oc

- 2
B =Ts (3.16)
With the factor multiplying the right-hand side of the qf,, being generally in
the order of magnitude of one or slightly larger.
The time-scale related to collisions, as given by the kinetic theory [I§], is

given by Eq.
-1
. /16 243
= lgonpwdi 371) (3.17)

Under the assumptions of the derivation of Eq. , a comparison of the
time-scale formed by 77 = V’gi” / %qg and 77 given by Eq. is performed,
and shown by Figure the values are given in centre of the domain to avoid
wall-effect phenomena interference.

With respect to the cases with the small bulk Stokes number, at Figure[3.26{a),
interestingly, it can be seen that for both cases M2 and M3, the time-scales are
very close, that is 77 ~ 77, which seems to indicate that the collisions proba-
bly have a dominant effect. The smallest time-scale is the one controlling the
particle flow and in this case the collision time-scale is possibly the smallest
one. For the case M1, the gap between the values is bigger which might in-
dicate that for this case another phenomena is taking place, such as a more
pronounced fluid effect for example, which would invalidate the assumptions
under which Eq. is derived, thus explaining the gap, since the formula
would no longer be applicable. The effect of the factor depending on ay, go, o
and ®., on Eq. , could not explain the gap since it would only augment it
even more.

With respect to the cases with the larger bulk Stokes number, at Fig-
ure b), we observe that for the case with the higher volume fraction, case
M6, both time-scales are close to one another, whereas for the cases M5 and
M4, the difference is more accentuated, being more distant for the case with the
smallest particle volume fraction, which again may be an indication of a greater
effect of the fluid in lower volume fractions and a dominant effect of the collision
in the case with the higher volume fraction.
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Analyzing the change from case M6 to M5, the diminution of the particle
volume fraction may possibly have caused a more predominant growth in influ-
ence of the fluid in comparison with that of the collisions in case M5 relative
to M6. Which might probably have directly led case M5 to a state where the
assumption of 75 << TfI; is no longer valid. For the cases with small inertia this
“transition” may possibly have been delayed to a lower volume fraction, being
between case M2 and M1.
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Figure 3.26: Kinetic viscosity time-scale and kinetic theory collision time-scale.

3.4.4 Third-order correlation

. . . Y AR .
The particle third order correlation tensor Spir = <up’iup’jup7k>, intro-

duced at the section [2.4] is a tensor with rank three of the velocity fluctuations.
This third order correlation tensor appears in the transport equation of the par-
ticle kinetic stress tensor components and represents the kinetic transport by
the particle velocity fluctuation [94, [99].

The triple correlation gradient term in the kinetic stress transport equation
is a diffusive term which represents the transport of the second-order velocity
correlations by the particle velocity fluctuation. The contraction of this tensor,
is the transport term of the particle kinetic energy. In the configuration studied
here, the term in any R ;; equation is written OnpSp.ijn)
transport of the kinetic stress R, ;; across the domain.

All of the non null triple correlations are shown by Figure for the cases
M4 to M6. It can be seen that they are anti-symmetric with respect to the
centre of the domain, which is mainly due to the boundary conditions of the
configuration. Values obtained for the cases M1 to M3 are shown by Figure
For sake of visualization, the data are presented close to the centre, which
coincides to highest concentration of particles for those cases. Also note that all
of the triple correlations containing an odd moment of z-velocity components
are null, thus not shown.

We observe that the sign of the correlations change with the bulk Stokes
number transition. For instance, the triple correlation Sp, ;4 is positive in the

and represents the
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upper part of the domain for the cases M4 to M6, and negative for the cases
M1 to M3. In fact, this inverse relationship related to the sign, occurs for all
our non-null triple correlations.

The variation of the sign from the lower part to the upper part of the domain
or more precisely the slope of the triple correlation times the particle number
density is particularly important because it is directly associated to the diffusive

term of Eq. ([2.40).
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Figure 3.27: Triple correlation for the cases (a) M4, (b) M5 and (c) M6.
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Figure 3.28: Triple correlation for the cases (a) M1, (b) M2 and (c) M3.

In the framework of Grad’s approach, based on the third-order expansion of
the distribution function as Hermite polynomials, the thirteen-moment model
is derived from the full twenty-moment model, by assuming Eq. , which
gives the triple correlation tensor Sy ;1 as a function of its contracted forms
Sp,ijj- For more details refer to [40].

Sp.ijk = = (Sp,inn0jk + Sp,jnnOki + Sp knndi;) (3.18)

1
5

In order to test this approximation, an a priori test of the model equation
is carried out for the correlations Sp, yz2, Sp,zyy and Spz... The formula for
the first one is given by Eq. (3.19). With respect to the second and third
ones, even though they are different, they both share the same formula for the
approximation, which is given by Eq. . The comparison for the cases is
presented in Figure Absolute values are plotted with the purpose of fitting
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them on a logarithmic scale. An overall agreement is observed for the correlation
Sp,zxz, and a slightly overestimation for the other ones, which are: S}, 5y, and

Sp7wzz~
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Figure 3.29: Third-order correlation comparison with the thirteen moment Grad
approximation. Additional symbols for S, ..., on the figures (c) and (d), are as
follows: M1 (1); M2 (+); M3 (x); M4 (0); M5 (+); M6 ().
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In the framework of the modeling and simulation of particle kinetic stress
using second-order moment transport equations a gradient approximation has
been derived for the triple velocity correlation by [44] [99, [I0T]. The proposed
modeling approach was developed in the frame of the kinetic theory of particu-
late flows and inspired by the work of [27), [42]. The gradient model reads:

S i = Kkzn aRP,jk _ gkin aRPyki _ gokin aRPwij
p,] j

in axn Jn 8xn kn axn (321)

Where Klkjm is the dispersion tensor. Under the assumption that the fluid-
particle correlation is null meaning that the particles are not dragged by the
fluctuation motion of the fluid. Then the dispersion tensor can be given as
proportional to the kinetic stress tensor and to a characteristic time with this
latter being dependent on the drag and the collisions effects, see [103].

The first validation of this modeling with results from Lagrangian simulation
of particles in a turbulent vertical channel can be found in [94, 05]. In our
configuration, mostly due to the boundary layers, the relevant coefficients are
K; ’“" and K km As a matter of fact, those can be directly computed by means

of Eqs and -7 reads:

. OR
So pey = —3KknZRIT 3.22
b, xy ay ( )
. OR,,
Spyyy = _3K5;n782yy (3.23)

Calculated values of K;;" and K" are respectively given by Figure m
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Figure 3.30: Relevant components of the dispersion tensor, related to the triple
correlation gradient model.

In order to verify whether the gradient approximation is consistent, then the
use of those latter computed coefficients should predict correct values of other
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arbitrary triple correlation depending on those components of the dispersion
tensor. To test this assumption, we predict the values of the following triple
correlations: Sp, yzz, Sp.ayy, Spyzz and Sp ... The formulas related to those

correlations are given by Egs. [3.24] to
sion tensor computed with Egs. (3.22

[3.27 using the components of the disper-

and ([3.23)) and shown by Figure m

Spper = 2l s ety Ol (320
Spawy = KR — pchin S (3.25)
Spyzz = —Kjlj"a};i‘;" (3.26)
Spass = —K R (3.27)

The predictions for all the cases are given by Figure and Since
both the values given by the model and the results of the DNS agree for all four
different triple correlations, indicating that the gradient model looks satisfac-
tory. The fact that both the kinetic viscous mixing length, and the diffusion
mixing length, discussed latter on this section, are small is an indication that
the cases are close to a local equilibrium, and [95] has shown that when this is
the case, then the gradient model is likely to work.
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Figure 3.31: Consistency of the prediction of the third-order correlations

using the gradient model.
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Figure 3.32: Consistency of the prediction of the third-order correlations by
using the gradient model. Legends are the same as Figure @

With respect to the order of magnitude of the normalized dispersion tensor
components, given by Figure we note that they range between 1072 to
10~%. Also we note that Kfj;” is negative and KZ%" positive. The first one is
plotted with a minus sign in order to fit it onto a log scale. Absolute values of
K f;” seem to be slightly lower than K;;;” Regarding the tendency, similarly to
the kinetic viscosity, values for the most inertial cases are systematic larger in
comparison with those with smaller inertia. In addition, an inverse relationship
between the particle volume fraction and the dispersion tensor components is
also found. Indeed, the cases with small volume fraction values are the ones
with the largest dispersion tensor components for a given bulk Stokes number

Following [95] [103], in the case of a fluid-particle flow without the turbu-
lence effect, the dispersion tensor may be written as function of the particle
kinetic stress and a characteristic dispersion time-scale which results from the
competition of the drag and collisions in the particle flow, reads:

) Fgc -

Where 0, and ¥, are adjustable constant parameters of the model. Similarly
to the kinetic viscosity, the equation above in the limit where 75 << Tf’g, gives:

t
. T 5
Kf" = | Rorij > + o7t Btp.ii (14 apgo¥e)
q

(1 + O‘pgoq/c)

ki
The values of the diffusion time-scale T;( , calculated through the equation

above by substituting the dispersion tensor and the corresponding particle ki-
netic stress component, are given by Figure [3:33] We also observe that the
values do not show a clear dependence on the volume fraction for the cases with
small inertia, similarly to what has been shown for the viscosity time-scale by
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Figure a). In addition, the values for the cases with small inertia are big-
ger than those with high inertia. With respect to the order of magnitude, we
observe that they are approximately ~ 10! times bigger than the kinetic viscous
time-scale.
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Figure 3.33: Diffusion characteristic time-scale.

A useful non-dimensional number related to both ng and K ij”’ is the
Schmidt number. It is defined as the ratio of the kinetic viscosity to the disper-
sion tensor. It characterizes the relative importance of both the kinetic viscous
and kinetic diffusion phenomena. For our cases, Sc varies from 0.1 to 1. Mean-
ing that the transport of particle agitation is more efficient than the momentum
transport.

Related to the diffusion time-scale, a Knudsen number based on the cor-

responding mixing length scale can be calculated as TIf( %qg /H, the order of

magnitude of this non-dimensional length is larger than that of the kinetic vis-
cosity but it remains well below one. This has a direct implication for the
gradient model as already discussed in this section.
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3.4.5 Fourth-order correlation

The particle fourth-order correlation, Qp mni;j = <u£)mu;7nu;7iu§7j>, is in-
troduced in section [2:4] Some authors proposed formulas for those correlations,
notably [40] and [95] TOT]. With the second one being the formula linking fourth
order moments, to second order moments for an anisotropic Gaussian distribu-

tion. Their formulas, are respectively given by Eq. and

Grad 2

pmnii = gqg [Rp.ij0mn + Rpim0jn + Rpindjm (3.30)
+Rp,jm5in + Rp,jn(sim + Rp,mnéij]
4 2
9 [42]” [6ij0mn + OimOjn + Ginjm]
S?:;bzg = Rp,inpymn + Rp,ime,jn + prianyjm (3'31)

A comparison of several components of the fourth-order correlation against
both the formulas presented above is given by Figure m Figure a) shows
that the Gaussian approximation gives satisfactory results whereas the Grad’s
approximation is only good for two out of the five correlations shown. This is
in agreement of what has been found by [I1], related to the better accuracy of
the Gaussian approximation.
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Figure 3.34: Comparison of formulas for the approximation of the fourth-order
correlation for the case M6. (a) Gauss (b) Grad.

A comparison of the fourth order correlation with the gaussian formula is
given by Figure [3:35] for all the cases. For those cases only positive values are
shown, in order to fit in a semi-log scale. A satisfactory agreement is found for
all the cases.

The good results of the fourth-order correlation comparison in junction with
the results shown in the last section for the gradient model for the triple cor-
relation are in agreement with the fact that both the Knudsen number based
on the mixing length scale of kinetic transport of momentum (viscosity) and
velocity variance (diffusivity) are very small.
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Figure 3.35: Comparison of the fourth-order correlations with the Gaussian
approximation for the cases (a) M1, (b) M2, (c) M3, (d) M4, (e) M5 and (e) M6.
For the symbols refer to Figure. a).
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3.5 Budget analysis

In this section, the terms for the fluid and particle transport equations, re-
spectively given in sections [2:3]and 2:4] are directly measured from our resolved
simulations. The results are presented in the form of budget highlighting local
physical phenomenon. For the fluid, we show the budget of the fluid fluctuat-
ing kinetic energy and for the particles we show first and second order budgets
which are respectively related to the forces and the particle kinetic stresses, or
fluctuating kinetic energy of the particles.

3.5.1 Mean particle velocity budget

The transport equation of the mean particle velocity, given by Eq. ,
is rewritten for our mono-disperse cases on Eq. . It is composed of three
main terms: a diffusive term, called D, which is separated into D1 and D2; a
fluid interaction term, called F'; and a particle-particle interaction term, called
Cpp- The first one, D, is related to an effective force which is due to gradients
in the particle kinetic stresses and particle number density, the second F', is
simply due to the action of the fluid flow into the particles, also called the drag.
Finally, the third term, is due to an average transfer of linear momentum to the
particles due to particle-particle interaction.

D
Opi _ Ofviy Rowy Oy | [Fiopi | [ Fyops (3.32)
ot Oy np Oy mp mp
————
D1 D2 F Cop

The mean velocity budgets in the stream-wise and wall-normal directions
for all the cases are given by Figures to The values are normalized
by H/V2. Besides, for sake of simplicity, the general names for the terms cited
above are used in the legends, such as: D1, D2, F and C},. The budgets on the
span-wise direction are not shown, since the particle laden flow is homogeneous
in this direction.

Regarding the stream-wise velocity budgets for the cases M1 to M3, on
Figure the budgets are shown in the center of the core flow, for better
visualization. With respect to the fluid, we observe that it drags the particles
forward into the stream-wise direction, since it is positive on the upper part of
the domain, and negative on the lower part. Also we observe that this effect is
largely diminished in the zones of higher particle volume fraction. In addition,
we note that a negative slope related to the particle-particle interaction term,
which is due to the gradient of the collisional flux explained on the section [2.7]
This force goes in the opposite direction as the mean fluid force, it is greatly
diminished in the zones of higher volume fraction. Related to the diffusive forces
we note that D1 has the sign of the fluid term and D2 to the particle-particle
term. The budget says that the fluid is dragging the particles forward, and the
collision flux gradient through particle-particle interaction, and the diffusive
terms are balancing it.

Still on the stream-wise direction, a different scenario is found for the cases
with higher inertia, on the Figure Contrary to the other cases, the fluid

88



term is the dominant ones for the cases with high inertia. In fact, the particle-
particle interaction term and the diffusive terms are the most important ones.
Regarding the particle-particle interaction term, we note that it has a positive
slope, meaning that it is a mechanism pushing forward the particles in the
stream-wise direction. It is also interesting to note that as the particle volume
fraction augments, this term became more dominant, which can be seen by
comparing Figures which makes sense, since the collision flux tends to
be larger in the cases with larger volume fraction. The fact that the slope of
the particle-particle term is positive for the cases with higher inertia and the
inverse for the cases with low inertia, is among other reasons related to the fact
that the collision flux depend on the particle number density, and since their
shape change from cases with low and high inertia (see Figure , notably
from concave to convex, the gradient of the collision flux, which is responsible
for the this particle-particle term, as a consequence, change as well (A deeper
investigation and validation of the collision term separation is given on the next
chapter for the bi-solid cases). Similarly, it is found that the diffusive term
D2 have the same sign of the particle-particle term, whereas D1 the opposite.
Fundamentally, there is a balance between the particle-particle interaction term
and the diffusive terms.

The budgets for the mean wall-normal velocity are also shown at the centre
of the core flow for the cases with low inertia, see Figure [3:38] Particularly for
the case M1, we note that the fluid term is pushing the particles towards the
centre. In contrast, for the cases M2 and M3 this force seems very small in the
core flow. A deeper analysis of this force is given in the section [3.6] where it is
shown that the pressure gradient is not responsible for this force, and it is more
compatible with a lift force. The particle-particle interaction term acts to expel
the particles outwards the centre of the core flow. The fore-mentioned terms
are then balanced by the diffusive terms.

With respect to the cases of high inertia, still on the wall-normal direction,
the budgets are given by Figure Similarly to the low-inertia cases, the
fluid term is also pushing the particles towards the centre of the core-flow. In
addition, the particle-particle term also have a mean effect of pushing particles
outwards the centre. Analogously to the budget in the stream-wise direction for
the same cases, the diffusive terms are very dominant in the budget.
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Figure 3.36: Budget analysis of the particle momentum in the stream-wise di-
rection for the cases M1 (a), M2 (b) and M3 (c). All terms are dimensionless
by dividing with H/V2.
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Figure 3.37: Budget analysis of the particle momentum in the stream-wise di-
rection for the cases M4 (a), M5 (b) and M6 (c). All terms are dimensionless
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Figure 3.38: Budget analysis of the particle momentum in the wall-normal di-
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Figure 3.39: Budget analysis of the particle momentum in the wall-normal di-
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3.5.2 Fluid fluctuating kinetic energy budget

Assuming a null particle velocity in wall-normal and span-wise direction,
and non-null gradients only with respect to the wall-normal direction, the fluid
fluctuating kinetic energy transport equation, Eq. (2.21)), can be rewritten as:

Ok o 0 /0 143 0
afﬂfﬁ = % [Oéf <P Uf,y>f} Eaiy [afsf,ny]
82k‘f 82Rf’yy 1% aaf 8kif 8Rf7yy
o [ (aw "o ) Tady <ay "oy )]
Ut ;
—aspeRei; = — agpre + I, (3.33)
J

On the right-hand side of the equation above we found three diffusive terms:
one due to pressure effects, one due to turbulent transport, and another due
to viscous effects. Additionally, the fourth term is the production by the mean
fluid shear velocity, the fifth is the viscous dissipation of the fluctuating kinetic
energy due to internal friction, which is discussed on the sections[3.3.4)and
Finally, the last term is the term related to the interfacial exchange due to the
presence of particles in the fluid phase, and from section [2:6.2]it is rewritten are
as:

k a 00 £, lol7} f,ij
e =~ + 8;]» + (Up,i = Uri) | —Li—spi + ﬁ]w

due to particle variance due to mean slip
0=t 4
—Tf*, + prL,?
P 6IZ
—_— —

due to rotation

(3.34)

As indicated by the brackets in the equation above, three main mechanisms
can be found in the exchange term above, and depending on the sign they can
act as a source or a sink effect. The first group, due to particle variance, is
directly related to the creation or destruction of fluid variance by means of the
interaction with the particle velocity variance. Or, in other words, how the
fluctuating kinetic energy of the particles affects the fluctuating kinetic energy
of the fluid phase. As already explained in section [2.6.2] the second term is due
to inhomogeneous flow effects. The second mechanisms is due to the mean slip
between the phase, and it is linked to the transfer of mean motion between the
phases to the fluid variance. Finally, the third one is related to the transfer of
fluid fluctuating kinetic energy to the particle rotation.

The mean-slip mechanism is particularly important in gravity driven flows,
such as in [3]. The description by which the fluid variance are generated by
this mechanism has been discussed in section B.2.3] In the case of our resolved
simulations, we will show in the next paragraphs that it is not a relevant mech-
anism.

Neglecting the gradient terms due to the inhomogeneous flow, and comparing
the effect due to the particle variance to the mean slip mechanism on the right-
hand side of Eq. 7 we found that the dominant mechanism by far in our
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case is the production of fluid variance by the interaction with the particle
variance. For that reason, we neglect the mean-slip term. In that sense, in our

case the term Hﬁ;f may approximately assume the following form:

2
me, ~ —T%, — Teop (3.35)
Both terms can be computed from Lagrangian statistics using the method-
ology given in the section 2.7 Nonetheless, rotation data was not available for
the computation of this term.
The budgets of the fluid fluctuating kinetic energy, k¢, according to the

2
transport Eq. , and with the exchange term computed by Hg;f ~ —H?ip,
for the cases M1, M2 and M3 are given by Figure [3.40] In those figures, all
the transport terms with the exception of the diffusive term due to the pressure
velocity fluctuations are given.

The results show that the diffusive terms, and the production by the mean
fluid shear velocity are negligible. The budget basically consists in an balance
by the production of fluid velocity variance by the interaction with the particles,
and a destruction by the fluid viscous dissipation. Note that while the interfacial
exchange term is computed in the particle grid, the others are on the fluid
grid. Besides, the fact that the budgets are nearly closed, indicate that the
approximation for Hfi)p is likely adequate for the analyzed cases.

From the analysis of the scales of the fluid fluctuating motion in the sec-
tion [3:3:4] it is known that the fluid fluctuating scales are smaller than both the
particle size and the characteristic length on the intersticial volume between the
particles. Those results indicate that the fluctuations in the fluid flow probably
stem from small wakes generated by the passage of the fluid past the particles.

The budgets for the cases with high inertia are given by Figure accord-
ing to Eq. , and similarly, the interfacial term is computed as: Hff_}f ~

2
—H?:p. The budgets also show that the dominant terms are the viscous dissipa-
tion and the inter-phase exchange term. The budgets are nevertheless positive,
which is probably related to the fact that the rotation term —Y¢_,,, in Eq.
is missing to balance it, this would indicate that energy is being drawn from the
fluid to rotate the particles, and thus would be a negative contribution in the

term due to the particles, and would possibly balance the budget.
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Figure 3.40: Fluid fluctuating kinetic energy budget for the cases M1 (a), M2 (b)
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Figure 3.41: Fluid fluctuating kinetic energy budget for the cases M4 (a), M5 (b)
and M6 (c). All terms are dimensionless by dividing with H/V3.
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3.5.3 Particle fluctuating kinetic energy budget

The transport equation of the particle fluctuating kinetic energy can be
obtained from the particle kinetic stress equation, and it was given by Eq. (2.41)).
For our configuration with the mono-disperse cases, can be written as follows:

dq 1 9 (npSp.iiy) au, Frypi Foni

2= PR Ry T P N(3.36

ot~ 2n, Oy Py gy +< R A Uy, i )(3.36)
D P F Copp

Note that the budget is composed of four main terms: terms: a diffusive, D,
a production term by the mean shear, P, a particle-fluid term, F', and finally
an inter-particle collision term, Cp,. The separation of the terms in the budget
is an important tool to understant local physical phenomena related to the
production, transport or dissipation of the particle variance.

First, we show the budgets of qg for the cases with high inertia on the
Figure [3.:42] It is interesting to note that the main mechanisms of particle
fluctuating kinetic energy creation are the production by the mean shear and
the particle-particle interaction term. The later, is in fact related to the third
term on the right-hand side of Eq. , which is directly proportional to the
collision flux and the mean shear as well. Note that as the particle volume
fraction augments, from Figure a) to Figure ¢), the production due
to the particle-particle interaction becomes more dominant. This results from
the fact that the collision flux on the case with higher volume fraction becomes
more important.

We observe that the main mechanism of particle fluctuating energy dissi-
pation is the friction with the fluid-phase, as observed in all the budgets. In
addition, we note that diffusive term is slightly negative at the centre of the core
flow and slightly positive near the wall, indicating a diffusive transport from the
centre towards the walls. The order of magnitude of the diffusive term however
is very small, with a almost negligible effect on the budgets. Also, the sum of
the terms is near zero, demonstrating that the budget is closed.

With respect to the cases of small inertia, the budgets are given on the
Figure Similarly to the cases with high inertia, both the production by the
mean shear and the particle-particle interaction are the main effects of creation
of particle fluctuating kinetic energy. The levels of production however are
much smaller. Note that while the order of magnitude of the non-dimensional
budgets for the high inertia is 1073, the budgets for the low inertia are in the
order of about 10™* ~ 107°. This is one of the main reasons related to the
macroscopic transition observed from cases with low to high inertia. In fact,
there is a competition between the action of the fluid pushing the particles to
the center, and the agitation of the particles that counterbalances this effect.
The cases with small inertia are not able to produce enough particle fluctuating
kinetic energy and for that reason there is a collapse of the particles near the
center of the core flow.

Moreover, this is precisely the reason why the Stokes number, defined in
relation to the characteristic time-scale of the mean-shear, is a pertinent non-
dimensional number characterizing the transition. Indeed, both the kinetic pro-
duction and the collisional production are proportional to the mean shear. With
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higher Stokes numbers relating to higher productions of particle fluctuating ki-
netic energy and the inverse for the lower Stokes numbers.
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Figure 3.42: Particle fluctuating kinetic energy budget: qg, for the cases M4 (a),
M5 (b) and M6 (c). All terms are dimensionless by dividing with H/V,3.
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Figure 3.43: Particle fluctuating kinetic energy budget: qg, for the cases M1 (a),
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3.5.4 Particle kinetic stress budget
Diagonal components of the Particle kinetic stresses

The transport equation of the particle kinetic stress, for the mono-disperse
cases are given by Eq. (2.40). Analogously to the transport equation of qg in
the last subsection, four main terms are found on the budget.

ORp,i; _ _ia(npsp,ijy) _R.. Uy, _R.. Uy,
at np 8y Py ay P,JY ay
D P
Ff—>p,i / Ff—>p7j ’
+< m Up,j + m Up,i
P P
F
Fp/—>p,i / Fp’—>p,j ’
+< m Up,j + m Pt
P
Cpp

In the previous subsection, the balance of qf, revealed local physics related to
the production and dissipation of the total fluctuating energy of the particles.
In this subsection, we analyze the budgets of the diagonal terms of the particle
kinetic stress tensor, which can elucidate the mechanisms of fluctuating energy
creation and destruction in each particular direction, as well as the fluctuating
energy transfer from one direction to another. First, we analyze the budgets for
the cases with high inertia and then for all the cases with small inertia.

To begin, the budgets of the case M4 are given by Figure [3.44] Regarding
the production term, we show that the only direction under which there is a
production of variance by the mean shear, P, is on the stream-wise direction,
see Figure ). This is due to the fact that the only non null gradient of
mean velocity U, ,/0y is on that direction.

With respect to the particle-particle interaction term, Cpp,, we note that it
is negative for the budget of particle kinetic stress tensor R, », and positive for
the other two Ry, ,, and R, ... This indicates that globally, there is transfer of
particle fluctuating kinetic energy from the stream-wise direction to the other
directions, that is, wall-normal and span-wise directions. In fact the collision
term is a result of the sum of the effects shown in Eq. . In the stream-wise
direction, probably the dominant effect is the one related to the redistribution
term, being dominantly negative due to the drain of fluctuating energy by the
other directions. This drainage in the stream-wise is then redistributed to the
other orthogonal directions, via the same redistribution collisional effect, with
this being then the only production mechanisms in those directions. This re-
distribution mechanisms has also been observed by [4], and may be called an
isotropization effect, since it brings the diagonal terms of the particle kinetic
stresses closer to an isotropic state.

Analogously to the budget of the particle fluctuating kinetic energy, a slightly
negative diffusive term, D, in the centre of the core flow, is indicating a transport
of the particles from the centre towards the walls. The fluid term, F', is negative
in all the budgets, indicating dissipation through fluid friction of the other
production mechanisms.
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The budgets show that the fluctuating kinetic energy is mainly created in
the stream-wise direction via the mean shear production mechanism and then
redistributed to the other direction via particle-particle interactions, and a those
effects are counterbalanced by the fluid friction.
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Figure 3.44: Budgets of the diagonal terms of the particle kinetic stress tensor
for the case M4. Ry, o (a), Rp 4y (b) and R, .. (c).

102



Remaining on the group with relatively higher inertia, the other denser cases,
M5 and M6, have similar budgets for the diagonal particle kinetic stresses.
They are respectively shown by Figure and The only difference is
on the budgets of R, ., where the collision term, Cp,,, exhibits positive values
near the wall for the case M5, see Figure a), and in the whole domain for
the case M6, see Figure ). This is related to the fact that the collision
production, precisely the third term in Eq. , becomes more dominant than
the redistribution component in the zones of higher particle volume fraction,
which is the case in the cited zones.
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Figure 3.45: Budgets of the diagonal terms of the particle kinetic stress tensor
for the case M5. Ry, o (a), Rpyy (b) and Ry, .. (c).
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Figure 3.46: Budgets of the diagonal terms of the particle kinetic stress tensor
for the case M6. Ry, 4o (a), Rpyy (b) and Ry, .. (c).
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With respect to the cases M1, M2 and M3, similarly to the qg budget, the
figures are shown in the centre of the core flow. The budgets for the case M1,
are given by Figure Similarly to the other cases discussed before in the
text, the production by the mean shear is, as expected, only present in the
budget related to the stream-wise direction. Also, the fluid term is negative for
all the components, due to the dissipation via fluid friction. The diffusive term,
although very small, is slightly positive near the center of the core flow which is
the opposite of the cases with higher inertia, indicating that there is a diffusive
transport of particle kinetic stress towards the center of the core flow. Besides
a similar redistribution mechanism to the wall-normal and span-wise direction
via the particle-particle interactions is observed as well.
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Figure 3.47: Budgets of the diagonal terms of the particle kinetic stress tensor
for the case M1. Ry, 4o (a), Rpyy (b) and Ry, .. (c).
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Regarding the cases M2 and M3, the graphs for those budgets are respec-
tively depicted by Figure and A similar behavior, particle-particle
interaction terms are more dominant with respect to the others, for the same
reasons as explained for the cases with high inertia.
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Figure 3.48: Budgets of the diagonal terms of the particle kinetic stress tensor
for the case M2. Ry, zo (a), Rp 4y (b) and R, .. (c).
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Figure 3.49: Budgets of the diagonal terms of the particle kinetic stress tensor
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Particle shear kinetic stress budget

The transport equations for the particle shear kinetic stresses for our mono-
disperse cases are also given by Eq. (3.37). In our cases, the only non zero
particle kinetic shear stress, is the component: Ry, .

The budgets of Ry, 4, for the cases M4, M5 and M6 are given by Figure@
On the contrary to the other presented budgets, since R, », is negative the pro-
ductions terms are negative on this budget and positive terms are the destruction
terms. Essentially, while production terms are simply the mechanisms leading
to the creation of the shear kinetic stresses, the destruction terms can be also
perceived as terms that favors the homogenization of the particle flow, since
they are pushing the system back, to a state without shear stresses.

We note that the production by the mean shear is the main cause of particle
kinetic shear stress creation. Furthermore, in all the cases, the fluid term, is
the one mainly stopping the creation of that shear stress through the action of
friction. Besides, we note that the diffusive term, has an homogenization effect
near the centre for all the cases. Regarding the term due to particle-particle
interaction, we note that it mostly brings the system closer to the homogeneous
state in the center of the core flow, and some production is observed near the
walls for the cases M5 and M6, which is due to the fact that the collision flux
is much larger in these zones due to the higher particle volume fraction in these
zones. Related to that, we will further discuss in the next chapter the fact that
some terms in decomposition of the partile-particle term, see Eq. , bring
the system closer to an isotropic state, whereas others do not.

With respect to the cases of low inertia, the budgets are shown by Fig-
ure [3.51] Similarly to the previous cases, the fluid term is the main physical
mechanism of shear kinetic stress destruction through friction. Regarding the
production of shear kinetic stress on the other hand, there is a transition be-
tween a mean shear production dominated regime in case M1, to a production
by inter-particle interaction in case M3. This is simply due to the fact that
the collision flux becomes dominant against the kinetic production by the mean
shear, similarly to what happens in other budgets, where there is a competition
between these two production terms.
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Figure 3.50: Particle shear kinetic stress budget: R

(b) M5 and (c) M6.

109

P,ZY>

for the case (a) M4,



I T T
o
4,
: ¢) @)
21 o o
| o © o
- { oo o o §
09 + 1 Fox o+
I o o o] o o] o o
L o 0 0 i
9 o N i
Lo o
4| N
o o
76*\ | I | I | I [
—-0.4 -0.2 0 0.2 0.4
2y/H
(a)
105 1076
L — T T L T T
o J I o |
4 o o ©O © o o 4
r 1 o Q
0.5 B 921 |
L o o 4 L |
| ° 5 o O © I |
= 0 o & IR R S
OF 66888805 e e e e e ]
L & & lo o
o 0l -2 =
—0.5 - B | O o
L O o o O 1
o] Ol O
I | I | I | I I 747\ | I | I | I \7
—-04 -0.2 0 0.2 0.4 —-04 -0.2 0 0.2 0.4
2y/H 2y/H

(b) (c)
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3.6 Fluid-Particle interaction modeling

The force on a particle immersed in a viscous fluid can be calculated by
means of the integration of the viscous stress tensor oy ;;, at the surface of the
particle Sp, with a unity vector n, ; pointing outwards the surface, as follows:

Ff_>p71' == / dejnp,de (337)

13

In order to compute such integral, the numerical simulation need to be re-
solved enough. In some types of fluid-particle simulation approaches however,
the characteristic mesh size is not resolved enough or even larger than the parti-
cle diameter, and for that reason, there is a need for modeling of that force. This
is the case in the point-particle approach simulations [52], where the particle
diameter is smaller than the characteristic mesh size. We can also cite the case
of DEM/CFD approach [74], where the mesh is generally two to three times
the size of the particle diameter. In the next sections we discuss the ways of
modeling this force.

3.6.1 Instantaneous fluid force on an isolated particle

Several authors investigated the derivation of an analytic expression for the
force. One of the first studies, was performed by Stokes, who derived an expres-
sion for the drag past a sphere in a creeping flow [109]. Next, particle motion in
a fluid were also investigated by [0l [12] [76], and later studied by [24] and [75],
followed by [67] and [39], who compiled the latest developments at the time and
performed a derivation of the equation of motion of particles, at small Reynolds
numbers in non-homogeneous flow.

For the derivation, the authors consider an undisturbed fluid flow field s,
and the solution of the fluid flow due to the perturbation of a single particle with
center position x,, moving with velocity w,. With that in mind, the authors
derive an equation for the fluid force Ft_,, on a particle in non-homogeneous
flow, relating the undisturbed fluid flow field and the Lagrangian variables of the
particle. The authors also define v, = u, — u¢, as being the relative velocity of
the particle to the undisturbed flow field. So provided that the particle Reynolds
number Re, = ppdp|v,|/pe is small and under the condition that the particle
size is smaller than the fluid scales. The derived equation writes as:

m 18p¢
Ff~>p = -2 <_VP +V. Uf) - %mpvr
undisturbed contribution drag force

t dv,
_ LB g e e / CE— (3.38)
2 dt T ppdp \Jo (t—1t%)

added mass force

history force

Where my is the added fluid mass, for a sphere it may be calculated as
mg = pgrds /12. Regarding the terms in Eq. (3.38), the first term is associated
with the undisturbed fluid flow contribution, whereas the other three terms are
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due to the particle perturbation in the fluid flow. The first term can also be
linked with buoyancy effects. The drag term is due to the fluid friction caused
by relative motion between the fluid and the particle. The third term relates
to added mass effects and finally the last term is related to the history of the
particle motion, also known as Basset force.

Considering a spherical particle, with mass mass is m, = ppwdi /6, in the
limit where the particle density p, is much larger than the fluid density pz, it
can be shown that the only relevant term in Eq. is the drag term:

Ff_>p = —3,uf71'dp’ljr (3.39)

This force is generally used as normalization factor when dealing with fluid
forces in particles. Since it coincides with the solution obtained by Stokes, it
is also sometimes called by his name. Besides, for a sphere, the resistant force
contrary to the direction of the relative velocity can be referred with the drag
coeflicient Cp, as follows:

_ | Fp - 1

= ——P T 3.40
B /8 (3.40)

Where n, = v,./|v,| is the direction of the relative velocity. For a sphere,
it can be easily shown that, within the conditions of validity of Eq. , the
drag coefficient becomes C3 = 24/Re,,.

Figure adapted from [25], depicts the experimental results for the drag
coefficient of a spherical particle as function of the Reynolds number. The
symbols are the experimental values. Note that, the straight line correspond-
ing to the drag coeflicient in the limiting case of the Stokes solution is a good
approximation only for small Reynolds numbers. The red dashed curve corre-
sponds to the fit correlation established by [96]. This approximation is valid for
Re, < 103. The regime that follows, at the blue dotted line, corresponds to a
plateau of approximately Cp ~ 0.44, and it is called the Newton regime. Near
the end, follows a substantial drop in the drag coefficient near Re,, ~ 10°.
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Figure 3.52: Drag coefficient for a spherical particle as function of the particle
Reynolds number. Adapted from [25].

It is also known that spinning balls moving in a viscous fluid experience
a transverse force. In sports such as soccer and tennis, this force usually is
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associated with curved trajectories of the ball. This lift force is denoted Magnus
force due to the experimental observations of that force in rotating cylinders
made by Magnus [5]. In very large particle Reynolds number, the lift force is
due to flow separation whereas in the range of low Reynolds numbers, the lift
is mainly generated by the pressure difference on opposite sides of the spinning
particle [I3T]. For the latter case, this force has been theoretically calculated
by [90], as follows:

3
Fleens — #wp X v, (3.41)

For a freely rotating particle, [92] pointed out that the particle angular
velocity can be approximated by half of the local mean fluid shear velocity.
Moreover, Saffman showed that for a sphere in a linear unbounded shear flow,
in the limit of small Reynolds numbers, in addition to the Magnus lift that is
related to particle rotation, another term related to the fact that the particle is
immersed in a fluid shear takes place, which in the first order writes [54] [126]:

F3T = _1.61pd2v, sign () V3| (3.42)

Where + is the gradient of mean fluid velocity, or mean fluid shear. The
function sign is equal to sign of the function argument, thus being either one or
minus one. For a particle moving in the z-direction, with a shear augmenting
in the y direction, if v, is negative, then the force is in y direction, whereas if
the v, is positive, then force is in the opposite direction.

Similarly to the drag coefficient, the lift force can also be put in terms of a lift
coefficient C, which is defined as the lift force divided by wd2pgv,|*/8. The lift
coeflicient is generally expressed as a function of the particle Reynolds number,
a non-dimensional shear number Sr = 4d,,/ |v,|, and a dimensionless distance
to the wall in confined situations. A recent review on the lift coefficients can be
found in [98].

3.6.2 Mean fluid-particle force on an ensemble of particles

The assumptions under which the equations of last section were derived rely
on the definition of an undisturbed fluid flow field and the presence of an isolated
particle. In fact [67] stated that the particle should be far isolated from other
particles and other disturbances, such as the wall, in order to be in the exact
frame under which Eq. was derived. Otherwise the equation is no-longer
valid. In addition to that, the definition of the relative velocity itself is closely
tied to the assumption of an undisturbed fluid flow.

In the case where there are an ensemble of particles in a relatively close
distance to one another, the notion of an undisturbed flow field is not clear, since
several particles are perturbing the flow field simultaneously. In our simulations,
the volume fraction ranges from about 2% to 47%, see Figure hence the
average distances between particles in such volume fractions range from about
one to two diameters away from each other.
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Fixed array of particles

In order to access and study the drag in the frame of an ensemble of particles,
direct numerical simulations of a fluid flow past a fixed array of spheres have
been performed, see for example [7, [IT1] and [I14]. With such simulations, it is
possible to analyze the mean force and its dependence notably as a function of
the particle Reynolds number, often based on the macroscopic relative velocity,
and the local particle volume fraction. Using dimensional analysis, the average
force in an isotropic and statically homogeneous distribution of particles can be
written in a general manner as follows:

(Fiop) = =3mpedpoV, Y, (7, g, Rey,, VP, Sty (3.43)

Where Ff:p is a non-dimensional force function, V, = U, — Uy is the
mean macroscopic relative velocity, n,, = V,./|V .| is the unity vector aligned
with V.. The Reynolds number based on the average relative velocity is
Re, = |V,|d,pt/ps, the non-dimensional pressure gradient is written as
VP = VP [1ulV,]/ df,] and finally the Stokes number based on the average
relative velocity is St, = |V, |dppp/ 1.

Supposing that the gradient contribution could be linearly separated from
the general form of Eq. , we can write:

mdp Vi

(Fiop) = =3musdpas Vo F L (af, Rey, Sty) — 5 o

(3.44)

In the case where the ensemble of particles are dense, randomly distributed
through space, and weakly agitated by the pseudo-turbulence generated by the
wake past the particles, with relatively high inertia, there is a link between
the average forces measured in an array of randomly fixed particles and the
non-dimensional force function as follows:

-1

I N mdy VP
3mpedpo|V oy

Ff:pl\ (o, Rep) [<Ffﬁp> + 6 pr ‘M (3.45)

Note that Fy", | is used to denote the part of non-dimensional force function
that is related to the force parallel to the mean macroscopic velocity, and since
the particles do not move on the fixed array, the Stokes number do not play a role
in this limiting case. Correlations extracted from direct numerical simulations
of fixed array of particles can be found in [7, I11]. Additionally, based on
experimental results correlations, the following authors [32] [127] also proposed
correlations. The formulas associated with those authors are summarized in the

Table 3.3t
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Table 3.3: Non-dimensional force as a function of oy and Rej, = atRep.

Author Normalized drag law ( Ff*_>p‘| )
Wen & Yu Ff*‘*PH = (1 + 0.15R€;O'687) a{g‘ﬁs
* 1501 — g 71 Re;
Fran Fonl =05 a7 Tisa
10(1 —
Beetstra et al. | F{, ), = w +of (1+ 15T — )
af
0.413Re} af—l +3(1— ) o+ 8.4Re;’o'343
24a? 14+ 103(17af)Re;—0.5—2(1—af)

Tenneti et al. | F', | = Fora;® + Fy + F
Fioot = (1 + 0.1536;0'687)

ol

5.81(1 — 1— a)°
p= 280 za) g g a)?
af Q¢
0.61 (1 — ap)®
Fy = (1— o)’ Re}, |0.95 + (20“)}
f
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Moving Particles

Direct numerical simulations of the fluid flow around moving particles have
also been performed to analyze the mean fluid-particle forces. We may cite for
instance [91] who investigated the role of the Stokes number on the drag. In
addition, [78] analyzed a fluidized bed and evaluated the validity of a fludization
law, which indirectly relates to the fluid friction. A study of fludized bed is also
present in [34]. An analysis in the framework of suspension stresses in a Couette
flow can also be found in [85].

A question arising in the framework of moving particles, is whether the
particle Reynolds number should be based on the mean macroscopic relative
velocity V., which was already given in Figure or the average of v, =
u, — Uy, which is the instantaneous relative velocity of the particle to the
mean macroscopic fluid flow. In fact, the average of the latter can be evaluated
through the expression below:

oe) = V(o 0r) =V, - Vo +2¢ (3.46)

The advantage of this form is that it contains the particle fluctuating ki-
netic energy in addition to the mean macroscopic flow difference. The values
of the particle Reynolds number are given by Figure [3.53] We note that the
computation of the Reynolds number in this manner is greater than the other
evaluation.
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Figure 3.53: Particle Reynolds number calculated as Rep, = (|v,|) dp/vs.

In order to have an idea of the non-dimensional force function, see Table [3.3]
with the local parameters of the Couette cases, we give the values of Ff*_>p||, for
the cases M2 and M5 on Figure Figures on the left are computed with the
particle Reynolds number based on the V. and figures on the right, based on
(lve]). We note that for the case M2, the values almost did not changed from
left to right, whereas for the case M5 a slightly augmentation is observed when
the particle agitation is taken into account on the expression. Similar results
are observed for the other cases.
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Mean transverse force in the Couette cases

In our mono-disperse Couette cases, we observe a transverse force, in the
wall-normal direction, that points towards the centre of the core flow. This force
is more predominant in the budgets of the cases of high inertia, see Figure [3.39}
And is only relevant in the budget of the case M1, for the cases of low inertia,
as it is notably observed in Figure [3.38]a).

To begin with the analysis, the mean transverse force for those cases is
compared with the force that would be generated due to the pressure gradient.
It can be found that this force is negligible because it is some orders of magnitude
smaller than the mean transverse force, hence, the pressure gradient does not

explain the data:
Fi
< ‘<H”>‘ (3.47)
mp

Another possible candidates for the mean transverse would be either a Mag-
nus and a Saffman lift force. The expressions related to those effects, for an
isolated particle, are respectively given by Eq. and . In our case,
there is, an ensemble of particles influencing each other, so it is likely that the
neighboring particles would have an influence on those formulas. Even though
this influence exists, it is possible that formulas taking into account those effects
would still be proportional to the same variables, such as the relative velocity
for example. In fact, considering that the particle angular velocity proportional
to the mean fluid shear, the Magnus lift would be proportional to V. ,0Us ., /dy,
and the Saffman lift would be proportional to V. ;+/0Ut 4 /0y.

In order to test the relevance of these parameters, we perform a correlation
analysis of the mean transverse force against those variables as well as other
relevant parameters such as the particle volume fraction gradient. To do so, the
Pearson correlation coefficient is used. The correlation is such that, when the
norm of the correlation is close to one, the two data-sets are highly correlated
and when it is close to zero it is not correlated. Table gives the correlation
values of the mean transverse force with the variables shown in the first row,
for each Couette case. The correlation is computed with the data in the center
of the core flow: —0.6 < 2y/H < 0.6, to avoid wall effects. Correlations with
the norm larger than 0.9, are shown with bold text.

With respect to the cases with small inertia, we note that only the case
M1, which is in fact the only one that shows a relevant transverse force in the
budget of wall normal velocity, is highly correlated to relative velocity, as well
as the relative velocity and the product of it to either the mean fluid shear or its
square root. Moreover, regarding the cases with high inertia, interestingly, we
note that the results are highly correlated to the gradient of the volume fraction.

The results seem to indicate that transverse force observed for the case M1
has a different physical origin than the one on the cases M4, M5 and M6. It
is probably related to the mean relative velocity, whereas for the cases of high
inertia, the gradient of particle volume fraction, which may possibly cause the
flow field to be altered in such a way that it produces a equivalent lift force.

Lon
Pp oy
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Table 3.4: Correlation coeflicient between the given variable and the mean trans-

verse force (Fi_,p ,) for the mono-disperse cases.

Case %3 ap | Vi | [Vial? ‘Qx%g” ‘4@vm$ﬁ 2%&
M1 | 060 | 0.12 [ 0.95 [ -0.33 0.98 0.97 -0.06
M2 -0.58 | -0.37 | -0.02 0.35 0.10 0.05 0.36
M3 -0.62 0.65 | -0.66 0.59 -0.63 -0.66 -0.63
M4 | -0.94 | -0.10 | -0.39 | -0.35 ~0.36 -0.38 0.01
M5 -0.91 | -0.07 | -0.37 0.54 -0.39 -0.38 -0.05
M6 | -0.95 | 0.06 | -0.84 | -0.30 0.83 ~0.84 ~0.05

Since the results showed a high correlation with both the Saffman and Mag-
nus lift, we give on Figure [3.55] a comparison of the mean transverse force
against the lift formulas given by Egs. (3.41) and , using the relative
macroscopic velocity V. and the particle angular velocity as: |wp| = |¥/2].
In addition, the force due to the pressure gradient is shown as well. We note
that even tough the order of magnitude of the Saffman force is correct, it has
nonetheless an opposite sign.

10~
I 1[ o DNs
| ‘| | —— due to Pressure gradient
) - - - Magnus
Nz 9| |
= | © IR Saffman
T . ©
— 0 ~oiroeswmEio. .
= | o ]
gF -2 ° |
4k |
I | I | |
—-04 -0.2 0 0.2 0.4

2y/H
Figure 3.55: Transverse force comparison for the case M1.

Regarding the cases of high inertia, due to the high correlation with the
gradient of particle volume fraction, we evaluated a simple coefficient of propor-

Fiop.y

tionality relying the data in the following form C, = <T> / E%p.
P
We observed that this coefficient is approximately constant for a given case
among those with high inertia. The mean values of C\, are given in Table
Both the cases M5 and M6 have approximately the same coefficient whereas the
case M4 is the larger one.

Table 3.5: Coefficient C,.

M4
—1.31072

M5
—4.31073

M6
—4.31073

Case
Ca/V,2
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A comparison of the mean transverse force with the predictions of the other
forces, alongside the fitted model associated with a constant coefficient of pro-
portionality, is given by Figure It can be observed that the force due to
the pressure gradient is very small. Also, the other lift expressions are negligible
as well. It is interesting to note that a constant coefficient of proportionality is
enough to give the good tendency of the data which seem to be an indication
that indeed the phenomena behind the transverse force for the cases of high
inertia comes from the alteration of the fluid flow due to the gradient of particle
volume fraction.
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Figure 3.56: Transverse force comparison for the case (a) M4, (b) M5 and
(c) M6.

In the presented analysis, we do not particularly relied on available lift co-
efficient expressions due to the fact that in our case the relative velocity is very
small which makes difficult to access the dimensionless shear number needed in
the formulas.
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3.6.3 Fluid force and particle velocity fluctuation correla-
tion

In order to describe the change in the linear momentum of a given particle,
due the instantaneous impulse of the fluid force, a Langevin equation can be
used [38] 112]. The equation writes as follows:

mpdup; = Fropidt = (Fip )@, t) dt — Apimuy, ,dt +mp B, dW,, (3.48)

The first term on the right-hand side of Eq. represents the impulse
related to the mean force, the second term is associated with the velocity fluc-
tuations, with Ag;; being the linear fluid-particle force tensor and finally the
third term is a stochastic term linked to a Wiener process increment dW , with
B;; being the dispersion fluid-particle force tensor, or simply drift tensor. Equa-
tion above is similar to the one presented by Garzo et al., the only difference
being that in our case, the mean force is directly given by the mean force field
expression.

In terms of probability distribution function equations, Eq. is formally
equivalent to the relationship below [58] [83]:

(Fiospilup(t) = cp, @p(t) = ) fo (cp,x,t) = (Frupa)x,t) fp (cp, x,t)
_AF,im [Cp,m - Up,m] fp (cpa T, t)
B Ofp (cp,x, t)
BF,'Lm an7m (349)

With Br,ij = mpBj B /2. Assuming that the linear force tensor and
the related dispersion force tensor are only functions of the spatial coordinate
and time: Ap;; = Ap;j(x,t) and Br;; = Br,;(x,t), and using the relationship
given by Eq. , an integration of both sides of Eq. over the velocity
space, yields the trivial relationship given by Eq. (3.50). Note that the integra-
tion of the second and third terms of the right-hand side of Eq. [3.:49 over the
velocity space are null.

np (Frosp,i) = np (Fropi) (3.50)

Analogously, multiplying Eq. (3.49) by [¢, ; — U, ;] and integrating over the
velocity space, a relationship involving the correlation between the fluid force
and the velocity fluctuation can be obtained as follows:

np (Frospitlp ) = —NpApimRpmj + npBrj (3.51)

Using a similar procedure, but multiplying Eq. (3.49) by the second order
velocity fluctuation [cp ; — Up ;] [cpx — Up k), the correlation between the fluid
force and the double velocity fluctuation, after integration, gives:

Tp <Ff—>p,iuiz,ju;>,k> = np (Fiop,i) Bp,jk — NpAFimSp,mik (3.52)

121



Simonin’s 1991 approach

In this section we present a model proposed by [100], which can be framed
as a particular case of the model discussed in the previous subsection. In such
model the instantaneous force that a particle undergoes is assumed to be in the
same direction of the relative velocity. It can be written as follows:

Fe,, = =3mpuedyosFy,  (af, Rep) v, (3.53)

—pl|

Where v, is the relative velocity of the particle with respect to that of
the fluid, and the particle Reynolds number is used in this formula is the one
shown by Figure In our simulations, as discussed in the section the
fluctuating scales of the fluid flow are confined between the particles and, in
some sense, the particles sees an integrated fluid velocity. We can thus neglect
the fluid fluctuations, for that reason we consider the relative velocity as being
the relative velocity of the particles to the average fluid macroscopic velocity:
v, = up, — Uy. Since this relative velocity can be decomposed as v, = V. + u;,
it can be readily seen that the fluctuating part of force is written as:

*

Fi,, = —3mpedporky, ) (ar, Rep) ug, (3.54)

It follows from the equation above that the linear force tensor is given by
the expression below, and the drift component is null.

AF,ij = 37Tﬂfdp0[fFf:p‘| (Ckf, Rep) 51‘]‘ (355)

The force velocity fluctuation correlation can then be written as:

<Ffﬁp,iu;’j> = —SW/lfdpafFf:pH (o, Rep) Oim Rp mj (3.56)
Tests with the data have shown that f*—>pH = 1 seem to be enough to model

the cases with low inertia, whereas the Tenneti et al. correlation, using the
average of the Reynolds number that takes into account the particle fluctuating
kinetic energy, is the one that approaches most the data, we thus use those
correlations in the following comparisons.

All the non-null components of <Ffﬁp7iug’ j> are compared to the right-hand
side of Eq. for the cases M1, M2 and M3, in Figure m The results
are given in the centre of the core flow for sake of visualization. We note
that the model seem to be in accordance with the order of magnitude of the
simulation data for all three cases. Regarding the case M1, Figure m(a),
the component with indexes zx agrees well with the results. We note that
even though the model predicts the same values for the components zy and
yx, the results for those components are different <Ffﬁp’wu;}y> #* <Ffﬁp,yu;,x>,
in fact, only the component xy agrees with the model, whereas the other one
is much smaller. Components yy and zz are relatively smaller in magnitude.
Similar results are found for the case M2. Finally for the case M3, we note that
the difference between components xy and yx are not significant as the other
cases. In addition, still on the case M3, we note that the predictions using this
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analysis tend to overestimate the component xx and underestimate the other
components.

A similar comparison for the cases with higher inertia, M4, M5 an M6, using
the non-dimensional force function proposed by Tenneti et al. with the Reynolds
computed with the, is shown by Figure 3.58] We note that all the predictions
underestimate the results from the simulations. A posteriori analysis of the data
have shown that even if the non-dimensional force function is multiplied by a
given value to match one of the force velocity fluctuation component, the other
components do not actually match with the same value, indicating that either
a drift component is missing or the tensor Ap;; should be anisotropic. Those
two options are investigated further in the following sections.
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Non-null linear force and dispersion coefficients

In the previous section, we evaluated a model, which corresponds to a par-
ticular case of Eq. where the linear force tensor is known, and the drift
coefficient is null. In this section, we suppose that both Ar;; = Ard;; and
Br; = Brd;; are isotropic and non-null, which is explored as a first approxi-
mation in [38], and we evaluate whether such a model would work with our data
set, without making any pre-assumption on the value of the parameters.

Within the framework of the discussed condition, the force velocity fluctua-
tion correlation would be described by

Ny <Ff*>p,i’ul > = —npAFprij - anFaij (357)

P.J

In order to test such a model, first we take the traceless version of the
equation above, reads:

—

<Ff—>p,iu{o,j> = *AFﬁp,ij (3.58)

Where <Ffﬁpyiu£)7j> = <Ffﬁp’iu;,j> — <Ffﬁp7mu;7m>5ij/3 is the traceless
correlation between the force and the velocity fluctuation and, similarly, the
traceless particle kinetic stress Ry, ;; = Rp.ij — Rpmm9ij/3. The values of Ap,
computed through Eq. for all the non-null index combinations for the
cases M2 and M5 are shown by Figure [3.59] we observe that all the values do
not fall into a single curve, indicating that such an isotropic coefficient is not
enough to describe our results. Similar results are obtained for the other cases
as well.
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Figure 3.59: Sensibility of the linear force coefficient for the case (a) M2 and
(b) M5.

Besides, the differences in the values of Ar when evaluated with different
index combinations, a problem arising with such a model is that, as seen on the
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previous subsection, in some cases <Ffﬁp’mu;7y> is different from <Ffﬁp,yu;’x>,
which imply that the matrix on the left-hand side of the equation above is not
symmetric. All the terms on the right-hand side of the equation above, are
symmetric, since R}, ;; is symmetric. For that reason, both sides of the equation

would never be completely satisfied regardless of the values of the coefficients.

Anisotropic linear force tensor and a null drift coefficient

Analogously to the last section, we presuppose a version of the model, and
evaluate the implication of such hypothesis. In this section we assume an
anisotropic linear force tensor Ar;j, and a null drift or dispersion coefficient.
Within this frame, the equation for the force velocity correlation, see Eq. ,
gives:

<Ffﬁp’i’u,;’j> = _AF,ikRp,kj (359)

In order to test the consistency of the model, the linear force tensor A ;i
can be isolated in the equation above, by multiplying the equation both sides to
right by the inverse of the particle kinetic stress matrix R;}Lj. The expression
for the linear force tensors then, reads:

Apij = = (Fiopiul, ) Ry (3.60)

p,nj

With Ap;; computed in this manner, then, a comparison with third order
results is performed to verify the consistency of the model. For that purpose

Eq. (3.52) is used. In fact, noticing that: <Ff’_)p7iu;)7ju;,k> = <Ffﬁp,iu;)7ju;7k>—
(Fi—p,i) Rp,jk, the relationship to be tested with the previously calculated linear
force tensor, reads:

(Fiyp ity jUp 1) = —AF,imSp,mjk (3.61)

All non-null components of the linear force tensor, calculated by Eq. ,

for the cases of low and high inertia are respectively shown by Figures and

We note that for all the cases, the component Ap ,, is negative, whereas

all the diagonal components are positive. The term Apy, on the other hand is

either positive or negative depending on the case and coordinate in the domain.

All the other extra-diagonal components are null. It can be observed a very
similar shape for all the terms for the cases of high inertia.

The comparisons for the third order fluid force velocity correlations, using the
linear force tensor previously shown, precisely calculated through the Eq. ,
are given for the cases with low and high inertia, respectively by Figures [3.62]
and 3.63

Regarding the results for the cases of low inertia, they are given in a log
scale for sake of visualization, also only a part of the domain is shown, since
near the centre of the domain the values are closer to zero. We compare the
absolute values of some of the relevant triple force velocity correlations. It can
be observed a good agreement between the tendency of the data and the model,
and similar results can be found for the other non-null components as well.
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With respect to the cases of high inertia, all the non-null triple force ve-
locity correlations are shown. We note a good overall agreement for all the
components. This seem to indicate that a Langevin equation, in the form of
Eq. (3:49), containing a second rank anisotropic linear force tensor and a null
drift coefficient is enough to correctly describe the force velocity correlations in
the Couette domain. Which opens the question on how to model such a tensor.
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4.1 Introduction

In this chapter, bi-disperse fluid-particle numerical simulations in a Couette
configuration are investigated. Bi-dispersion is achieved by changing the density
of the particles, consequently producing sets of heavier and lighter particles with
the same diameter. The physical and numerical description of the cases are
provided in the section [1.4.2

An appropriate definition for the Stokes number taking into account the bi-
dispersion is presented, and the influence of this factor on the statistics of the
bi-disperse cases, such as the particle number density and particle fluctuating
kinetic energy are investigated. In addition to that, the transport equations of
both particle phases are shown in the form of a budget, similarly to what has
been presented in the mono-disperse chapter. The difference being the terms
taking into account the transfer due one class of particle to another. Showing
for instance, transfer of random kinetic energy from the heavier to the lighter
particle phase.

Next, we focus on the particle-particle interaction terms of the budget. The
collision terms presented in the previous cited budgets are decomposed into
collision flux and redistribution related tensors, using the procedure presented
in the section 2.7 unveiling interesting mechanisms related to inter-particle
interaction. Modeling of the collision flux and redistribution tensor for the
bi-disperse particle flow is presented and next tested against the data of our
resolved simulations.

4.2 Macroscopic behavior and statistics

In the mono-disperse cases, it was observed that a macroscopic transition
takes place depending on the bulk Stokes number. For low bulk Stokes number,
particles accumulate near the center of the domain, whereas for higher Stokes
number particles accumulates more towards the walls. That motivated us to
inquiry the macroscopic behavior of a mixture of both particles that would
alone have that low bulk Stokes number with another class of particles that
would instead have the bigger bulk Stokes number. This is performed in the
cases B1l, B2 and B3, see Table which are characterized by a mixture of
particles with St, = 15 and 30, corresponding respectively to the low and
high Stokes numbers of the mono-disperse cases. In addition to that, in order
to further deepen our analysis, we studied a mixture of particles with very
low bulk Stokes number, case B0, and another one with very high bulk Stokes
number, case B4. Regarding B0, we have St, = 7.5 and 15 and for B4, we
have St = 30 and 60.

A frontal snapshot of those simulations at steady-state are given by Fig-
ure [I.1] with the heavier particles in brown and the lighter particles in white.
Also, a view on perspective is given by Figure [4.2
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Figure 4.1: Snapshot of the bi-disperse cases, frontal view. Heavier particles are

brown and lighter particles are white.

Figure 4.2: Snapshot of the bi-disperse cases in perspective. Heavier particles

are brown and lighter particles are white.
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4.2.1 Bi-disperse Stokes number

The bulk Stokes number for the mono-disperse cases was defined by Eq. ,
as the a global measure of the ratio of the particle inertia to the viscous effects
in the domain. This non-dimensional number, turned out to be a good indica-
tor into predicting the macroscopic transition occurring for the mono-disperse
cases, being an import tool for analyzing the fluid-particle flow in the Couette
configuration.

To analyze the bi-disperse cases however, one has to consider mixture effects.
To do so, an equivalent bi-disperse Stokes number St* is defined as the ratio of
the inertial to the hydrodynamic effects in the mixture, in the following form:

U2 U2
("pmp Tt nmeT)

(npmpU + nqqu>

Tp Tq

St* =

(4.1)

Where U, L, 7, and 7, are respectively the characteristic velocity, charac-
teristic length scale and characteristic fluid-particle drag scale of the particles of
type p and q. An equivalent bi-disperse fluid particle characteristic relaxation
time-scale 7 can be defined as follows:

npMmp J;"qmq — Mp | TalMq (4.2)
T Tp Ty

Substituting Eq. (4.2) into Eq. (4.1)), we obtain the general expression for
the bi-disperse Stokes number:

S 4.
St*=r1 T (4.3)

Specifically in our bi-disperse simulations, where both particle species share
the same diameter, the equivalent bulk bi-disperse fluid particle characteristic
time-scale, can be written as follows: 7* = p*df) /184y, where p* is the equivalent
bi-disperse specific mass, is: p* = (nppp + nqpq)/(np + nq). Also, considering
the fact that the particles share the same velocity gradient, the ratio U/L in
Eq. , can be replaced by the mean particle stream-wise velocity gradient.
The resulting formula, for the local bi-disperse Stokes number, reads:

PR OU,,
 18uy dy

*

(4.4)

A global, or bulk version of the bi-disperse Stokes number, can be computed
using the wall velocity, domain dimension and bulk values of particle number
density, similarly to what to the calculation of the bulk Stokes number for the
mono-disperse cases. In that manner, the bulk bi-disperse Stokes can be written

* 32
as: St} = fgz‘; %, with p;, being the bulk bi-disperse specific mass, calculated
notably using the bulk particle number density.

Computed values of the St} are given in Table The cases are actually

enumerated in increasing order of bulk bi-disperse Stokes number. It can be
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noticed in Figure that the St} have an influence on the macroscopic behavior
of the fluid-particle flow, since the particles on the cases BO and B1 are located
near the centre whereas the opposite seems to happens for the cases B2 to B4.

This is in fact, similar to what happens for the mono-disperse cases, where a
macroscopic transition happens when the value of bulk Stokes number changes
from 15 to 30, indicating that the transition must lie within that range. For the
bi-disperse cases, using this appropriate definition presented in this section, the
transition seem to happen from the case Bl to B2, hence within the following
range: 17.5 < St; < 22.5. Interestingly being consistent to what has been
previously observed for the mono-dispersed cases.

Table 4.1: Equivalent bi-disperse bulk Stokes number

CASE | BO B1 B2 B3 B4

Sty 112 | 17.5 | 22.5 | 27.5 | 45.0

Local values of the bi-disperse Stokes number are given by Figure [I.3] The
influence of this value in the statistics is studied in this chapter.
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Figure 4.3: Local equivalent bi-disperse Stokes number.
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4.2.2 Particle number density

The particle number density for all the bi-disperse cases is given by Fig-
ure[f.4} Values are normalized using the bulk particle number density 7y, 1,. Nor-
malized values for the g-species are approximately the same. Hence np/npp >~
Nq/Nqp. Concerning the graph, clearly as the bulk bi-disperse Stokes number
augments, the shape of the curve gradually changes from a concave shape to a
convex one. In other words, the second derivative of the particle number density
with respect to the wall normal direction augments from case B0 to B4, in the
centre of the domain.

This evidence on the bulk Stokes number impact on the transition, further
corroborates the hypothesis that the Stokes number in fact controls the observed
transition. Further pointing out the fact that the formula given by Eq. is
in reality the relevant non-dimensional number in this study.
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Figure 4.4: Particle number density.

Values of the particle volume fraction for both particle species, o, and ay,
can be calculated by multiplying the particle number density by the volume
of a single particle. Computed values for the bi-disperse cases are shown by
Figure Cases B0, B2 and B4, shown by Figure [4.5(a,c,e), have the same
number of particles in p and q species therefore the graphs of o, and oy, are
close to one another. The case B1 and B3, have a different number of particles
of p and q species, see Figure. (b,d).

The bi-disperse cases are indeed dense, reaching up to approximately 15%
of total particle volume fraction in centre for the case B0, which is the sum of
the ap and aq. Even in the region with lesser particles, in centre of case B4, the
sum of particle volume fraction is about 4.8% which is also considered dense.
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4.2.3 Fluid and particle mean velocities

The mean particle and fluid stream-wise velocity for all the bi-disperse cases
are given by Figure [£.7 We observe that the mean velocity of both particle
species are very close to one another. The mean fluid velocity is very close to
the mean particle velocity as well. The only exception being the case with the
smaller inertia, B0, in which, a slightly mean slip between the phases is observed,
with the fluid velocity being larger that of particles in absolute values.

Furthermore, analogously to the mono-disperse cases, as the particle inertia
augments the profiles of mean velocity change from a ”S”-shape curve towards
a straight line in the graph. Also, similarly to the mono-disperse cases, mean
velocities in the wall normal and span-wise direction are null.

The fore-mentioned influence of the bi-disperse Stokes number on the shape
of the mean velocity can be clearly seen on the profiles given by Figure for
the centre of the core flow. In such a region of interest, the slope of the mean
particle velocity seem to have a direct relationship with the particle inertia, or
the bi-disperse Stokes number.
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Figure 4.6: Mean particle velocity in the centre of the core flow.
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4.2.4 Particle fluctuating kinetic energies

Particle fluctuating kinetic energy is given by Figure A clear augmenta-
tion of the normalized fluctuating kinetic energy is observed in the centre with
the augmentation of the bi-disperse Stokes number. As opposed to the particle
number density, values for both particle species are not always equal. A com-
parison of the fluctuating kinetic energies of both particle species, for all the
bi-disperse cases, are shown by Figure
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Figure 4.8: Fluctuating kinetic energy of the particles.

A major dissimilarity related to the fluctuating kinetic energy of the particles
is found for the case of high Stokes, B4. In fact, the fluctuating kinetic energy
for the lighter phase, or p-species, is found to be larger in these regions, that is
qg > q?l. A similar effect happens in some types of plasma systems, where the
temperature, or the fluctuating kinetic energy of the electrons, are found to be
higher than those of the ions, which is the case in [41].

This effect in our case is related to the relationship between the collision

time scale: 7, o< 1/4/q2 + g2, and the relaxation time scale: 7. The latter

was presented in the section and the former can be found in [35].

For the case B4, since the values of qg + qé are relatively high, the collision
time scale is relatively smaller, and also its ratio to the relaxation time scale.
This means that particles transfer fluctuating kinetic energy faster through col-
lisions relatively to the relaxation time, and since collisions between heavier and
lighter particle, tend to transfer more momentum to the lighter particles, com-
bined with the fact that at higher Stokes numbers, collision are more powerful,
this contributes to a higher fluctuating kinetic energy for the phase p, or the
lighter particles, in this case. One also might argue that this effect is a result
of the solution of the transport equations of particle fluctuating kinetic energy
of both species where the factors explained above are already implicitly taken
into account.
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4.2.5 Particle kinetic stress

The diagonal components of the particle kinetic stresses of both the lighter
and heavier particles, respectively p and q species, are given by Figure [{.11}
First of all, we observe that the kinetic stresses for the lighter particles are very
close to that of the heavier particles, with the exception of the of the case B4,
corresponding to the case with the higher inertia, where the kinetic stresses for
the p-particles, are higher than that of the g-particles. Which is due to the
same reasons as exposed in the previous section.

It is interesting to observe that as the bulk bi-disperse augments, the shape
of the kinetic stresses change from a convex to a more concave shape, similarly
to what has been observed for the mono-disperse cases with the increase of the
particle inertia.

With respect to shear kinetic stresses, analogously to the mono-disperse
cases, the only non-null extra-diagonal component is the one related to the xzy
indexes. Since all the values for this component are negative, they are given by
Figure [£.10| multiplied by minus one for sake of visualizing it into a log scale. In
the centre of the core flow, we note that the module of the shear kinetic stress
directly augments with the bi-disperse Stokes number for both the lighter and
heavier particle species.
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Figure 4.10: Particle shear kinetic stress for (a) p-particles and (b) g-particles.
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4.3 Particle fluctuating kinetic energy budget

4.3.1 Transport equation budget

In this section, similarly to analysis presented in the section [3.5.3] for the
mono-disperse case, the budgets of the particle fluctuating kinetic energy, for
both the lighter and heavier particle species are presented. The budget is based
on Eq. , and for the specific case of our configuration can be written for
the p-particles as follows:

P Ot e [P,
ot 2n, Jy P 9y my, P
D P F
Fopi Foopi
w( Tty o (Tt (45)
p p
Cpp qu

Analogously to the transport equation for the mono-disperse a diffusive, D, a
production term due to the velocity gradient, P, and a fluid term, F, are found.
In addition, two particle-particle interaction terms intervene in the budget: one
due to the interaction with the lighter particles, C}p, and another one due to

the heavier particles Cgp,. They are respectively equal to Cp—,p, (%) /np

’ ’
mpupﬁiupﬂv

and Cq,p (f) /np. The first one in reality accounts for the interaction

of the phase p with itself and the second one may be considered as a coupling
term between the particle species, or the one that accounts for the inter-species
transfer. The transport equation for the fluctuating kinetic energy of the g-
species is analogous and contains the following particle-particle interaction terms
Cpq and Cyq.

The budgets for ¢2 and ¢Z, for the cases with higher inertia, B2, B3 and
B4 are similar and are respectively given by Figures .12 [£.13 and [£.14l The
cases with low inertia have a very poor signal to noise ratio. For that reason
we mainly focus on the budgets of the cases with high inertia. Regarding those
cases, we observe that for both particle species, the principal mechanism of fluc-
tuating kinetic energy creation is the production by the mean velocity gradient
P. Also, as expected, the fluid term is negative due to the fluid-friction, being
the dominant mechanism of fluctuating energy destruction.

Regarding the particle-particle interaction terms, an interesting behavior is
found. We observe that for all the presented cases, while the Cg, is positive in
the lighter particles budget, the term Clq is negative in the budget of the heavier
particles. This consistently indicates on the budget of the lighter particles that
fluctuating kinetic energy is transferred through interaction with the heavier
particles. Also, it indicates that fluctuating kinetic energy is destroyed on the
budget of the heavier particles via interaction with the lighter particles. This is a
clear quantitative indication of the transfer of energy from the heavier particles
to the lighter particles via particle-particle interaction. In addition, we observe
that both Cpp and Cyq are small compared to the other terms.

A decomposition of the collision term into production and source related
terms are further investigated in the next section.
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4.3.2 Particle-Particle interaction term decomposition

The particle-particle interaction terms present in the budgets of the previous
section can be further decomposed according to Eq. (2.76)), in fact, contracting
the indexes, the resulting equation presents as follows:

Aquﬂ"iy AUp,w

/ /
Cop (mpuwup,i) = Xapii + A + 204p.0y A (4.6)
S~ Y Y
n <F ! > source term . . K
p\Fa—=p,illy ;5 collision transport  collision production

The decomposition of the term on the left-hand side of the equation above,
associated to the particle-particle interaction term of the particle fluctuating
kinetic energy equation, into the terms of the right-hand side are given by
Figures to[4.20] It is interesting to note that, even tough the total particle-
particle interaction term may seem to have an arbitrary sign, a precise pattern
related to the signs of the decomposed terms is found for the shown cases. They
are summarized in Table [£2

Table 4.2: Sign of the decomposed terms

’ term \ source \ transport \ production ‘
p—p -
p—q -
q—p +
q—q -

+ 4+ +

++ 4+

Both the collision production and the collision transport terms are positive,
while the source term is either negative or positive depending on the specific
term. In fact, both the source terms related to the interaction of p with itself
and q with itself are negative, which is related to the dissipation of fluctuating
kinetic energy through collisions. With respect to the inter-species terms, or
coupling terms, we consistently observe that while the source term linked to
P — q is negative, the q — p is positive, which indicates that the heavier
particles transfer energy to the lighter particles through the source term.

In dilute cases, the collision fluxes tend to be negligible in comparison with
the source terms, and the opposite is true as well. This is precisely what hap-
pens in the fluctuating kinetic energy budgets as the particle volume fraction
augments. As the cases are more dense, the collision fluxes augments and
consequently the mechanisms that produce fluctuating kinetic energy through
particle-particle interactions, the proportion to the dissipation mechanisms mas-
sive overloads it, see Figure [3.:42] thus the positive terms in the mono-disperse
budgets.

In the bi-disperse cases, as shown in the previous section, the sign of the
particle-particle interaction is in fact the result of the proportions of the precisely
defined source and flux terms.
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Figure 4.15: Decomposition of the collision terms present in the qg transport
equation, into: source, transport and production for the case B2.
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Figure 4.16: Decomposition of the collision terms present in the qg transport
equation, into: source, transport and production for the case B2.
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Figure 4.17: Decomposition of the collision terms present in the qg transport
equation, into: source, transport and production for the case B3.
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Figure 4.18: Decomposition of the collision terms present in the qg transport
equation, into: source, transport and production for the case B3.
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Figure 4.19: Decomposition of the collision terms present in the qg transport
equation, into: source, transport and production for the case B4.
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Figure 4.20: Decomposition of the collision terms present in the qg transport
equation, into: source, transport and production for the case B4.
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4.3.3 Kinetic versus collisional terms

From the particle fluctuating kinetic energy equation, Eq. (4.5, and the
decomposition of the particle-particle interaction term, Eq. it can be
seen that there are two mechanisms of fluctuating kinetic energy production, a
purely kinetic P(fp, and one to the particle-particle interaction: Fg, . The ratio
of the collisional to the kinetic production, is: PS,/Pk = —04p oy /npmp Ry 2y

Normally this ratio tend to zero for very dilute cases, and increase as the
particle volume fraction increases. In our bi-disperse cases, the total particle
volume fraction does not greatly vary from one case to another. What actually
varies is the overall inertia, that augments from case BO to B4. The ratios of the
collisional to the kinetic production are given by Figure[£:21] we note a tendency
of diminution of the collisional production with respect to the kinetic one as the
particle inertia augments, indicating that the purely kinetic production grows
faster with the particle inertia in comparison with the collisional one.
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Figure 4.21: Collisional to Kinetic production ratio.
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4.4 Particle-Particle interaction modeling

4.4.1 Kinetic theory based collision modeling

In the previous section, the global particle-particle interaction terms were
decomposed into flux and source like terms according to the formalism presented
in section 2.7 In this section we present a kinetic theory modeling approach,
that can be associated to such decomposition formalism.

In the framework of the kinetic theory, the expected rate of change of a
given transported variable can be equated in the form a integral over the ve-
locity space, see [I8]. This collision integral can be expanded through a Taylor
series, into source and flux like terms, see [26]. Notably [10] explored this decom-
position for the mono-disperse case, and then [35] extended the methodology
for the bi-disperse case. The equations derived by Fede and Simonin. are given
in the Apendix |Al Specifically, the collision flux is given by Eq. , and the
source, or redistribution term, by Eq (A.2).

Although the formalism shown in section [2.7] is not constrained by any hy-
pothesis of the kinetic theory approach still its methodology can be applied in
our case.

Restitution Coefficient

The equations presented in Apendix [A] require a value for the collision resti-
tution coefficient. In our simulations, even though the dry collision restitution
coeflicient is set to one, due to lubrication effects, the effective restitution coeffi-
cient is in reality different for each interaction, notably depending on the impact
conditions.

A formula for the average restitution coefficient (e) that takes into account
the lubrication effect in a mono-disperse flow has been proposed by [I], and it
is given by Eq. . The formula depends on the values of T3 and V3, which
are respectively given by Eq. and Eq. . Where § is an experimental
parameter, and the authors suggest to use the following value: 5 = 35.

oo 1/2
(e) = 260/ ue_“2e_1/(2T5 u)du (4.7)
0
2 502
T = gqp/vﬂ (4.8)
gd
Vs = Z?p (4.9)
P

The solution to the average restitution coefficient, using ey = 1, as a function
of the parameter T} is plotted on Figure We note that as the value of T}z
tends to zero, so the value of the average restitution coefficient tends to zero as
well. At the opposite when T is very large, then (e) tends to eg. The authors
propose the following approximation for (e) when Tz > 1, reads:

(e) ~ e <1—; W) (4.10)
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That approximation, is showed in a red dashed line in Figure [£.22] as well.
We note that this formula present a very good approximation for values of
Ts > 103.

—_— numerical solution
- - - approximation for Tz > 1

T Y A B A 1 R M WA
107* 107* 1072 10°* 10° 10* 102 10° 10* 10°
Ts

Figure 4.22: Solid line: numerical solution of the mean restitution coefficient,
given by Eq. (4.7) which takes into account the lubrication effect for eg = 1.
Dashed line: approximate formula for T > 1.

In order to account for the bi-dispersion, the bi-disperse relaxation time,
7%, is used at Eq. . In addition to that, the fluctuating kinetic energy
is pondered by the product of the particle number density times the particle
density, in the formula of T}, thus yielding the following variables for the collision

pair pq:

oo = Dy [ Defele d Rabudy (w1)
B,pa 3‘/5*2 inp"’”qPq

* 6 *
Vi = Lo/ (4.12)

Substituting the variable T |, on Eq. (4.7), would then yield the effective
restitution coefficient related to the collision pair pq: (epq). Which is used to
compute the collision fluxes and restitution terms presented in the next sections.
The other restitution coefficients related to the other collision pairs can be easily
found in an analogous manner.
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For our simulated cases, we obtain values of T'5 in the order of magnitude
of ~ 10%. Indicating that the approximation formula given by Eq. cannot
be used. Hence, the integral of Eq. is numerically solved.

Computed values of the mean restitution coefficient for all the cases are
given by Figure We note that as the overall particle inertia, or bi-disperse
Stokes number, of the cases augment the computed mean restitution coefficient
augment as well. Furthermore, we observe that the order of magnitude of the
coefficients < epp >, < eqq > and < epq > are close to one another. Those values
are going to be used in the next sections withing the frame of the comparison
of our resolved data with available models.

17 T T T ] 1r T T T ]
E g 090 0 00 0o E E 0 00 00 0 E
[ o o | [ o o N
0.8, . o o o ol 0'8*0 o o o
Foo 6 0 0 ¢ o 96000 660000 o 9
/\O.GjA@D AAAAA D@A’, /\0.61@5 AAAAA DéAj
o ra oBb U o O o (g oD oo [mY
< I 1 & I m| m| 1
[ o O o o i [ o 9] i
Vo4l . Vo4l .
[ °o o°© ] r o o i
L o B o ] L O ]
0.2F © j 0.2 o j
07‘ P R SR R B L ] 0’\ T R R R R B L ]
—1 —0.5 0 0.5 1 -1 —-0.5 0 0.5 1
2y/H 2y/H
(a) (b)
l———7— 777
L 1 1oBO
[ 0000 00 ¢ ] OBl
08f o © oo |aB2
:Oo 000 6 5 0 © 0 OOO: o B3
OGiO@ﬁAA AAﬁ@OE oBd
AN g A A D m] 8|
[ o o i
mg [ m] O ]
Vo4l o o ]
L m] m] ]
[ o O o i
0.2 0o O .
O’HH\HH\HH\HH’
—1 —0.5 0 0.5 1
2y/H

(©)

Figure 4.23: Mean restitution coefficient computed for all the cases: (a) < epp >,
(b) < eqq > and (c) < epq >.
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4.4.2 Momentum collision flux term

A sensibility test for the collision flux model, given in Appendix [A] is per-
formed by varying the restitution coefficient and the parameter gg also discussed
in the Appendix[A] Specifically for the bi-disperse case, the parameter go can be
computed by Eq. , yielding go = gh®. The sensibility test, for a component
of the collision flux, of the case B2, is presented by Figure.

The proposed formula for the restitution coefficient given in the last section,
as well as two other constant restitution coefficients are tested. In addition to
that, the parameter gf® is either computed through the formula or set to one.

For this specific case, we note that the parameter pair (go,e) = (1,1), seems
to have a good agreement compared with the data. If the value of the resti-
tution coefficient is set to one and gf? is used, the model overestimate the
results. Maintaining however gg equals to one and computing the average resti-
tution coefficient either through the formula or setting it to 0.5, the model
underestimates the collision flux. Interestingly, when both parameters are used,
(g0,€) = (g5, < e >), then the curve seem to fall into tendency of the results
from the our simulations. Even tough in this case both the simple combination
(g0,€) = (1,1) and (g0, €) = (g5%, < e >) give comparable good results, in other
cases, the latter combination is the one that best fits our data, and for that
reason it is the retained one.
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Figure 4.24: Collision flux measured in DNS for the case B2 and the model
prediction for several radial distribution function and restitution coefficient.

Using the retained parameters, all the components of the other cases are
compared. In Figure [.25] [£.26] and [£.27] are respectively given the terms of the
collision flux tensor for the cases B2, B3 and B4, corresponding to the cases
with relatively higher inertia. We note that there is an overall agreement with
the results.

Regarding the other cases, BO and B1, the comparison are respectively given
by Figures [£.28 and [1.29] For those cases however, we note that the model seem
to underestimate the value of the collision flux in the stream-wise direction,
while maintaining a good prediction of the other components related to other
components of the tensor.
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Higher Stokes
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Figure 4.25: Comparison of the collision flux with the available model for the
case B2. The symbols are: DNS (xy) (0); DNS (yy) (@; DNS (zy) (a);
model (xy) (--); model (xy) (-.-); model (xy) (....).
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Figure 4.27: Comparison of the collision flux with the available model for the
case B4. The symbols are: DNS (xy) (0); DNS (yy) (@; DNS (zy) (a);
model (xy) (--); model (xy) (-.-); model (xy) (....).
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Figure 4.28: Comparison of the collision flux with the available model for the
case BO. The symbols are: DNS (xy) (0); DNS (yy) (@; DNS (zy) (a);
model (xy) (--); model (xy) (-.-); model (xy) (....).

159



1072 1072

100 == 15

r B F o l
80 |- B L o o i

g © 1 10 ]

r o o 8 F l

. 60; : N i o/\o ]
S r 1 g 51 -7 A 5
SO 40 . 3 5 o’ e 1
= C O O B < t o SN il
& F - 1 & oo "o.0]
5 20| -7 N ] 5 0lA- 8 6.8 8 8800 p6.0.5]
o @ o] S P 0l
s o .00 G o o] S SO o
i OgﬁéAAAAAA»Aéﬁ,% > L o o ]
g e AN e T
—200 R o ] i ‘0gn ]

r AN / 1 —10 | e S
—40 |- o’ B B ]
—60:“““““““““‘: R 9 NI VAN A EAE N AR
-1 =05 0 0.5 1 -1 =05 0 0.5 1

2y/H 2y/H
(a) (b)

1072 1072
10— 2T
81 E i |
65 O ,: 1: :

o r 1 = L 0% 0 4
g F °© © i g | o hNe} |
34 E 3| o0 Tofo |
g r 0.-""~0 ] g 1o Q|
S 20 OO,’ \\Oo | D LA AL A DD AD AN AL
a3 F o~ TTQ | C&S =N A
~ OgAAAAA-A.AAA»AA% ~ | DO o8 |
b - Eul bl r .= ~0 1
= . o4 Jas | | ] |
= L o 1 - ,

—2f n - . 1L ‘a o |

L \D i b [ ~m” )
—4 \ , B - 4
E E‘\DD E : :
R~ S N T I T Y Y N Y Y A 72 I T Y B N NI
-1  -05 0 0.5 1 -1 -05 0 0.5 1

2y/H 2y/H
(c) (d)

Figure 4.29: Comparison of the collision flux with the available model for the
case Bl. The symbols are: DNS (xy) (0); DNS (yy) (@; DNS (zy) (a);
model (xy) (--); model (xy) (-.-); model (xy) (....).
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4.4.3 Kinetic stress source term

Using the same parameters for the average restitution coefficient and gq
parameter (see Figure [4.23|and [4.24)), the kinetic stress source term for the cases
B2, B3 and B4 are compared with our results, using Eq. , in Figures |4.30],
[43T and [£:32] We observe that the model predicts the good order of magnitude
of the results. As opposed to the results for the momentum collision flux, the
results for the kinetic source term seem to need more significative statistical
events to properly converge.
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Figure 4.30: Comparison of the source term with the available model for the case
B2. The symbols are: DNS (xx) (0); DNS (yy) (g); DNS (zz) (s); DNS (zy) (0);
model (xx) (--); model (yy) (-.-); model (zz) (....); model (xy) (...).

For all the cases, we observe that the kinetic stress source term associated

with the stream-wise variance is negative while the other two related to the
orthogonal directions are positive. This is the isotropization effect through
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the source term, where variance is taken from the stream-wise direction and
redistributed to the wall-normal and span-wise directions. A similar effect have
been observed in the mono-dispersed cases in [11].
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Figure 4.31: Comparison of the source term with the available model for the case
B3. The symbols are: DNS (xx) (0); DNS (yy) (@); DNS (zz) (a); DNS (zy) (o);
model (xx) (--); model (yy) (-.-); model (zz) (.....); model (xy) (...).

Since there is almost no-slip between the lighter and heavier phases, the
results related to the momentum source term are unusable. The results are close
to zero, and therefore a comparison of zero equals to zero yields no significant
value, for that reason only the kinetic stress source term is analyzed.
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4.4.4 Kinetic stress collision flux term

We have also, measured the kinetic stress collision flux for the cases B2,
B3 and B4. They are given by Figures [£:33] [£-34] and [-35] Similarly to the
momentum collision flux shown in section [£:4:2] the kinetic stress collision flux
coverges quicker than the source terms with results having a high signal to noise
ratio.

For the cases B2 and B3, we observe that the only non-null kinetic stress
collision fluxes are those related to the stream-wise variance and the principal
shear kinetic stress, that is 0., and 8,,,, with a positive slope for the first and
negative one for the second.
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Figure 4.33: Comparison of the kinetic stress collision flux with the available
model for the case B2. The symbols are: DNS (xxy) (0); DNS (yyy) (x);
DNS (zzy) (x); DNS (xyy) (@)
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Figure 4.34: Comparison of the kinetic stress collision flux with the available
model for the case B3. The symbols are: DNS (xxy) (0); DNS (yyy) (x);
DNS (zzy) (x); DNS (xyy) (@)

Similar results are found for the case B4 as well with the exception that in
this case a slightly negative slope for the kinetic stress collision flux related to
the wall-normal direction is found.
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Figure 4.35: Comparison of the kinetic stress collision flux with the available
model for the case B4. The symbols are: DNS (xxy) (0); DNS (yyy) (x);
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model (xy) (.....).
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Conclusion and
Perspectives

Concluding remarks

A particle resolved numerical simulation tool, based on the tensorial viscous
penalty method, that allows the resolution of the fluid-flow around the moving
particles was used to investigate both mono and bi-disperse fluid-particle flow in
a Couette configuration. The aim is to comprehend, test, improve and develop
macroscopic models in the frame of the kinetic theory of granular flow, notably
leveraging the level of detail contained in the resolved simulations.

Related to the code, an optimization of the parallelism was performed, which
greatly improved the performance of the code, allowing for the cases investigated
in this thesis to be computed with much less computational cost.

A hybrid Eulerian-Lagrangian statistical approach was introduced, consist-
ing in two different formalisms, one associated to Eulerian averaging for the fluid
phase and another Lagrangian averaging for the particle phase. The first one is
based upon the characteristic phase operator, and with that, transport equations
for the fluid taking into account the exchanges occurring in the fluid-particle
interfaces are obtained, and associated with it, average transport equations such
as the fluid fluctuating kinetic energy transport equations are derived.

The Lagrangian averaging for the particles, is primarily based upon a fine-
grained probability density function and the Liouville’s formalism. Transport
of equation of average particle quantities such as the mean particle velocity and
particle kinetic stress equations were derived. An original aspect about such
equations is that they allow for the precise separation of the particle-particle and
fluid-particle interaction terms. Also, no assumption of instantaneous collisions
are presupposed, indeed, long duration contacts are allowed. As a matter of fact,
the formalism presented in this thesis could be easily applied to electric fields,
or other types of forces as well. A link between the two statistical formalism’s
is explored with a discussion about the exchange terms, occurring at the fluid-
particle interfaces. It is also shown how such terms can be extracted from our
numerical simulations.

We also show an original decomposition of the particle-particle interaction
terms into source and flux terms. Such a decomposition allows for the bet-
ter comprehension of the physical mechanisms playing a role in the transport
equations, clearly separating production, dissipation and inter-particle-species
transfer of energy, or more precisely in our case, how particles generate fluc-
tuating kinetic energy as they collide or how they transfer variance of velocity
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from a direction to another. Moreover, with such a separation one can perceive
the fact that the collisional flux related terms become more important as the
particle volume fraction augments, while source related terms are dominant in
very dilute flow, thus clearly separating the mechanisms associated to the di-
lute and dense particle flows. Further, a link with such a decomposition and a
decomposition linked to the kinetic theory of granular flow was also discussed
during the analysis.

Six mono-disperse cases in moderately dense regimes were investigated, with
the particle volume fraction varying from 5% to 30% and the bulk Stokes num-
ber, which is a non-dimensional number that characterizes the particle inertia in
a given fluid environment, ranging from 15 to 30. We observe that a macroscopic
transition occurs in that range, with the particles accumulating more near the
centre for low bulk Stokes numbers, and the opposite, with particles accumulat-
ing more near the walls for the higher Stokes number. This transition was latter
explained in the thesis by the action of two opposite physical mechanisms, in
fact, on one hand, the fluid pushes the particles to the centre of the core flow
and on the other hand, particle pressure, associated with particle variance and
collisions between the particles, expels the particles from the centre. In order
for the particle flow win the fluid action pushing it toward the centre, it has
to produce enough fluctuating kinetic energy, and since the mechanisms of pro-
duction are proportional to the gradient of mean particle velocity, the Stokes
number is thus the good parameter to characterize such a transition, indeed, it
is directly proportional to particle velocity gradient and inversely proportional
to the fluid-particle response time, which is associated to the fluid-particle force.

As a first analysis, macroscopic parameters such as the local particle num-
ber density, particle volume fraction and mean fluid and particle velocities were
extracted from resolved simulations. As a result from the fore-mentioned transi-
tion, the shape of the volume fraction profiles change from concave to convex as
the Stokes number augments. Also, we observe that both the particles and the
fluid have approximately the same mean velocity, hence with a very small mean
slip between the phases. Based on such slip, the particle Reynolds number is
found to be ranging between 1073 ~ 10°, thus relatively small.

In addition, particle and fluid fluctuating kinetic energies are measured, and
similarly, due to the transition, the shape of such curves change, but this time,
from convex to concave. As a matter of fact, a inverse relationship is found
between the particle number density and the particle fluctuating kinetic energy,
which has its explanation roots into the so-called particle pressure effect, where
regions of higher variance are accompanied by regions of lower particle number
density. This can be easily demonstrated as result of the transport equations.
Additionally, we also found that the fluctuating kinetic energy of the fluid phase
is systematically smaller than that of the particles. This was latter explained in
the thesis to be related to the fact that the particles actually pilot the flow and
not the other way around, which is different from gravity driven flows, where
fluid fluctuations drive the particle fluctuations.

Statistics of the fluid flow are investigated, such as pressure, Reynolds stresses
and viscous dissipation are given. Related to the diagonal terms of the Reynolds
stresses, we observe that for all the cases the component associated to the
stream-wise direction are systematically larger than the other ones, which is
related to the fact that the mechanisms of variance productions are primarily
linked to this direction. Concerning the Reynolds shear stresses we observe that
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the only non-null term is the one related to the shearing plane.

Further, both the viscous dissipation associated to the transport equation of
the mean kinetic energy and that of the fluctuating kinetic energy are measured
from our resolved simulations, and, as expected, the order of magnitude of the
dissipation is larger for the cases with high Stokes number, as those cases are
more energetic. Based upon those values, spatial and temporal scales associated
to the fluid fluctuating kinetic energy are evaluated and compared to other
relevant scales. With respect to the spatial scales, they are compared to the
particle diameter and the average interstice length between the particles, this
showed that those scales are in fact confined between the particles. Also, a
similar analysis with temporal scales showed that those scales are smaller than
the particle response time. This bespeaks to the fact that the fluid fluctuations
are probably wakes, confined between the particles, generated as the fluid passes
through. Such analysis is also backed up by the budget analysis of the fluid
fluctuating kinetic energy, which shows that mainly fluid variance is created by
the particles.

With respect to the particle statistics, we first evaluate the local Stokes
based on the local mean velocity gradient and compare it to the bulk Stokes
number. For the cases with bulk Stokes number equal 15, or the cases with
smaller inertia, the local Stokes number in the center of the core flow is found
to be much smaller, being close to 1, whereas for the cases with bulk Stokes
number equal to 30, values of about 25 are found in the center of the core flow.
This occurs due to the fact that the mean velocity gradient for the cases of small
inertia are greatly diminished in the center of the core flow.

Particle velocity fluctuations such as the particle kinetic stress, third and
fourth order correlations are shown and analyzed in the context of the fluid-
particle flow. The overall profiles of particle kinetic stresses are very similar to
those of the Reynolds shear stresses, with the velocity variance related to the
stream-wise being the larger one among the principal directions, and the shear
stress related to the applied shear being the only non-null one. The fact that the
particle kinetic stress is similar to the Reynolds stress is thoroughly explained
latter by the analysis of the budgets of the transport equations.

Still related to the particle kinetic stress, we also studied the anisotropy co-
efficient and an inverse relationship with the particle volume fraction is found,
which is associated with the fact that more particles promote more particle-
particle interactions and consequently more the mechanisms of energy redis-
tribution, or isotropization, through collisions. The Boussinesq approximation
with a standard eddy-viscosity-like, or kinetic viscosity closure, in this case, is
investigated. Related to such viscosity, a direct relationship with the particle in-
ertia and and an inverse relationship with the particle volume fraction is found.
Further, a Knudsen number related to such viscosity is computed and it is found
to be very small, in the order of magnitude of 10~#, showing that the cases are
in fact close to a local equilibrium. We also examined the predicted values of the
kinetic viscosity against available modeling in order to comprehend the trend of
the data.

Regarding the third order correlations, we tested the consistency of the so-
called Grad approximation and the gradient model. In such inquiry, we calculate
whether such equations predict the correct correlation given the data of other
correlations. And indeed, those correlations were consistent with the data.
Another Knudsen number, based on the gradient model coefficient is computed,
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and again, it also indicated a system close to the equilibrium. With respect to
the forth order correlations, we tested the Grad and Gaussian approximation,
and we found that the Gaussian approach is more consistent with out data
set. The fact that the models of third and fourth order correlations are nicely
consistent with the models is related to the fact that the systems are close to a
equilibrium, which were indicated by the Knudsen numbers.

The budgets of the transport equations related to the fluid-particle flow were
computed from our resolved simulations and investigated to understand local
physics of the fluid-particle flow. In the mean wall-normal particle velocity
budget for instance we noticed that the fluid pushes the particles towards the
centre of the core flow. In the budget of the fluid fluctuating kinetic energy we
noted that nearly all the production of it comes from the interaction with the
particles. This in conjunction with analysis of the its scales, as already stated,
indicates that fluid variance comes mainly through the direct interaction with
the particles and, as the fluid passes through it, it creates wakes that remain
confined in between the interstices of the particles.

In the budget of the particle fluctuating kinetic energy, we observed that
the fluid only destructs particle variance through fluid friction, in that sense,
consistent with the previously discussed budget since in both of them there
is an indication of energy transfer from the particles to the fluid. We also
noticed that the main mechanisms of particle variance creation are due to the
production terms, which can be traced to the gradient of mean particle velocity.
One due to the kinetic production, and another due to collisional production.
With respect to the global particle-particle interaction term, we clearly observe
a direct relationship of it with the particle volume fraction, which is due to the
fact that the collisional flux terms becomes more dominant as the particle flow
becomes denser.

Related to the particle kinetic stresses, we note that the production terms
only occur in the stream-wise direction, hence the larger values of particle kinetic
stress in that direction. In the other orthogonal directions, velocity variance
is only generated through redistribution through particle-particle interactions.
This, in conjunction with the previous analysis, also explains why the Reynolds
stresses are larger in the stream-wise direction as well, which is ultimately re-
lated to the fact that variance in the fluid comes from the particles, and the
particles, generate more in this direction. Concerning the shear-stresses, the
only non-null production occurs in the zy plane, which is the only-non null one.

The instantaneous fluid force in a isolated particle and the mean force of in
the frame of an ensemble of spheres is discussed. We discussed the available
modeling and the relationship with the data obtained with simulations of the
flow past a fixed array of particles. After a discussion and a original analysis
of the force-velocity fluctuation is performed using a stochastic Langevin-type
impulse model.

Related to the mean transverse force, a correlation analysis is performed to
verify with which variables the mean force most correlates with, to investigate
the origin of such force. For the cases with small inertia, only the one with the
smaller volume fraction highly correlates with variables related to traditional
lift expressions, such as the Saffman lift. Even tough such force predicts the
correct order of magnitude it does not however predict the right sign. We also
compared it with other candidates, such as the force due to pressure gradient
and a Magnus-type force and none of them seem to be appropriate in this case.
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Regarding the cases with high inertia, on the other hand, a high correlation is
observed with the gradient of particle volume fraction, indicating that possibly
a phenomenon related to that is taking place. Associated with such high cor-
relation, we computed a linear coefficient and plotted against the data, which
gave a good fit with just a linear coefficient. Again, such a force is compared
against other candidates, and all of them were much smaller than the order of
magnitude of the data.

Based on a stochastic formulation of the particle impulse due to the en-
vironing fluid, with a Langevin-type equation, we derived expressions for the
force velocity fluctuations correlations which are to be used in the transport
equations of first, second and third order. Such expressions are dependent on a
linear force tensor and a dispersion tensor. We then framed this set of equations
in a particular case corresponding to the modeling approach used by Simonin
(which was originally developed for dilute flows) and tested against our data
(consisting in moderately dense flows), which finally, nonetheless, gave a good
prediction of the order of magnitude of the data, as well as good insights into
the modeling aspects of the drag. Within this analysis we noted however that
more degrees of freedom would be needed to accurately describe the results,
with that in mind, we then assumed other versions of such a model and then
verified whether such a form would be consistent.

Still related to that, first we assumed a version of such model with two non-
null coefficients, one linear force coefficient and another dispersion coefficient.
The results showed that such a model was not able to reproduced the data.
After that we tested whether a version of such model with a fully anisotropic
linear force tensor and a null dispersion coefficient would consistently reproduce
the data. The results showed that indeed such a form is compatible with our
particle-resolved simulation data (And the fact that this model works, may be
related to the fact that the anisotropic linear force tensor captures the effects
of neighboring particles in our moderately dense flow). This opens the question
into how to model such a tensor.

Next on the last chapter, five bi-disperse simulations are then analyzed. A
method for computing the equivalent bi-disperse Stokes number is derived and
then analyzed in the frame of our data, which indeed seemed to be coherent, in
fact, most of the statistics either grow or decrease according to the augmenta-
tion of this parameter. The values of the mean velocity for all the phases are
very close to one another, hence with a negligible slip between all the phases.
Analogously to the mono-disperse cases the particle fluctuating kinetic energy
is larger than the fluid fluctuating kinetic energy, regarding the difference be-
tween the fluctuating kinetic energy of the lighter versus the heavier phase, we
observed that they are very close for all the cases, with the exception of the
most inertial case, which was explained by the relationship of time-scales in this
case.

The budget of the fluctuating kinetic energy is then presented with the
particle-particle interaction term separated into one due to the effect of the
lighter phase and another due to the heavier phase, clearly showing the cou-
pling effect between the phases. Next, these global particle-particle interaction
terms are separated into the source and flux related terms. This analysis showed
that even though the global particle-particle interaction terms may assume any
arbitrary value, those separated terms had a clear sign related to a physical
mechanism, for instance, the collisional production is, as expected, always pos-
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itive, whereas the source term assume negative or positive values depending
on whether the there is a transfer from on particle phase to the other, with re-
spect to the dissipation through particle-particle interactions. We also compared
the effects of kinetic versus collisional production, which, within our parame-
ter range, as the inertia augments, the ratio of the collisional to the kinetic
production shrinks.

An extension of the mean restitution coefficient for the bi-disperse case is
presented and then computed for all the cases. Such values are then used to com-
pare the momentum collisional flux and the kinetic stress source term, yielding
interesting results.

One could say that, the avant-garde aspect of this thesis work, is to pro-
vide a comprehensive methodology for the analysis of fluid-solid flows through
particle-resolved simulations, including suitable statistical procedures based on
a powerful formalism in which the high level of microscopic detail contained in
the simulations are leveraged to provide useful macroscopic statistics. Further-
more, fluid-particle and particle-particle interactions are exhaustively analyzed
providing interesting mathematical modeling insights that ultimately deepen
the comprehension of the fluid-particle flow physics.

Perspectives

With the accomplishment of this thesis work, some questions that would
deserve the attention of a future study appeared. In this section, we aim to cite
and describe some of those ideas that would certainly contribute to a progress
in the field.

As a first perspective, it would be interesting to study the effects of particle
rotation in the Couette configuration. This could be done by the computation of
the mean angular velocity and its fluctuating correlations, such as the fluctuating
kinetic energy associated to the rotation. And that, followed by an investigation
of the budgets of the transport equations of those variables. Which would serve
to characterize the transfers between particle rotation and translation, and the
possible implications of that in the fluid-particle flow.

Pseudo-turbulence could be further studied to test whether its values could
be predicted by modeling. As a first step in this direction, a correlation analysis
of the Reynolds stresses as well as the fluctuating kinetic energy with other
variables could be performed to check with which parameter those pseudo-
turbulence related variables are correlated most. Additionally, it could be tested
against available models in the literature as well.

Regarding the transfer of momentum from the fluid to the particles. It would
be interesting to further investigate the role of the local micro-structure, or more
precisely, how the local organization of an ensemble of neighboring particles
affects the fluid force applied to a given particle. Indeed, what motivates this
investigation is the strong correlation between the mean transverse force and
the gradient of particle volume fraction in our configuration. The work in this
direction could be tackled at two possible fronts: the first, to look qualitatively
at the fluid flow around the particle to examine more in detail why this happens,
and the second, to verify whether it is possible to derive through first-principles,
a lift coefficient that would take into account such effect.
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Related to force-velocity fluctuation correlations, it has been demonstrated
that for our Couette configuration, an anisotropic force tensor stemming form
an Stochastic based approach is enough to model the data extracted from our
resolved simulations. It would be useful to further inspect into the possibilities
of modeling such a tensor.

Another beneficial perspective would be to perform the numerical integra-
tion of Eq. . With those results, then the divergence term present in
Eq. could be further studied. In a similar fashion, the other divergence
terms associated to other coupling terms, such as the one associated to the
fluctuating kinetic energy could be also studied by using a similar procedure.
Such computations would make possible to further dive into the analysis of the
budgets of the fluid transport equations.

With respect to particle-particle interactions, it would be interesting to de-
rive a formula for the bi-disperse kinetic stress flux term, using the same ap-
proach as the one for the derivation of the formulas in the Appendix [A] and
compare it with the data extracted from our resolved simulations, given in the
form of graphs in this thesis. Additionally, the study of the decomposition of
the particle-particle interaction terms into source and flux terms could be also
performed for the mono-disperse cases as well.

With enough high performance computation resources available, it would be
helpful to perform more ”simulations points”, broadening the range of particle
volume fractions and Stokes numbers. This would permit to further extend
the range of validity of the models shown in this manuscript, as well as to
deepen the comprehension of the involved phenomena. Indeed, increasing the
number of particle volume fraction "simulation points”, with very dilute and
super dense cases, would for instance permit to further inquire into the influence
of neighboring particles and the role of particle-particle interactions versus fluid-
particle interactions in those different limiting cases.

Furthermore, increasing the range of particle inertia, would allow for the
investigation of possible new mechanisms occurring at either very high of very
low Stokes numbers, as well as to better characterize the competing mechanisms,
described in this thesis, related to the transition. Besides, with respect to bi-
disperse cases, other combinations of cases could be tested as well, including for
instance other combinations of particle density ratio, and other combinations of
particle volume fractions as well.

Moreover, the same methodology of analysis used in this thesis could be
used for other configurations, such as a channel flow or gravity driven flow.
This could provide other useful insights into the fluid-particle flow dynamics.

Performing a benchmark test against other comparable codes to see whether
similar results could be obtained, would be of value as well. Additionally, it
would be interesting to try engineer a experimental apparatus, within the same
range of Stokes numbers and particle volume fractions to further study the flow.

Finally, last but not least, the authors of this study firmly believe that the
results of this thesis could be used to provide content for scientific communica-
tions, such as articles in journals, or presentations in international conferences.
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Appendix A

Bi-disperse source and flux
terms formulas

In this appendix, we give the formulas for the bi-disperse collision flux.
The collision flux for mono-disperse particle laden-flow have been investigated
by [10], and then extended to the bi-dispersed case by [35, [36]. Eq. is
the formula of the collision flux for the bi-disperse case, derived by the former
author:

0 1 1+e.

_%:j = +quﬁy;qﬁqu5ij (A.1)
_MQP%l/}iqdqu% (Dp-,kk + qukk) 51']’
_qu%ngdgq% (Dy,ij + Da,ij)
+qu%”§q‘cpq% (Tp + Tq>_1 (Rp,ij + fzq,ij)

The formula for the bi-disperse redistribution tensor, or source term, is given

by the Eq. (A.2):
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Where the values of Dy, 5, My, Myp, Lpg, V5 and Rp,ij are respectively

pq
given by the following set of equations:
1 /0U,; 0OU,;
D, .= — D, D.Jj A3
Pt 2<8xj + 8l‘l> ( )
2m
My, = —2— A4
= (A.4)
2m
My, = —3— A5
= (4.5)
Lpq = dpgr/2m (T, + Ty) (A.6)
c pPq 2 16 2 2
Vo = 90 Mplqdpg T 3 (qp + qq) (A.7)
Rpij = Rpij — Ty (A8)

For more details on the derivation of that equation, see the original docu-
ment [35]. Concerning the value of go, which comes from the molecular chaos
assumption [I8], for bi-disperse particle flow, we use the formula proposed by
[80]. Tt is given by the set of equations below:

175

q) (Dp .k + Dq ki) 9ij



gé)q (am)

Tprq

Em

QOm

amax

3
1 = q
3 (dp+dq

)

d
2<p+
Qp

ap t+ aq

176

dpd

dq
Qq

)

) —Ypq®max

&m

Am



Bibliography

[1] Abbas, M., Climent, E., Parmentier, J.-F., & Simonin, O. (2010). Flow of
particles suspended in a sheared viscous fluid: Effects of finite inertia and
inelastic collisions. AIChE journal, 56(10):2523-2538.

[2] Aidun, C. K. & Clausen, J. R. (2010). Lattice-boltzmann method for com-
plex flows. Annual Review of Fluid Mechanics, 42:439-472.

[3] Alméras, E., Masbernat, O., Risso, F., & Fox, R. O. (2019). Fluctua-
tions in inertial dense homogeneous suspensions. Physical Review Fluids,
4(10):102301.

[4] Balzer, G., Boelle, A., & Simonin, O. (1995). Eulerian gas-solid flow mod-
elling of dense fluidized bed. Fluidization, 8:1125.

[5] Barkla, H. & Auchterlonie, L. (1971). The magnus or robins effect on rotating
spheres. Journal of Fluid Mechanics, 47(3):437-447.

[6] Basset, A. B. (1888). On the motion of a sphere in a viscous liquid. Philo-
sophical Transactions of the Royal Society of London. A, 179:43-63.

[7] Beetstra, R., van der Hoef, M. A., & Kuipers, J. (2007). Drag force of in-
termediate reynolds number flow past mono-and bidisperse arrays of spheres.
AIChE journal, 53(2):489-501.

[8] Berger, M. J. & Oliger, J. (1984). Adaptive mesh refinement for hyperbolic
partial differential equations. Journal of computational Physics, 53(3):484—
512.

[9] Bernard, M. (2014). Approche multi-échelle pour les écoulements fluide-
particules. PhD thesis, INP Toulouse.

[10] Boelle, A. (1997). Validation d’un modéle d deux fluides appliqué a la
simulation des lits fluidisés denses. PhD thesis, Paris 6.

[11] Boelle, A., Balzer, G., & Simonin, O. (1995). Second-order prediction
of the particle-phase stress tensor of inelastic spheres in simple shear dense
suspensions. ASME-Publications-Fed, 228:9-18.

[12] Boussinesq, J. (1885). Sur la resistance qu’oppose un fluide indefini en re-
pos, sans pesanteur, au mouvement varie d’une sphere solide qu’il mouille sur
toute sa surface, quand les vitesses restent bien continues et assez faibles pour
que leurs carres et produits soient negligiables. Compte Rendu de I’Académie
de Sciences de Paris, 100:935-937.

177



[13] Brindle de Motta, J. (2013). Simulation des écoulements turbulents avec
des particules de taille finie en régime dense. PhD thesis, Toulouse, ISAE.

[14] Brindle de Motta, J., Breugem, W.-P., Gazanion, B., Estivalezes, J.-L.,
Vincent, S., & Climent, E. (2013). Numerical modelling of finite-size particle
collisions in a viscous fluid. Physics of Fluids, 25(8):083302.

[15] Breugem, W.-P. (2010). A combined soft-sphere collision/immersed bound-
ary method for resolved simulations of particulate flows. In: ASME 2010 3rd
Joint US-FEuropean Fluids Engineering Summer Meeting collocated with 8th
International Conference on Nanochannels, Microchannels, and Minichan-
nels, pages 2381-2392. American Society of Mechanical Engineers.

[16] Buyevich, Y. A. & Shchelchkova, I. (1979). Flow of dense suspensions.
Progress in Aerospace Sciences, 18:121-150.

[17] Caltagirone, J. & Vincent, S. (2001). Tensorial penalisation method for
solving navier-stokes equations. Comptes Rendus de I’Academie des Sciences
Series I1IB Mechanics, 329(8):607—613.

[18] Chapman, S., Cowling, T. G., & Burnett, D. (1990). The mathematical
theory of non-uniform gases: an account of the kinetic theory of viscosity,
thermal conduction and diffusion in gases. Cambridge university press.

[19] Cheremisinoff, N. P. (1986). Review of experimental methods for study-
ing the hydrodynamics of gas-solid fluidized beds. Industrial & Engineering
Chemistry Process Design and Development, 25(2):329-351.

[20] Chevrier, S. (2017). Development of subgrid models for a periodic circulat-
ing fluidized bed of binary mizture of particles. PhD thesis.

[21] Climent, E. & Maxey, M. (2003). Numerical simulations of random suspen-
sions at finite reynolds numbers. International Journal of Multiphase Flow,
29(4):579-601.

[22] Climent, E. & Maxey, M. R. (2009). The force coupling method: A flexible
approach for the simulation of particulate flows. In: Theoretical Methods for
Micro Scale Viscous Flows. F. Feuillebois and A. Sellier.

[23] Corona, A. A. (2008). Agitation of particles in a liquid fluidized bed. Ex-
perimental study. PhD thesis, Toulouse University.

[24] Corrsin, S. & Lumley, J. (1956). On the equation of motion for a particle
in turbulent fluid. Applied Scientific Research, Section A, 6(2):114-116.

[25] Crowe, C. T., Schwarzkopf, J. D., Sommerfeld, M., & Tsuji, Y. (2011).
Multiphase flows with droplets and particles. CRC press.

[26] Dahler, J. S. & Sather, N. F. (1963). Kinetic theory of loaded spheres. i.
The Journal of Chemical Physics, 38(10):2363-2382.

[27] Daly, B. J. & Harlow, F. H. (1970). Transport equations in turbulence.
The Physics of Fluids, 13(11):2634-2649.

178



[28] Dance, S. & Maxey, M. (2003). Incorporation of lubrication effects into
the force-coupling method for particulate two-phase flow. Journal of compu-
tational Physics, 189(1):212-238.

[29] Delhaye, J.-M. (1974). Jump conditions and entropy sources in two-phase
systems. local instant formulation. International Journal of Multiphase Flow,
1(3):395-409.

[30] Derksen, J. J. (2007). The lattice-boltzmann method for multiphase fluid
flow simulations and euler-lagrange large-eddy simulations. In: Multiphase
reacting flows: modelling and simulation, pages 181-228. Springer.

[31] Elhimer, M., Praud, O., Marchal, M., Cazin, S., & Bazile, R. (2017). Si-
multaneous piv/ptv velocimetry technique in a turbulent particle-laden flow.
Journal of Visualization, 20(2):289-304.

[32] Ergun, S. (1952). Fluid flow through packed columns. Chem. Eng. Prog.,
48:89-94.

[33] Eshghinejadfard, A., Abdelsamie, A., Hosseini, S. A., & Thevenin, D.
(2017). Immersed boundary lattice boltzmann simulation of turbulent channel
flows in the presence of spherical particles. International Journal of Multi-
phase Flow, 96:161-172.

[34] Esteghamatian, A., Hammouti, A., Lance, M., & Wachs, A. (2017). Particle
resolved simulations of liquid/solid and gas/solid fluidized beds. Physics of
Fluids, 29(3):033302.

[35] Fede, P. (2004). Modélisation et simulation de linfluence de la turbu-
lence sur les collisions dans les écoulements mono-et bi-solides. PhD thesis,
Toulouse, INPT.

[36] Fede, P. & Simonin, O. (2005). Application of a perturbated two-
maxwellian approach for the modelling of kinetic stress transfer by collision
in nonequilibrium binary mixture of inelastic particles. ASME.

[37] Fortin, M. & Glowinski, R. (1983). Méthodes de lagrangien augmenté:
applications a la résolution numérique de problémes aux limites. Journal of
Applied Mathematics and Mechanics, 63(11):583-584.

[38] Garzd, V., Tenneti, S., Subramaniam, S., & Hrenya, C. (2012). Enskog
kinetic theory for monodisperse gas—solid flows. Journal of Fluid Mechanics,
712:129-168.

[39] Gatignol, R. (1983). The faxén formulae for a rigid particle in an unsteady
non-uniform stokes flow. Journal de Mécanique theorique et appliquée, 1,
N.2:143-160.

[40] Grad, H. (1949). On the kinetic theory of rarefied gases. Communications
on pure and applied mathematics, 2(4):331-407.

[41] Graham, D., Cairns, I. H., Skjaeraasen, O., & Robinson, P. (2012). Three-
dimensional electromagnetic strong turbulence: Dependence of the statistics
and dynamics of strong turbulence on the electron to ion temperature ratio.
Physics of Plasmas, 19(2):022306.

179



[42] Hanjalic, K., Launder, B., et al. (1972). A reynolds stress model of tur-
bulence and its application to thin shear flows. Journal of Fluid Mechanics,
52(4):609-638.

[43] Hatano, H. & Ishida, M. (1983). Study on the entrainment of fcc particles
from a fluidized bed. Powder Technology, 35(2):201-209.

[44] He, J. & Simonin, O. (1993). Non-equilibrium prediction of the particle-
phase stress tensor in vertical pneumatic conveying. ASME, 166:253-253.

[45] Hill, R. J., Koch, D. L., & Ladd, A. J. (2001a). The first effects of fluid
inertia on flows in ordered and random arrays of spheres. Journal of Fluid
Mechanics, 448:213-241.

[46] Hill, R. J., Koch, D. L., & Ladd, A. J. (2001b). Moderate reynolds number
flows in ordered and random arrays of spheres. Journal of Fluid Mechanics,
448:243-278.

[47) Holzer, A. & Sommerfeld, M. (2009). Lattice boltzmann simulations to
determine drag, lift and torque acting on non-spherical particles. Computers
& Fluids, 38(3):572-589.

[48] Hu, H. H. (1996). Direct simulation of flows of solid-liquid mixtures. In-
ternational Journal of Multiphase Flow, 22(2):335-352.

[49] Hu, H. H., Patankar, N. A., & Zhu, M. (2001). Direct numerical simula-
tions of fluid—solid systems using the arbitrary lagrangian—eulerian technique.
Journal of Computational Physics, 169(2):427-462.

[50] Ishii, M. (1975). Thermo-fluid dynamic theory of two-phase flow. NASA
Sti/recon Technical Report A, 75:29657.

[51] Kataoka, I., Ishii, M., & Serizawa, A. (1986). Local formulation and mea-
surements of interfacial area concentration in two-phase flow. International
Journal of Multiphase Flow, 12(4):505-529.

[52] Kuerten, J. G. (2016). Point-particle dns and les of particle-laden turbulent
flow-a state-of-the-art review. Flow, Turbulence and Combustion, 97(3):689—
713.

[53] Kunii, D. & Levenspiel, O. (2013). Fluidization engineering. Elsevier.

[54] Kurose, R. & Komori, S. (1999). Drag and lift forces on a rotating sphere
in a linear shear flow. Journal of Fluid Mechanics, 384:183—-206.

[65] Ladd, A. & Verberg, R. (2001). Lattice-boltzmann simulations of particle-
fluid suspensions. Journal of Statistical Physics, 104(5-6):1191-1251.

[56] Ladd, A. J. (1994a). Numerical simulations of particulate suspensions via
a discretized boltzmann equation. part 1. theoretical foundation. Journal of
Fluid Mechanics, 271:285-309.

[57] Ladd, A. J. (1994b). Numerical simulations of particulate suspensions via
a discretized boltzmann equation. part 2. numerical results. Journal of Fluid
Mechanics, 271:311-339.

180



[58] Lapeyre, B., Pardoux, E., & Sentis, R. (1998). Méthodes de Monte-Carlo
pour les équations de transport et de diffusion, Mathématiques et Applications
29. Springer.

[59] Lavieville, J. (1997). Simulations numeriques et modelisation des interac-
tions entre ’entrainement par la turbulence et les collisions interparticulaires
en ecoulements gaz-solide. PhD thesis, Rouen.

[60] Lefebvre, A. & Maury, B. (2005). Apparent viscosity of a mixture of
a newtonian fluid and interacting particles. Comptes rendus mécanique,
333(12):923-933.

[61] Leveque, R. J. & Li, Z. (1994). The immersed interface method for elliptic
equations with discontinuous coefficients and singular sources. SIAM Journal
on Numerical Analysis, 31(4):1019-1044.

[62] LeVeque, R. J. & Li, Z. (1997). Immersed interface methods for stokes
flow with elastic boundaries or surface tension. SIAM Journal on Scientific
Computing, 18(3):709-735.

[63] Li, Z. & Lai, M.-C. (2001). The immersed interface method for the navier—
stokes equations with singular forces. Journal of Computational Physics,
171(2):822-842.

[64] Manneville, P. (2015). On the transition to turbulence of wall-bounded
flows in general, and plane couette flow in particular. European Journal of
Mechanics-B/Fluids, 49:345-362.

[65] Maury, B. (1999). Direct simulations of 2d fluid-particle flows in biperiodic
domains. Journal of Computational Physics, 156(2):325-351.

[66] Maxey, M. (2017). Simulation methods for particulate flows and concen-
trated suspensions. Annual Review of Fluid Mechanics, 49:171-193.

[67] Maxey, M. R. & Riley, J. J. (1983). Equation of motion for a small rigid
sphere in a nonuniform flow. The Physics of Fluids, 26(4):883-889.

[68] Mehta, Y., Jackson, T., & Balachandar, S. (2020). Pseudo-turbulence in
inviscid simulations of shock interacting with a bed of randomly distributed
particles. Shock Waves, 30(1):49-62.

[69] Mittal, R. & Taccarino, G. (2005). Immersed boundary methods. Annual
Review of Fluid Mechanics, 37:239-261.

[70] Monin, A. S. & Yaglom, A. M. (2013). Statistical fluid mechanics, mechan-
ics of turbulence, volume 2. Courier Corporation.

[71] Morioka, S. & Nakajima, T. (1987). Modeling of gas and solid particles 2-
phase flow and application to fluidized-bed. Journal de Mécanique Théorique
et Appliquée, 6(1):77-88.

[72] Moslemian, D. (1988). Study of solids motion, mizing, and heat transfer in
gas-fluidized beds. PhD thesis.

181



[73] Neau, H., Pigou, M., Fede, P., Ansart, R., Baudry, C., Mérigoux, N.,
Laviéville, J., Fournier, Y., Renon, N., & Simonin, O. (2020). Massively
parallel numerical simulation using up to 36,000 cpu cores of an industrial-
scale polydispersed reactive pressurized fluidized bed with a mesh of one
billion cells. Powder Technology.

[74] Nigmetova, A. (2019). DEM-CFD simulation of dilute and dense particle
laden flows: application to a lab-scale pressurized dense fluidized bed. PhD
thesis.

[75] Odar, F. & Hamilton, W. S. (1964). Forces on a sphere accelerating in a
viscous fluid. Journal of Fluid Mechanics, 18(2):302-314.

[76] Oseen, C. W. (1927). Neuere methoden und ergebnisse in der hydrody-
namik. Leipzig: Akademische Verlagsgesellschaft mb H.

[77] Ozel, A. (2011). Simulation auz grandes échelles des lits fluidisés circulants
gaz-particule. PhD thesis.

[78] Ozel, A., Brindle de Motta, J., Abbas, M., Fede, P., Masbernat, O., Vin-
cent, S., Estivalezes, J.-L., & Simonin, O. (2017). Particle resolved direct
numerical simulation of a liquid—solid fluidized bed: Comparison with exper-
imental data. International Journal of Multiphase Flow, 89:228-240.

[79] Parmentier, J.-F. & Simonin, O. (2012). Transition models from the
quenched to ignited states for flows of inertial particles suspended in a simple
sheared viscous fluid. Journal of Fluid Mechanics, 711:147-160.

[80] Patino-Palacios, G. (2007).  Modélisation numérique eulérienne des
écoulements gaz-solide avec plusieurs espéces de particules. PhD thesis, In-
stitut National Polytechnique de Toulouse.

[81] Peskin, C. S. (1972). Flow patterns around heart valves: a numerical
method. Journal of Computational Physics, 10(2):252-271.

[82] Peskin, C. S. (1977). Numerical analysis of blood flow in the heart. Journal
of Computational Physics, 25(3):220-252.

[83] Pialat, X. (2007). Développement d’une méthode hybride eulérienne-
lagrangienne pour la modélisation numérique de la phase particulaire dans les
écoulements turbulents gaz-particules. PhD thesis, Ecole nationale supérieure
de I'aéronautique et de ’espace.

[84] Pope, S. B. (2000). Turbulent flows. Cambridge university press.

[85] Rahmani, M., Hammouti, A., & Wachs, A. (2018). Momentum balance and
stresses in a suspension of spherical particles in a plane couette flow. Physics
of Fluids, 30(4):043301.

[86] Randrianarivelo, T. N. (2005). FEtude numérique des interactions hydro-
dynamiques fluides/solides: application auz lits fluidisés. PhD thesis, Bor-
deaux 1.

[87] Reeks, M. (1991). On a kinetic equation for the transport of particles in
turbulent flows. Physics of Fluids A: Fluid Dynamics, 3(3):446—456.

182



[88] Rettinger, C. & Riide, U. (2018). A coupled lattice boltzmann method and
discrete element method for discrete particle simulations of particulate flows.
Computers & Fluids.

[89] Romanov, V. A. (1973). Stability of plane-parallel couette flow. Functional
analysis and its applications, 7(2):137-146.

[90] Rubinow, S. I. & Keller, J. B. (1961). The transverse force on a spinning
sphere moving in a viscous fluid. Journal of Fluid Mechanics, 11(3):447-459.

[91] Rubinstein, G. J., Derksen, J., & Sundaresan, S. (2016). Lattice boltzmann
simulations of low-reynolds-number flow past fluidized spheres: effect of stokes
number on drag force. Journal of Fluid Mechanics, 788:576—601.

[92] Saffman, P. (1965). The lift on a small sphere in a slow shear flow. Journal
of Fluid Mechanics, 22(2):385-400.

[93] Saha, S. & Alam, M. (2017). Revisiting ignited-quenched transition and
the non-newtonian rheology of a sheared dilute gas-solid suspension. arXiv
preprint arXiv:1706.04457.

[94] Sakiz, M. & Simonin, O. (1998). Continuum modelling and lagrangian
simulation of the turbulent transport of particle kinetic stresses in a vertical
gas-solid channel flow. In: 3rd International Conference on Multiphase Flows,
Lyon, France.

[95] Sakiz, M. & Simonin, O. (1999). Numerical experiments and modelling
of non-equilibrium effects in dilute granular flows. In: RGD: rarefied gas
dynamics (Marseille, 26-31 July 1998).

[96] Schiller, L. & Naumann, A. (1935). A drag coefficient correlation. vdi
zeitung, 77: 318-320, 1935. Clité page, 38.

[97] Sheen, S. & Raptis, A. (1983). Active acoustic cross-correlation technique
applied to flow velocity measurement in a coal/liquid slurry. In: 1983 Ultra-
sonics Symposium, pages 591-594. IEEE.

[98] Shi, P. (2021). Hydrodynamic forces on a sphere translating steadily in a
wall-bounded linear shear flow. PhD thesis, TU Dresden.

[99] Simonin, O. (1991a). Prediction of the dispersed phase turbulence in
particle-laden jets. Gas-Solid Flows ASME-FED, 121:197-206.

[100] Simonin, O. (1991b). Second-moment prediction of dispersed phase tur-
bulence in particle-laden flows. In: 8th Symposium on Turbulent Shear Flows,
Volume 1, volume 1, pages 7-4.

[101] Simonin, O. (1991c). Third-moment closure in second-moment prediction
of dispersed phase turbulence in particle-laden flows. In: Annexe 3, EDF
Report HE-44/91.24, LNH, Chatou, France.

[102] Simonin, O. (1996). Combustion and turbulence in two-phase flows. In:
The von Karman Institute for Fluid Dynamics, volume 2, page 37.

183



[103] Simonin, O. (2000). Statistical and continuum modelling of turbulent
reactive particulate flows, part i: Theoretical derivation of dispersed phase
eulerian modelling from probability density function kinetic equation. In:
The von Karman Institute for Fluid Dynamics, volume 6.

[104] Simonin, O. (2021a). Private Communication.

[105] Simonin, O. (2021b). Modélisation de la dispersion turbulente des partic-
ules dans le cadre de 'approche pdf. In: Seminar at Commissariat a I’Energie
Atomique et aux Energies Alternatives.

[106] Simonin, O. & Squires, K. D. (2003). On two-way coupling in gas-solid
turbulent flows. In: Fluids Engineering Division Summer Meeting, volume
36967, pages 515-523.

[107] Sommerfeld, M. & Tropea, C. (1999). Single-point laser measurement. In:
Instrumentation for Fluid Particle Flow, pages 252-317. Elsevier.

[108] Soo, S. L. (1999). Instrumentation for fluid particle flow. Elsevier.

[109] Stokes, G. G. (1851). On the effect of the internal friction of fluids on the
motion of pendulums, volume 9. Pitt Press Cambridge.

[110] Sun, J. & Yan, Y. (2016). Non-intrusive measurement and hydrodynamics
characterization of gas—solid fluidized beds: a review. Measurement Science

and Technology, 27(11):112001.

[111] Tenneti, S., Garg, R., & Subramaniam, S. (2011). Drag law for monodis-
perse gas—solid systems using particle-resolved direct numerical simulation of
flow past fixed assemblies of spheres. International Journal of Multiphase
Flow, 37(9):1072-1092.

[112] Tenneti, S. & Subramaniam, S. (2014). Particle-resolved direct numeri-
cal simulation for gas-solid flow model development. Annual review of fluid
mechanics, 46:199-230.

[113] Thiam, E. I. (2018). Analysis of heat transfer in dense particle-laden flows
by fully-resolved-particle direct numerical simulations. PhD thesis, Université
Paul Sabatier de Toulouse.

[114] Thiam, E. 1., Masi, E., Climent, E., Simonin, O., & Vincent, S. (2019).
Particle-resolved numerical simulations of the gas—solid heat transfer in arrays
of random motionless particles. Acta Mechanica, 230(2):541-567.

[115] Tsao, H.-K. & Koch, D. L. (1995). Simple shear flows of dilute gas—solid
suspensions. Journal of Fluid Mechanics, 296:211-245.

[116] Tsuji, Y., Kawaguchi, T., & Tanaka, T. (1993). Discrete particle simula-
tion of two-dimensional fluidized bed. Powder technology, 77(1):79-87.

[117] Uhlmann, M. (2005a). An immersed boundary method with direct forcing
for the simulation of particulate flows. Journal of Computational Physics,
200(2):448-476.

184



[118] Uhlmann, M. (2005b). An improved fluid-solid coupling method for dns
of particulate flow on a fixed mesh. In: Proc. 11th Workshop Two-Phase Flow
Predictions, Merseburg, Germany.

[119] Uhlmann, M. (2006). Experience with dns of particulate flow using a vari-
ant of the immersed boundary method. In: ECCOMAS CFD 2006: Proceed-
ings of the Furopean Conference on Computational Fluid Dynamics, Egmond
aan Zee, The Netherlands, September 5-8, 2006. Delft University of Technol-
ogy; European Community on Computational Methods in Applied Sciences
(ECCOMAS).

[120] Uzawa, H. (1958). Iterative methods for concave programming. Studies
in linear and nonlinear programming, 6:154—165.

[121] Vincent, S., Brandle de Motta, J., Sarthou, A., Estivalezes, J.-L., Simonin,
0., & Climent, E. (2014). A lagrangian vof tensorial penalty method for
the dns of resolved particle-laden flows. Journal of Computational Physics,
256:582-614.

[122] Vincent, S., Caltagirone, J.-P., Lubin, P., & Randrianarivelo, T. N. (2004).
An adaptative augmented lagrangian method for three-dimensional multima-
terial flows. Computers & fluids, 33(10):1273-1289.

[123] Vincent, S., Randrianarivelo, T. N., Pianet, G., & Caltagirone, J.-P.
(2007). Local penalty methods for flows interacting with moving solids at
high reynolds numbers. Computers & fluids, 36(5):902-913.

[124] Vogel, G., Sandus, O., Steunenberg, R., & Mecham, W. (1958). Fluidized-
bed techniques in producing uranium hexafluoride from ore concentrates. In-
dustrial & Engineering Chemistry, 50(12):1744-1747.

[125] Wachs, A. (2011). Peligriff, a parallel dem-dlm/fd direct numerical sim-
ulation tool for 3d particulate flows. Journal of Engineering Mathematics,
71(1):131-155.

[126] Wang, Q., Squires, K., Chen, M., & McLaughlin, J. (1997). On the role
of the lift force in turbulence simulations of particle deposition. International
Journal of Multiphase Flow, 23(4):749-763.

[127) Wen, C.Y. (1966). Mechanics of fluidization. In: Chem. Eng. Prog. Symp.
Ser., volume 6, pages 100-101.

[128] Yan, Y. (1996). Mass flow measurement of bulk solids in pneumatic
pipelines. Measurement Science and Technology, 7(12):1687.

[129] Zaichik, L. & Vinberg, A. (1991). Modeling of particle dynamics and heat
transfer in turbulent flows using equations for first and second moments of
velocity and temperature fluctuations. In: 8th Symposium on Turbulent Shear
Flows, Volume 1, volume 1, pages 10-2_.1-10-2_6.

[130] Zhang, D. & Prosperetti, A. (1994). Averaged equations for inviscid dis-
perse two-phase flow. Journal of Fluid Mechanics, 267:185-219.

[131] Zhou, Q. & Fan, L.-S. (2015). Direct numerical simulation of low-reynolds-
number flow past arrays of rotating spheres. Journal of Fluid Mechanics,
765:396.

185



	Introduction
	Numerical Simulation
	Resolved methods for fluid particle flow
	Body-fitted approach
	Lattice Boltzmann Method
	Fictitious Domain Methods

	Tensorial Viscous Penalty Method
	Augmented Lagrangian Method
	Mesh Grid
	Particle Transport
	Code Optimization

	Inter-particle Interaction
	Soft-sphere model
	Lubrication correction

	Mono and Bi-disperse Couette configuration
	Mono-disperse
	Bi-disperse

	Simulation procedure

	Hybrid Eulerian-Lagrangian statistical approach
	Introduction
	Average properties
	Fluid-phase Eulerian averaging
	Single phase equations
	Multi-phase flow formalism

	Particle-phase Lagrangian averaging
	Probability density function approach
	Moment equations

	Computation of the statistics
	Particle statistics
	Fluid statistics

	Computation of fluid-particle exchange terms
	Fluid to Particle transfer
	Particle to Fluid transfer

	Decomposition of the collision term
	Internal and external force separation
	Alternative method for the separation


	Mono-disperse Flow
	Introduction
	Macroscopic behavior
	Particle number density
	Fluid and particle mean velocities
	Fluid and particle fluctuating kinetic energies

	Fluid statistics and higher order moments
	Pressure
	Reynolds stresses
	Viscous dissipation
	Scales of the pseudo-turbulence

	Particle statistics and higher order moments
	Local Stokes
	Quenched and Ignited states
	Particle kinetic stress tensor
	Third-order correlation
	Fourth-order correlation

	Budget analysis
	Mean particle velocity budget
	Fluid fluctuating kinetic energy budget
	Particle fluctuating kinetic energy budget
	Particle kinetic stress budget

	Fluid-Particle interaction modeling
	Instantaneous fluid force on an isolated particle
	Mean fluid-particle force on an ensemble of particles
	Fluid force and particle velocity fluctuation correlation


	Bi-disperse Flow
	Introduction
	Macroscopic behavior and statistics
	Bi-disperse Stokes number
	Particle number density
	Fluid and particle mean velocities
	Particle fluctuating kinetic energies
	Particle kinetic stress

	Particle fluctuating kinetic energy budget
	Transport equation budget
	Particle-Particle interaction term decomposition
	Kinetic versus collisional terms

	Particle-Particle interaction modeling
	Kinetic theory based collision modeling
	Momentum collision flux term
	Kinetic stress source term
	Kinetic stress collision flux term


	Conclusion and Perspectives
	Bi-disperse source and flux terms formulas
	Bibliography



