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1 Introduction

The production of basic chemical substances and their further industrial chemical and biochemical processing
largely take place in liquids with dispersed gas and/or liquid or solid phases [6]. In these chemical engineering
processes, one of the main tasks is to perform chemical reactions with high yield and selectivity to pave the
way for a more sustainable and climate-friendly economy. Especially in gas-liquid reaction systems, it is crucial
to get detailed knowledge of the local interplay of two-phase fluid dynamics, interfacial transport, mixing
processes and chemical reactions in order to reduce the formation of undesired by-products and thus save
resources, purification steps, and waste production [67].

The simulation of these bubbly flows brings severe challenges for the numerical methods, since not only the
two-phase hydrodynamics but also the species transport including reactions have to be modelled correctly.
Especially the hydrodynamics, the transport of species over, along, and in close proximity to the interface and
their mixing and reaction in the bubble wake are of special interest. Because of these complexities, there exist
many different methods with different advantages and disadvantages that can be used to simulate bubbly
flows. However, the use of the Arbitrary Lagrangian-Eulerian Interface Tracking method (ALE-IT) has proven
to be particularly suitable for the closer examination of single bubbles, taking into account mass transfer,
reactions and surfactants [86, 61]. In contradiction to the most popular methods for two-phase systems,
namely the Front Tracking method (FT), the Volume-Of-Fluid method (VOF) and the Level-Set method (LS),
each phase in the ALE-IT is represented by its own computational mesh [86]. Hence each phase is specified
by different sets of equations with accurate enforcement of coupling conditions at the interface. Moreover, the
interface is represented by its own surface mesh which is especially beneficial for the modelling of surface
tension dominated cases as well as for sorption processes and species transport along the interface [85].

Historically, Computational Fluid Dynamics (CFD) codes implementing ALE-IT for the simulation of bubbly
flows were highly customised for this specific application. However, taking a broader look at multiphase flows
in general, it is noticeable that they resemble other multiphysics systems in their basic structure. Analogous
to Fluid-Structure Interaction (FSI) or Conjugate Heat Transfer (CHT) problems, multiphase systems also
involve several regions with special physical properties that interact with each other across interfaces [41].
The approach of Spalding and his research group, which became known as the "Imperial College approach”,
has already shown that the aggregation of such structural similarities in a unified theory contributes to faster
development and better extensibility of CFD codes [64]. Along this line, a unified theory for interface coupled
multiphysics problems is presented in this thesis, with the main focus being on the generic formulation of
interfacial jump and transmission conditions, which can be regarded as a complement to Spalding’s generic
transport equation [64]. Based on this theory, a new unified multiphysics framework for OpenFOAM! named
multiRegionFOAM is introduced, which incorporates the ALE-IT and is tested for its application towards reactive
bubbly flows. In this context, the parallelisability of the new framework will be addressed in particular, since
interface coupled multiphysics simulations in general and simulations of reactive bubbly flows in particular
are very computationally intensive.

In this work, OpenFOAM refers to the OpenFOAM® fork foam-extend, with version 4.1 being used in particular.
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As the name suggests, the algorithmic coupling across interfaces in the simulation of interface-coupled
multiphysics systems is of major importance. The coupling procedures across interfaces can be divided into
two classes, implicit/monolithic and explicit/partitioned interface coupling procedures. This work focuses on
the Dirichlet-Neumann Algorithm (DNA) and its use in the multiRegionFOAM framework. The DNA is part of
the explicit/partitioned interface coupling class, is widely used in FSI simulations and has also been studied by
Weber et al. [86] for bubbly flows. Until now, however, no satisfactory criteria existed in the literature known
to the author that quantified the quality of the interface coupling using DNA. Therefore, a DNA convergence
control is developed in this thesis, which allows to steer the partitioned interface coupled solution process
based on the residuals of the interface coupling conditions.

In the simulative study of reactive flows in general, the characterisation of the mixing processes is elementary.
To facilitate the understanding as well as to quantitatively assess the mixing processes, Lagrangian Coherent
Structures (LCS) of the flow can be utilised. These LCS order the material transport into dynamically distinct
regions at large scales which resist diffusion or mixing and are therefore key to quantitatively assess the
material transport processes in time-dependent flows. Since OpenFOAM does not provide the functionalities to
compute Lagrangian Coherent Structures during the simulation out of the box, a function object is introduced
and validated against established benchmark cases that enables the computation of Lagrangian Coherent
Structures candidates on the fly based on Finite-Time Lyapunov Exponent (FTLE) fields.

In summary, the aim of this work is to introduce the theory and implementation of a unified, highly parallelisable
multiphysics framework that implements a DNA convergence control based on interface residuals and is tested
for its application towards reactive bubbly flows using the Arbitrary Lagrangian-Eulerian Interface Tracking
method. Also a new OpenFOAM function object is introduced that enables the evaluation of mixing processes
based on LCS in all kinds of flow fields.
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2 Multiphysics Simulations

Aircraft or car manufacturing, printing processes, medical treatments, production of chemical substances,
power generation, climate modelling, etc. The list of engineering research topics in which multiphysics
simulations play an increasingly important role is constantly growing. Hence, complex systems with multiple
interacting physical processes that had historically been considered separately are now studied in a coupled
manner [41]. While this is not only due to the steadily increasing computational capacities and the continuous
improvement of mathematical and numerical models, it is also due to the growing importance of simulations
in scientific predictions, technical developments and political decision-making.

The broad range of applications leads to a frequent use of the general term "multiphysics” in literature without
defining it precisely. To establish a basis for the terminology and methods used in this thesis, the term
“multiphysics” and its different categories will be explained more detailed in this chapter. In particular, the
structural similarity of different multiphysics problems is discussed, which in turn can be seen as a motivation
for the development of the new unified multiphysics framework multiRegionFOAM (see section 5.1).

2.1 Multiphysics problems and their structural similarities

D. E. Keyes et al. formulated a definition of multiphysics from the perspective of computational mechanics in
their 2011 report Multiphysics simulation: challenges and opportunities [41, p. 5]:

”Semantically, a multiphysics system consists of more than one component governed by its own
principle(s) for evolution or equilibrium, typically conservation or constitutive laws. A major
classification in such systems is whether the coupling occurs in the bulk (e.g., through source terms
or constitutive relations that are active in the overlapping domains of the individual components)
or whether it occurs over an idealised interface that is lower dimensional or a narrow buffer zone
(e.g., through boundary conditions that transmit fluxes, pressures, or displacements).”

So in essence, there are two subcategories of multiphysics that can either occur individually or in combination.
Following Michopoulos et al. [50] the first category is called "multifield”. Here the multiphysics system is
defined by the simultaneous interaction of multiple physical fields, whose coupling occurs in the same bulk.
Therefore, we will call this type of coupling ”volumetric coupling”. Examples of these multifield systems
appear among others in the fields of thermoelasticity [57], radiation hydrodynamics [51] or reactive flows
[58]. Strictly speaking, an incompressible single phase flow already represents a multifield system, since it is
described by two interacting fields. Namely the pressure and velocity field. The second multiphysics category
is called "multidomain” or "multiregion”. In a multiregion system, multiple domains/regions with different
properties are interacting with each other through interfaces. This results in the coupling of the physical fields
across these boundaries, which we will therefore call ”interface coupling”. Since multiregion and multifield
systems can appear in a combined manner, each region of a multiregion system can be a multifield system

15
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Figure 2.1: A two-region multifield system interacting over shared boundary ¥,

itself. Examples of such multiregion systems, where one or more regions are a multifield system, appear in the
fields of fluid structure interaction [10], conjugate heat transfer [90] or multiphase flows [42].

It is possible to formulate a general mathematical model that describes the interaction of multiple interacting
multifield regions. This mathematical model is represented by the following system of coupled equations [50]:

%q)di(fdj) = Jai(faj) + Sai(fgj), onQyg, (2.1)
where the indices are defined by, i € [1,n.], j € [1,nf], d € [1,n4] and n., ns, nqg being the number of
equations, fields and domains, respectively. Each of the n. equations expresses a conservation law of an
extensive quantity ¢ with surface flux J and sources/sinks .S in one of the nq domains. The fields fy; represent
the dependent and independent variables of the conservation formulation and can therefore be tensors of
various order. Figure 2.1 displays an example for a two-region multifield system.

Furthermore, a corresponding set of Dirichlet, Neumann, Robin or Cauchy boundary conditions needs to
be imposed on every domain boundary 0Qg, C 04, with index k € [1,n) and n; being the number of
boundaries of each domain. In the case of fields being present in more than one adjacent domains, special
boundary conditions over the interfaces are required [50, p. 199]. Typically these are transmission conditions
(2.2) preserving the conservation principles, and jump conditions (2.3) that mostly arise from constitutive
laws:

[[Jl]] Ny, = fi on Zl s (2.2)

If;] = Jj, on%;. (2.3)

Here, [[-] denotes the difference of a given value between each side of a shared boundary ¥;, with index
l € [1,n,] and ns being the number of interfaces in a multiregion system. A rigorous mathematical description
of the so called jump bracket [-] can be found in section 3.1. The transmission condition therefore states that
the flux J; of a conserved quantity in the normal direction ny of an interface can have a jump of value F;.
This means that the fluxes in the normal direction on each side of the interface my not be equal, which implies
that the interface may store a conserved quantity to some extent. In contrast to the transmission conditions,
which exist for each conserved quantity, jump conditions can be formulated for each of the primitive variables.
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Here the jump condition states that the value of a primitive field f; can have a discontinuity of value J; across
the interface. As already mentioned, such jump conditions usually arise from constitutive laws or can be
derived from the previously considered transmission conditions.

This general mathematical model shows the structural similarity of multiphysics problems which can be
exploited to develop a templated framework for the simulation of general multiphysics problems (see section
5.1).

2.2 Strong versus weak coupling and their algorithmic implications

As discussed in the previous section, the physical coupling in a multiphysics system can either occur in the bulk
or across an interface. This physical volumetric or interface coupling of different fields or domains can either
be strong or weak, which means that physical components of the multiphysics systems are either coupled by a
strong or weak interaction [41, p. 9]. A strong volumetric and interface coupling, for example, occurs in the
case of a rising gas bubble in a liquid. Here, the effect of the pressure field inside and outside of the bubble on
the deformation of the bubble, the deformation of the bubble on the velocity field inside and outside of the
bubble and the corresponding pressure and velocity fields on each other are instantaneous and bidirectional.
In contrast, a weak physical volumetric coupling may appear in a reactive flow where the chemical species
has an insignificant influence on the thermodynamic state of the fluid and may also be insensitive to the
thermodynamic state itself [41, p. 10].

When simulating multiphysics systems, coupling algorithms are used that need to account for the nature of
coupling in physics. This can either be done in an implicit/monolithic or explicit/partitioned way, where the
implicit/monolithic approach couples the physical models more tightly while the explicit/partitioned approach
is more loosely coupled. It is important to note that there is no direct correspondence between the strong
(weak) coupling in physics and the monolithic (partitioned) coupling in numerics, since it is possible to use
a monolithic or partitioned numerical coupling algorithm for strongly or weakly coupled physical models
[41, p. 9]. This also holds true when both volumetric and interface coupling occurs in a multiregion system.
Therefore, the numerical model for one multifield system might be coupled in a monolithic way while the
interaction with another region across the interface might be coupled with a partitioned approach or vice
versa. Hence, the used numerical coupling algorithms do not necessarily represent how strong the underlying
physical coupling is, because either numerical coupling algorithms may be more computational efficient while
satisfying a given accuracy [41, p. 10]. Nevertheless, a stronger underlying physical coupling requires well
designed numerical coupling algorithms.

In the course of this work, the volumetric and interface coupling methods used for the simulation of reacting
two-phase flows will be discussed. These are a semi-implicit (segregated) and a fully-implicit (fully-coupled)
algorithm for the volumetric pressure-velocity coupling (see section 4.3.1), an explicit approach to volumetric
coupling of the different reacting species to each other and to the underlying flow (see section 4.3.2) and
a partitioned interface coupling algorithm that numerically couples the conservation equations across the
interface (see section 4.4). Since the latter resolves a strong physical coupling in a partitioned way, special
attention is paid to it.
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3 Mathematical Model

In this chapter, we first derive the conservation equations for fluids with internal phase interfaces and ideally
dilute reactive species. During this process the sharp interface model for a generic conservation equation is
derived at first and then the special transport equations for mass momentum and reactive species are formulated
based on it. This includes the derivation of the specialised transmission conditions for mass, momentum and
reactive species and the formulation of jump conditions for all primitive variables by introducing constitutive
equations and assumptions. Since the transport of surface-active agents (surfactants) is to be considered
additionally to the transport of ideally dilute reactive species, a special surfactant transport model is described
in section 3.3.2. This model also takes the sorption processes of surfactants at the interface and their transport
along it into account.

3.1 Generic sharp interface model

The following derivation is based on the derivations of Slattery et al. [73], Ishi & Hibiki [33], Cermelli et
al.[12] and Casey [35] and assumes a sharp, mass-less interface of zero thickness.

We consider a material control volume V' (¢) under the continuum hypothesis (see figure 3.1). In this material
volume V (¢), there are two immiscible fluids with their bulk phases Q" (¢) and Q (¢), such that

V() =Qtt)uQ (t). (3.1)
These two fluids are in contact with each other over a deformable sharp interface
N(t) = 09T (t) N o~ (t) (3.2)

with its boundary curve 9%(t), and 9QF (t) being the boundary of the corresponding bulk phase. Hence, the
material volume V' (¢) is bounded by

AV (t) =0V (t)udV~(t) Udx(t) (3.3)

where
AVE() = 00t (1) \ 2(¢) . (3.4)

n is the outer unit normal to the control volume V. The unit normal to the interface ¥(¢) is ny, and always
points into Q1 (¢). ngy is the outer unit normal to the boundary curve of the interface, such that ngy, | ny.

Since both fluids in V' are governed by the same conservation equations we can formulate a general conservation

equation that is analogue to (2.1):

dd .
%_J—i—S, inV. (3.5)
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Figure 3.1: Material volume V of two immiscible fluid phases Q* and 2~ separated by a sharp interface &

The extensive quantity ® (e.g. mass, momentum, energy) can then be expressed through a volume integral of
its mass density-related volume-specific density ¢ which leads to the expression

@:/Vmpdv
_ /m p+¢+dv+/g_ pm¢mdv .

Because of (3.1) this volume integral is split up into two integrals over Q" and Q. Therefore the superscripts
+ and — indicate the fluid phase to which the density fields belong. It is also important to note that all fields
inside of V' are assumed to be continuously differentiable, except for the interface being a singular surface.
Similar to (3.6) the sources/sinks S of the extensive quantity can be expressed through a volume integral
over its source/sink density field g¢:
S = / qdV
v

:/Q+q+dV—|—/q_dV.

An analogous expression can be formulated for the flux J of the extensive quantity over the boundary oV'.
Here J can be represented by the surface integral of the flux density field j:

J:—/ j-ndA
oV

:—/ j*-ndA—/ j-ndA—/ 7% - nexnds .
ov+ ov— )

(3.6)

(3.7)

(3.8)
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Because of (3.3) this surface integral is split up into two surface integrals over 9V and 9V~ and a line
integral over 9% with 5% being the flux field of the corresponding fluid phase and j* being the interface flux.

The left hand side of the general conservation equation (3.5) consists of the material derivative of ®. If we
consider the expression (3.6) for ® the material derivative of the two integrals over QT and 2~ is taken. In
order to move the derivative within the integrals the expanded Reynolds transport theorem is used (see [72,
p. 23-24] for a detailed derivation):

ot op*o* o4t % 4
prptdV = dV + i(puqb)-ndA:F (pTu”¢™) - nxdA
oV 3

dt Jox o i;i (3.9)
:/ P dV+/ (ptuto®) .ndA:F/ (p* (u® —ub)ot) -nxdA .
or Ot avVEUS s

Here, the different signs in front of the last term appear due to the fact that ny, always points into QF. u*

and w> that appear in this expression are respectively the velocity field of the corresponding fluid phase and
the velocity of the interface.

At this point, the terms in (3.9) represent the left hand side and the terms in (3.7) and (3.8) represent the
right hand side of the general conservation equation (3.5). The goal is now to convert all these mentioned
terms into integrals over QF or ¥ in order to distinguish the bulk terms from the interface terms.

Starting with (3.9), one can easily convert the integral over 9V* U ¥ = 9O into an integral over Q* by
utilising the Gauf3 theorem for surface integrals [43]:

/ (piuiqﬁi)-ndA:/ V- (pFuFeT)dv . (3.10)
oVEUT O+

In a similar way the integrals over 9V and 9V ~ in (3.8) can be converted with the GauR theorem after a bit
of algebraic manipulation:

[ gtemaa—— [ enaaw [ 5 nsda
oVt oVEUD >

= V-jidV:F/ji-ngdA.
Q+ by

(3.11)

The last integral to be transformed is the integral over 9% in (3.8). This can be converted into an integral over
¥ by utilising the Stokes theorem for line integrals [43]:

/ jz-nagds—/ [Vs 3% = (Vs -ng)j” nx| dA. (3.12)
0% X

In this expression the interface Nabla operator Vy is defined by

Vs = [I —ny ® ’I’LE] -V (3.13)
—_——
Is

with the interface divergence of a vector y being the trace of the interface gradient:

Vs -y=tr(Vyy) . (3.14)
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Using these definitions, the interface divergence of the surface normal gives a measure of the total surface
curvature k:
—Vg Ny =K. (3-15)

When substituting the converted integrals (3.10)-(3.12) into (3.9) and (3.8) and then substituting (3.6) -
(3.9) into (3.5) one finally obtains the integral form of the generic balance equation:

Iptot .
/m[ pa;b +V-(p+u+¢+)+v-g+—q+} dv

+/ {a”(;f_ AV (pu g )4V — qﬂ v (3.16)
o

+/{Vz-j2+ﬁjz-ng—[[p¢(u2—u)'ng—j-ng]]}dA:().
b

Here, the mathematical definition of the jump bracket [-], which has already been introduced in section 2.1, is
[o](t,xz) = lim [¢(t,x+ hng) — ¢ (t,x — hny)], x€X. (3.17)
h—0t

However, the integral form of the generic conservation equation still contains both bulk and interface terms.
Therefore, these terms will be separated from each other in the next sections.

3.1.1 Bulk conservation equation

The integral form of the generic balance equation (3.16) can be localised by shrinking V' to points inside of QF,
respectively in 2. This yields two generic bulk conservation equations which have exactly the same structure
and are either valid in Q" or in Q. Therefore, they can be written as one equation with the superscript + or
— indicating the corresponding bulk phase:

api¢i

5 TV (pruto®) = -V jE+¢* inQ*. (3.18)

This equation matches the general transport equation introduced by Spalding [64]. The terms in this
general/generic transport equation in the Eulerian reference frame describe, from left to right, the temporal
change of an extensive quantity at a location in space, the convective flux of this quantity, the diffusive flux
of this quantity and possible sources and sinks. Hence, specific transport equations can be formulated by

specifying ¢, j and q.

3.1.2 Interface transmission condition

Similar to the approach used previously to obtain the generic bulk conservation equation, (3.16) can again be
localised by shrinking V' to points on Y. This yields the generic interface transmission condition

[pp(u™ —u) —j]-ny =Vs-j" +r(j% -ng) onX. (3.19)

The form of this generic transmission condition shows a more precisely formulated and localised version of
the already introduced transmission condition for general multi-physics problems (2.2). Thus, the left hand
side of the equation corresponds to the jump of the convective and diffusive fluxes in the normal direction to
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the boundary surface. The right hand side defines the magnitude of this jump. In respect to the flux jump
magnitude, it can be clearly seen that it purely depends on the flow of the conservation variable along the
interface and the interface shape. Again, this generic transmission condition can be specialised with respect
to a corresponding conservation equation by specifying ¢, j and 5> accordingly.

3.1.3 Interface jump condition

Jump conditions for the individual primitive variables that occur in the conservation equations do not result
directly from the derivations described above. Instead, they either arise inherently from the transmission
conditions or result from the assumption of constitutive models. However, since they play an important role
for the entire model and always have the same structure, a generic interface jump condition is formulated
here for the sake of completeness. As already pointed out in section 2.1 the generic structure of an interface
jump condition is as follows:

[fl=J, onXx. (3.20)

Here, the jump of a primitive field f is described by a term denoted with 7. Depending on its origin, this
term can either be zero, constant or an expression that is dependent on the considered primitive field or other
fields. Specific formulations of this generic jump condition for pressure, velocity and species concentration
can be found in the following two sections.

3.2 Mass and momentum transport

The mathematical model of flowing fluids is usually based on the conservation equations for mass, momentum
and energy [66][75]. In this work, however, it is assumed that all the flow processes considered are isothermal,
which is why the energy conservation equation is neglected. The specifications needed to obtain the remaining
conservation equations for mass and momentum from the generic bulk conservation equation (3.18) are listed
in table 3.1.

Table 3.1: Specifications of the generic bulk conservation equation and interface transmission condition for
mass and momentum conservation

Equation ‘ é j q G
Mass conservation 1 0 0 0
Momentum conservation u ol — T 0g ol

If these specifications are inserted into equation (3.18), the following equations for mass conservation (3.21)
and momentum conservation (3.22) are obtained:

op* .+ ot

W+V~(p u)=0 inQ*, (3.21)
+ 4
‘9Pat“ V- (Pt eut) = -V pr +V.rt oty inQF | (3.22)
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Here, p represents the pressure, T represents the deviatoric stress tensor and g represents the gravitational
vector. When furthermore constant densities and Newtonian flow behaviour specified through

T=p (Vu n (Vu)T) - %u(v )l (3.23)

with a constant dynamic viscosity p in each phase is assumed, the Navier-Stokes equations for incompressible
fluids arise:
V-uf=0 inQ*, (3.24)
du* + + 1 T 0t
th(u V) u =-——=V-p +vFAuT +g inQF. (3.25)
P

In these equations, the mass conservation is simplified to the solenoidal condition (3.24), which in turn is used
to simplify the expression of the deviatoric stress tensor for Newtonian fluids in the momentum conservation
(3.25). Additionally, v represents the kinematic viscosity in each phase, since the conservation of momentum
was further simplified by dividing it by the constant density.

In order to obtain the transmission conditions for mass and momentum from the generic interface transmission
conditions, the specifications of the interfacial fluxes are required, which can also be found in table 3.1. Here,
the interfacial mass flux is set to zero since the interface was assumed to be mass-less. Only the interfacial
momentum flux is specified by the surface tension . This implies that momentum can be transported along
the interface and the interface itself can apply momentum on the bulk due to capillary forces. Inserting these
specifications into (3.19) gives the transmission condition for mass (3.26) and for momentum (3.27):

[p(u”—u)] ng=0 on¥, (3.26)

[pu (uE — u) +pl — 7] -ny =Vyo+kony ond. (3.27)

Here, the mass transmission condition states that the mass flux over the interface must be continuous with the
mass flux per surface area being

my = pt ('lfL - uz) ‘ny =p (u* — uz) Ny . (3.28)

If we now assume that the phase interface represents a material boundary across which no mass is transported
(myx, = 0), the following applies [35]:

ut ngy=u" -ny=u"-ny onY. (3.29)
When this relationship is exploited in the momentum transmission condition and we again assume Newtonian
fluid behaviour (3.23) and the solenoidal condition (3.24), it simplifies to

IpI — 1 <Vu + (Vu)T>]] ‘ny = Vso + kony  on ¥ (3.30)

Here the momentum transmission condition states that the jump of the hydrostatic and deviatoric stresses in
normal direction to the interface is dependent on the local surface tension and the surface shape.

At this point, assuming incompressibility and Newtonian flow behaviour of the fluids, the transport equations
for mass (3.24) and momentum (3.25) have been derived. Furthermore, under the additional assumption
of a material interface, the associated transmission conditions for mass (3.29) and momentum (3.30) were
formulated. Now only the jump conditions for the dependent variables pressure p and velocity u are missing.
The jump condition for the pressure can be derived by taking the interface normal component from (3.30)
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and using the results from Chen et al. [13] to reformulate the jump of the deviatoric stress tensor. This yields
the equation
[p] =0k —2[u]Vs-u onX. (3.31)

The jump condition for the velocity results from the mass transmission condition (3.29) if additionally the
constitutive no-slip condition [15] between the two phases at the interface is assumed:

[ul]=0 onX. (3.32)

3.3 Species transport

3.3.1 Reactive species transport

Fluids can consist of an arbitrary number of different species that may also react with each other. To model
the transport of these species, additional transport equations are needed (one for each specie of interest). The
specifications used to obtain these transport equations from the generic bulk conservation equation under the
assumption of a high dilution of the species are listed in table 3.2.

Table 3.2: Specifications of the generic bulk conservation equation and interface transmission condition for
reactive species conservation

Equation ‘ é j q 5=
Surfactant conservation ‘ Y; —D;VY; T 0

Here, Y; denotes the mass fraction and r; denotes the reaction rate of a species . Fick’s law of diffusion [23]
is already assumed in table 3.2. Therefore, j is specified by —D;VY; where D; is the diffusion coefficient of
the respective species, which is assumed to be constant. Since the species mass balance is usually formulated
in terms of their concentration, the mass fraction Y; of a species i can be converted into its concentration by
the relation

Y, = & (3.33)

where ¢; is the concentration and M; is the molar mass of the species under consideration. When inserting these
specifications into equation (3.18) and using relation (3.33), the following transport equation is obtained:

(%ii

ot

=+ ~ .

+ V- (cfut) = Dy Acf +7F  inQ*. (3.34)
Because of the conversion from mass fraction to concentration, 7; represents the concentration dependent
reaction rate instead of the mass fraction dependent reaction rate r;. The same applies to D;.

The interface transmission condition for a specie ¢ results from again inserting the specifications listed in table
3.2 into the generic transmission condition (3.19):

[DiVe] ng=0 onX. (3.35)

Here, a relaxation of the material interface assumption used in the mass transmission condition (3.29) takes
place, since the mass transfer of species by diffuse fluxes across the interface is taken into account. In fact, it
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states that the diffusive flux of a species i is continuous across the interface. Of course, the material interface
assumption only applies to systems in which the mass loss or increase due to species transfer is negligible;
which is assumed to be true in this work. However, this is no longer true for highly concentrated systems like
a bubble of a pure gas dissolving in an ambient liquid [9].

With the transport equation (3.34) and the transmission condition (3.35) for reactive species given, only the
jump condition for each specie still has to be acquired. Since the concentration of a species on the respective
sides of the interface depends on its chemical potential, the jump condition for the chemical potentials must
first be considered in order to derive the concentration jump condition. This has already been done by Bothe
and Fleckenstein [9], who concluded that the concentration jump condition can be suitably approximated by
Henry’s law. Adopting their results gives the jump condition

[ei] = ¢; (H; —1) (3.36)

where H; represents the Henry solubility constant.

3.3.2 Surfactant transport

At this point, the mathematical model for a two-phase flow with a sharp, mass-less interface and transport
of ideally diluted, non surface active species is described. However, since the transport of surfactants also
need to be considered in practical applications of bubbly flows, an extension of the species transport model
presented previously is derived in this section.

In most two-phase flows, surfactants appear either as impurities or as additives and will therefore also be
considered in this work. Whether they are intentionally or unintentionally introduced into the system, they
significantly affect the behaviour of the two-phase system [1, 18]. This is because surfactants are adsorbed at
the interface and, depending on their concentration, locally influence the surface tension, i.e. the capillary
forces. In order to describe this sorption process and the subsequent transport of the adsorbed surfactants
along the interface, the previously made assumption of a mass-less interface must be slightly relaxed. We
therefore now assume in respect to the possibility of adsorbed surfactants that the interface holds a negligible
mass. We also assume that no reactions of the surfactants take place on the interface. In the previously
presented derivations of the generic model this corresponds to adding an additional interface related term to
(3.6):

D= / ppdV
1%
= / ptotdv +/ p ¢~ dV +/ PR dA
Qt - )
where p” (kg/ms) and ¢> are the surface area related equivalences to the volume related p* and ¢*. A

derivation similar to the one given in section 3.1 then yields a generic bulk equation that exactly matches
(3.18) and an interface equation that reads

(3.37)

+ Vs - (p"u”¢”) + Vs - j= — k3% -ny = [pp(u” —u) ng —j-ns] onX. (3.38)

Since a surfactant s behaves like every other non surface-active specie i in the bulk, the transport equation for
both are identical when the same assumptions as in 3.3.1 are applied (also see table 3.3):

oct

ot

+ V- (cFut) = DiACE +7F  inQF. (3.39)
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Table 3.3: Specifications of the generic bulk conservation and interface equation for surfactant conservation

Equation ‘ é j q > 5>

Specie conservation ‘ Y; —-D;VY; i Y>> —D>Vscr

In order to specify the interface equation (3.38) for the transport of a surface active species we introduce
Y which is the surface area related mass fraction of the surfactant. It can be converted into its surface area
related concentration ¢ (mol/m?) by

YE:CSE.MS

s pE

When also Fick’s law [23] for the interfacial diffusive flux 5> is assumed (see table 3.3), the interface equation
for a surfactant is given by

(3.40)

ocx
ot

In order to distinguish between the interfacial transport and the interface transmission condition this equation
can be split up into two equations that are coupled through the newly introduced source term s>:

+ Vs - <c§u2 - vazcsz) = [D,Ves] ny onX. (3.41)

ocr
ot

+Vy - (cszuZ - D?Vgcg) =5~ onY, (3.42)

[DsVe] -mg =5~ on¥. (3.43)

On the one hand, the interfacial transport equation (3.42) describes how a surfactant with a surface concen-
tration ¢ is transported along the interface due to convective and diffusive fluxes. Furthermore, it represents
a dynamic boundary condition for (3.39) [61]. On the other hand, the interface transmission condition (3.43)
describes how much surfactant is adsorbed and desorbed at the interface. Since surfactants typically occur
only in one phase and the interface of a two-phase system, implying no surfactant transfer across the interface,
(3.43) simplifies to

DVes-ny =s” onX (3.44)

when assuming that the bulk phase containing the surfactant is Q. For a rigorous derivation of these
equations, please refer to [8], [77] and [61].

Similarly to the jump conditions defined previously, a relation is required that shows the relationship between
the surfactant concentration on the interface ¢> and the surfactant concentration in the immediate vicinity in
the bulk ¢,. Such a relationship is called adsorption isotherm and is dependent on the sorption model used
[52]. In this work only a very simple diffusion controlled (fast) sorption model is presented, namely the Henry
model [62], but other more elaborate models are available. The adsorption isotherm of this model relates the
interface surfactant concentrations to the bulk surfactant concentrations by means of the Henry constant H:

& —cs=cy(Hy—1). (3.45)

Consequently, the transport and sorption of surfactants is described sufficiently. Still missing is an equation
that describes the surface tension as a function of the surfactant concentration on the boundary surface. This
so called surface equation of state is again dependent on the sorption model used and reads for the Henry
model

o =09— RTc™. (3.46)
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Here, oy is the base surface tension, 7" is the absolute temperature of the system and R is the universal gas
constant with R = 8.3144J/mol.k. Equation (3.46) can then be substituted in the momentum transmission
condition (3.30) and the pressure jump condition (3.31) where additional Marangoni stresses are considered
subsequently.
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4 Numerical Model

Since the behaviour of reactive two-phase flows is to be simulated, the mathematical model presented in
chapter 3 must be solved. As this is not possible in an exact way, the Finite Volume Method (FVM) is used
as the underlying numerical method for solving the system of the specified bulk transport equations. The
principle of this method and its implementation in OpenFOAM has been explained in detail in many previous
works (see [30, 54, 22, 83, 36, 38]). Nevertheless, a brief overview of the FVM discretisation process, which
can be divided into spatial discretisation, temporal discretisation and equation discretisation, is given at the
beginning of this chapter. The particularity of the equation discretisation process described here is that it is
directly presented for the ALE formulation of the governing conservation equations. This is due to the fact
that as an extension of the classical FVM the ALE-IT is used, in which the two phases are represented by two
separate computing domains and a deformable interface. However, since interface gradients and interface
divergence fields must also be computed, when the interface jump and transmission conditions or surfactants
are taken into account, an additional numerical method complementing the FVM is required. The Finite Area
Method (FAM) is used for this purpose, which is a modification of the FVM and operates on a two-dimensional
curved surface instead of a three dimensional domain [32]. Since it basically works like the FVM, only on a
lower dimensional domain, this method is not described in more detail. Instead, the volumetric coupling of
the individual transport equations in the individual fluid phases is addressed in section 4.3. Subsequently, the
interface coupling of the two phases will be discussed, which is realised in this thesis in form of the DNA. In
particular, the newly formulated interface residuals, which can be used for convergence monitoring of the
DNA, are presented in section 4.4.2. At the end of this chapter the algorithmic method of the ALE-IT and the
application of a moving reference frame is described.

4.1 Spatial and temporal discretisation

Before the basic transport equations can be transformed into a corresponding system of algebraic equations,
the solution domain in which they apply must first be discretised. Therefore, the continuous solution domain
must be divided into a set of Control Volumes (CV), which do not overlap, are convex and fill the computational
domain completely [36]. Such a set of CVs is known as computational mesh or just mesh. A typical polyhedral
CV, also called cell, with volume V), is displayed in figure 4.1. The cell centroid P represents one of many
computational points at which the solution is sought. It is connected to one of its neighbour cells, with centroid
N, over a flat face f. Such faces are defined by their surface area vector Sy, which are located a the face
centre, are normal to the face and have a magnitude equal to the face area. To save notation, the face centre
of face f is also denoted by f.

Just as the solution domain must be discretised, so must the time over which the solution is computed. For this
purpose, the timeline is divided into finite intervals At, also called time steps, which are used for marching in
time from the initial condition.
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Figure 4.1: Polyhedral Control Volume [81, p. 72]

4.2 Equation discretisation

4.2.1 Arbitrary Lagrangian Eulerian formulation

As the solution domains Q7 and 2~ are already separate in the mathematical model (see chapter 3) each
phase is assigned its own computational mesh. However, to represent the motion of the interface, these
computational meshes must be able to move and deform according to the interface motion. This implies that
the control volumes, that form these meshes, can also move and deform. Thus, the typically used Eulerian
formulation of the conservation equations presented in chapter 3 cannot be used. Instead, the conservation
equations are reformulated into the so-called Arbitrary Lagrangian-Eulerian formulation which was originally
introduced by Hirt et al. [31]. Since all derived conservation equations are specifications of the prototypical
bulk equation (3.18), we can perform the reformulation and discretisation on this equation which then applies
analogously to the specific conservation equations for mass (3.24), momentum (3.25) and species (3.34).
For this purpose, we use a control volume V) (t) as described previously whose boundary surface 0V,,(t) with
outward normal n can move freely with velocity w. Integrating the prototypical bulk equation (3.18) over
the described control volume yields its ALE form

d
S ppdV+ [ Ve(p(u—w)e)dV = — V-jdV+/ qdV . (4.1)
dt Jy, Vi v, Vi
~ N——
temporal term convection term diffusion term ~ source term

Now it also becomes clear why this form is called ALE formulation, because for w = 0 the formulation is
purely Eulerian and for w = w the formulation is purely Lagrangian. Complementary to (4.1) an additional
relation has to be added to the formulation. It reads

d

— dv — w-ndA =0 (4.2)
dt Jy, av,

and is called Space (Geometric) Conservation law (SCL) because it states that the control volume change in
time has to be equal to the volume swept by its boundary with velocity w. As shown in [17] it is important
to add it to the formulation in order to ensure that the CV motion due to numerically approximated surface
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velocities does not create artificial mass sources/sinks, which can cause accumulation of solution errors or
even divergence of the computations.

These two equations are the starting point for the equation discretization. First, the discretization of the
individual terms of (4.1) will be discussed. Subsequently, the completely discretised generic transport equation
is presented before the discretization of the SCL is dealt with.

4.2.2 Temporal term

The discretisation of the temporal term is done by integrating the whole equation (4.1) in time and then using
numerical methods like Runge-Kutta methods or backward differentiation formulas. For the approximation
of the volume integral, another numerical integration method is needed. In the context of the FVM, the
midpoint-rule is typically used. If then, for example, the implicit three time-level Backward Differencing
Scheme (BDS) is utilised, the term results in

d BOBVE — A03VE + VR’
— dV =~ . .3
di /V podV ~ pp 2AL (4.3)

Here, the subscript P represents the CV-centre value and the superscripts n, o and oo represent values
evaluated at the new time instance ¢ and two previous time instances ¢° and ¢°°.

4.2.3 Convection term

The volume integral of the convection term is first converted into a surface integral using the Gauss divergence
theorem. This can then again be approximated with the midpoint-rule over all CV faces, which leads to the
following expression:

V-(pu"—w")¢")dV = pu —w")¢" -n"dA =~ prdf}(u’} —wY)-S¥. (4.4)
v avy 7

Here, the subscript f represents the CV-face centre value, which can be obtained through interpolation of
the corresponding cell centre values. However, special attention must be given to the interpolation of ¢ in
this term. This is due to the fact that advection is a highly directional process, which has to be accounted
for in the interpolation method used [54]. Therefore special advection interpolation schemes are available.
Furthermore, it is possible to distinguish between the cell-face volume flux due to fluid motion

b =ul-S}, (4.5)

the volume flux due to mesh motion .
V' =w}- S} (4.6)

and the volume flux relative to the mesh motion

d = (uf—w}) - S}. (4.7)
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4.2.4 Diffusion term

Analogous to the discretisation procedure used for the convection term, the volume integral of the diffusion
term is first converted into a surface integral using the Gauss divergence theorem and then approximated
with the midpoint rule:

— V-j”dV:—/ JUentdAR =Y 5% Sh. (4.8)
Vi oV 7

Thus, the diffuse flux 5’ on the cell surfaces centre must be determined in this expression. Since the diffusive
flux is typically modelled by some kind of the gradient diffusion hypothesis

g =TV}, (4.9)

which is also the case for the governing equations presented in sections 3.2 and 3.3, this involves the
computation of surface normal gradients of ¢. This is done by utilising finite differencing schemes for
numerical gradient computation. As mesh orthogonality, meaning d; and n being parallel in figure 4.1, is
more of an exception rather than the rule, it is important to consider the non-orthogonality in these surface
normal gradient computations [36].

4.2.5 Source term

If ¢ depends on ¢ in a nonlinear manner it first needs to be linearised in order to obtain a system of linear
equations at the end of the discretisation process [60, 36, 38]:

q(¢) = qe +qpd . (4.10)

Then again the midpoint rule can be used to approximate the volume integral resulting in the expression

/ e +qrpdV = ¢V, + qpd, V' (4.11)
Vi

4.2.6 Fully discretised generic transport equation

Assembling the generic transport equation again from the individual discretised terms, the following expression
is obtained:
3¢TL V’n _ 4¢O VO + ¢OOVOO
pp =P SR PO 3 ppdpf — ) - SF = DTV} S}t 0y bapdply . (412)
! !

If now the surface values are calculated by interpolation of the cell values, using a suitable differentiation
scheme for the convection term and utilising a finite differentiation scheme for the surface normal gradient,
the above equation can be converted into the form

apop+ Y akelk =bp . (4.13)
N

Here, all explicitly known terms were combined into a source term bp. In addition, NV corresponds to the
neighbouring cells of the control volume P which form the computational molecule of the numerical method
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Figure 4.2: Volumes swept by face f during the movement between successive positions [27, 49]

due to the chosen interpolation and differentiation methods. Assembling (4.13) for every CV then leads to a
system of linear algebraic equations of type
Ap=0>. (4.14)

This system can subsequently be solved by utilising iterative solving methods for large systems of linear
equations like the ones presented in [65].

4.2.7 Space (geometric) conservation law

For the discretisation of the SCL, the same methods as for the temporal and convection term of the generic bulk
transport equation can be used. Again applying the BDS for the temporal integration the following discretised
form of the SCL is obtained:

SV — AVE + Vi R

f
With the introduction of the swept volumes 0V} (see figure 4.2) for which

VB —VE =) oVp (4.16)
f
and
VE— VB = 4Vf (4.17)
f
applies, (4.15) can be expressed as
30V —oV?e .
f ;o n n __. n
f ! f

This expression can then be substituted into (4.12) which brings the advantage that the SCL is always implicitly
met and w’ does not have to be computed explicitly.
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4.3 Volumetric coupling

As presented in chapter 3 each phase is governed by the coupled transport equations for mass (3.24),
momentum (3.25), and reactive/surface-active species (3.34)/(3.39). Accordingly, the sought quantities are
the velocity field u, the pressure field p and the concentration fields ¢; or ¢,;. All equations are coupled in
terms of the velocity field. The pressure and velocity field are implicitly coupled in the momentum equation
and the concentration fields are coupled due to reactions accounted for in the source terms. In this section
it will be discussed how this volumetric coupling is treated numerically, starting with the pressure velocity
coupling in the Navier-Stokes equations. Subsequently, the coupling of the reactive/surface-active species
transport to the velocity field and the coupling of the reactive species to each other will be explained.

4.3.1 Pressure-velocity coupling

The pressure and velocity field of an incompressible fluid can be computed by solving the Navier-Stokes
equations, which are presented in section 3.2 and read in the ALE formulation:

d

— dVv — V - wdV + V-udV =0, (4.19)
dt Vp VP VP
—0(SCL)
d
/ udV + / (V- (u—w))udV = / VpdV — [ vAudV . (4.20)
dt Ve Vp Vp Vo

Since it is more convenient for the numerical formulation, the total pressure in the momentum equation has
been reformed by introducing the kinematic pressure

p=P_PZPI' T (4.21)
p P
If one attempts to solve this set of equations two major problems arise. The first is that the momentum
equation (3.25), with u as its primary variable, is nonlinear in the convection term. This can usually be dealt
with by utilising a Picard type iteration, where the volume fluxes in the convection terms are used from a
previous iteration step [54, p. 562]. The second problem is that, in addition to a strong physical coupling
between pressure and velocity, pressure does not appear as a primary variable in one of the equations [54, p.
561]. To overcome this problem a pressure equation can be derived from the mass and momentum equation,
which can then be solved in addition to the momentum equation. After deriving this pressure equation in
the following, two procedures are presented that can be used to numerically account for the strong coupling
between the pressure and velocity when solving for both.

For the derivation of the pressure equation we start with the discretised mass conservation equation

S wu}-8h=0. (4.22)
N——
5

In order to get a substitution for ", the momentum conservation equation (4.20) is discretised as described
in section 4.2 and the volume fluxes are assumed to be explicitly known from a previous iteration/time step.
This leads to the expression
abub + > afuy = —-VE(VP")p +bp, (4.23)
N
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which can be converted to the form

7’1 = -1 ZCLNUN aP 1VP (V n)P + (a%)_lbp . (4.24)
%r—’ bp
Hp(u)

Unfortunately, u} can not be directly approximated by interpolating (4.24) to the face as this results in the
pressure chequerboard problem described in [83]. Instead, the interpolation method developed by Rhie and
Chow [63] is used. It is based on the construction of a pseudo-momentum equation on the cell face similar to
(4.24): .

uf=—(a}) " Hy(u) — (a) "'V (VD")s + by . (4.25)

Now the same equation is formulated with interpolated values from the cell centres, where the overbar
indicates the interpolation:

w} = —(af) " H (u) — (a}) " VF (Vi')s + by . (4.26)

Subtracting (4.26) from (4.25) and assuming

(a}) 'Hj(u) ~ (a}) ' Hs(u), (4.27)
(@)~ 'V = (a}) TV, (4.28)
by~ by (4.29)
then gives
w} =u}— (a}) VP ((vp")f - (vp")f) . (4.30)

This expression for the face velocity can also be written as

uf = (a}) " Hy(u) — (a}) " VF(VR")r + by (4.31)

if (4.26) is substituted back into it. Using either of the formulations (4.30) or (4.31) in the discretised mass
conservation (4.22) gives rise to the pressure equation:

S @) TV, S} = Zﬂ? ST+ Z (@) TVE(V); - S}

f
—Z[ ) 5

(4.32)

In this formulation the surface normal gradient (V") ;- S’ can again be computed by utilising finite differencing
methods while accounting for non-orthogonality of the mesh. The interpolated surface normal gradient
(Vp) s )s - S’ is handled explicitly by computing the cell-centre gradient (Vp™)p from old time values and
1nterpolat1ng it to the surface.

As already mentioned, the pressure equation (4.32) can be used in addition to the momentum equation
(4.23)/(4.24) to solve for up and pp. How the coupling between these equations can numerically be resolved
either semi-implicit (segregated) or fully-implicit (fully-coupled) is discussed in the following.
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Semi-implicit (segregated) coupling

The pressure-velocity coupling in transient flows can be resolved in a segregated way by utilising the PISO-
Algorithm proposed by Issa [34]. This algorithm is based on the SIMPLE-Algorithm originally developed by
Patanker [60] for steady-state flows and therefore relies on a predictor-corrector procedure which can be
described as follows:

1. At the beginning of the algorithm an approximation of the velocity field is computed by solving the
momentum equation (4.23) and using the pressure field and the volume fluxes from the previous time
step. Therefore, this step is called momentum predictor step.

2. The approximated velocity field can then be used to construct the H p(u) operator. Together with
the a'h, which is known from the momentum equation of the momentum predictor step, the pressure
equation (4.32) can be assembled. The solution of this pressure equation gives a first estimate of the
pressure field at the new time step. Therefore, this step is called pressure solution step.

3. With this new pressure field the initially approximated velocity field can be corrected in an explicit
manner by using equation (4.24) and neglecting all terms but the term containing the pressure gradient.
Therefore, this step is called explicit velocity correction step. The negligence of the terms in the explicit
velocity correction effectively assumes that the whole velocity error is due to the error in the pressure
term [36]. As this is not fully true it is necessary to update H p(u) with the new corrected velocity field,
return to step 2 and and assemble and solve the pressure equation again. This should then be repeated
until a pre-determined tolerance is reached.

4. After the initially approximated pressure and velocity fields are sufficiently corrected, new conservative
volume fluxes are computed by calculating the scalar product of either (4.30) or (4.31) with the face
area vector S. These fluxes can then again be used in the momentum and pressure equations in the
next time step.

Segregated algorithms like the presented PISO-Algorithm or the SIMPLE-Algorithm and their derivatives are
still the most widely used methods of resolving the pressure-velocity coupling. They have been studied to a
high degree and have proven themselves many times in their application.

Fully-implicit (fully-coupled) coupling

In contrast to the segregated approach described above, where the pressure term in the momentum equation
and the velocity term in the pressure equation are handled explicitly, one can solve these equations simulta-
neously while treating the mentioned terms implicit. Such a solution procedure for unstructured grids was
derived by Mangani et al. [48], who based their work on the previous publications of Darwish et al. [14],
Webster [87] and Lonsdale [47]. Following their method and approximating the pressure gradient term in
the momentum equation implicitly, (4.23) can be written as

aftup +afFph + > altul + Y aWpy = b . (4.33)
N N

Here, the underlined terms represent the pressure gradient term in its discretised form. In the pressure
equation a finite differencing scheme for the surface normal gradient (Vp™); can be used while accounting
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for mesh non-orthogonality. When also computing @’ by interpolation and treating (Vp") explicitly by
calculating it from previously obtained values, the pressure equation (4.32) results in the form

a’}"-u%+a’§ﬁ$+2a%‘-u%+za%ﬁnj\;Zb’;a- (4.34)
N N

In the source term b%, both the non-orthogonal correction of (V") and the explicit calculated (Vp") are
summarised. The underlined terms represent the implicit interpolated velocities. Combining the two equations
(4.33) and (4.34) then yields a system of equation

ap' ay  ap’ a%p up alf afy ay’ a}? UN b%

ap' ay  ap’ aUPp | e . Z ayft ayy ay’ a%’ | oov | b% (4.35)
ap® ap’ ap’ alujjp wp ~ ayt ay’ ay’ a%p WN b% ’
apt ady dp’ a¥ pp ay aly dy aff DN v,

where the values of the different coefficients ap and ay are dependent on the used discretisation schemes.
Assembling this pressure velocity equation system for all cells in the mesh results again in a system of equations
that can be written in the form

Ap=>b. (4.36)

Solving this system implies solving for all variables ¢ = (u,p) simultaneously. However, since (Vp"); is
treated explicitly in this formulation, an iterative procedure has to be used in order to reach a converged
solution of the system in every time step.

Even though this method is more memory demanding than its segregated counterpart, it was shown that it
is more stable and it convergence rate scales better with increasing mesh sizes [84, 14]. For these reasons
and the constantly increasing availability of computer memory, fully-coupled methods gain increasingly more
interest [21].

4.3.2 Species coupling

The reactive species transport equation reads in ALE-formulation

i cdV + V- (CZ' (u — w)) dV = — DZAcldV + / 7 dV . (4.37)
dt Jy, Vi Vi Vi

Two types of volumetric coupling occur during the transport of reactive species. On the one hand, the advective
transport of the species is coupled to the velocity field in the respective bulk (single underlined term). On
the other hand, the concentrations of the individual species are coupled to one another via reactions (double
underlined term). If one assumes that the considered reactive species are ideally diluted, it can be expected
that they do not influence the hydrodynamic behaviour due to their transport. Therefore, the species are
advected like passive particles which in turn leads to the fact that the coupling between the species transport
and the underlying velocity field is unidirectional. Consequently the volumetric coupling between the species
transport equations and the Navier-Stokes equations can be designed in a very simple way. For each time
step, the Navier-Stokes equations are first solved as explained in the previous subsection. This leads to the
velocity field and the field of conservative volume fluxes ®. Subsequently, these volume fluxes can be used in
the discretised convection term when solving the discretised version of (4.37). However, before (4.37) can
actually be solved, the reaction term has to be determined. As already mentioned, this term results from the
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reaction of the different species and therefore couples all reactive species transport equations with each other.
Furthermore, the reaction rate itself is dependent on the concentration of the reacting species. To simplify
this circumstance, the reaction rate is treated explicitly and is calculated using the concentration fields of the
previous time step and a specified reaction mechanism.

4.4 Dirichlet-Neumann interface coupling

The Dirichlet-Neumann Algorithm belongs to the class of nonoverlapping Domain Decomposition Methods
(DDM). Such methods were originally developed to speed up the numerical solution of boundary value
problems by splitting the solution domain into nonoverlapping subdomains on which smaller boundary value
problems are defined [19]. This involves specifying boundary conditions on the new boundaries that connect
the solutions on the subdomains. Then an iterative procedure is applied where the subproblems are solved
alternately while the connecting boundary conditions are updated in between. The individual names of these
methods indicate the way in which these connecting boundary conditions are defined and how the iteration
procedure is performed. Thus, the solutions on the subdomains, using the Dirichlet-Neumann Algorithm,
are connected via both Dirichlet and Neumann boundary conditions where for each connecting boundary
the Dirichlet condition is applied on one side and the Neumann condition is applied on the other [80]. The
respective iteration procedure of the DNA is as follows: First the solution ¢, on the subdomain with the
Dirichlet boundary condition is sought. Then the Neumann boundary condition on the other side of the
connecting boundary is updated using the previously obtained solution ¢7,. Subsequently, the solution on the
subdomain with the updated Neumann boundary condition is calculated, which we call ¢%,. Before solving
for the next iterate qﬁ%“ on the Dirichlet side, the Dirichlet boundary condition is updated using ¢%;. This
procedure is then repeated until convergence. It is also possible to perform the prescribed algorithm in the
reverse order. In this case the starting point is the region on which the Neumann boundary condition is
applied. This is then referred to as a Neumann-Dirichlet Algorithm (NDA). Even though these two algorithms
may have different convergence rates [80], both will be named DNA in the following if not specified explicitly.

Considering the generic sharp interface model derived in section 3.1

ot
apat¢ +V-(ptutot) ==V 5" +q* in Q" |
If1=J, on, (4.38)
[pp(u™ —u) — j] - ny =V - j7 — 5 (j7 - nx) on, '
0p~ ¢~ .
paj) —i—V-(p_u_(b_):—V-j_—l—q_ inQ

it becomes obvious that the problem is inherently one in which the solution domain is divided into two
subdomains. Here, the connecting boundary corresponds to the sharp interface and the connecting boundary
conditions are directly given in form of the derived jump and transmission condition. Thus, DDMs are in
principle well suited to numerically resolve the interface coupling. Even though, no rigorous proof for the
convergence of DDMs exists for such a system, they have been extensively tested for the simulation of interface
coupled multiphysics systems and are able to produce good results (e.g. [44, 53, 86, 81]). It should also
be noted that these DDMs, and consequently the DNA considered here, are explicit/partitioned interface
coupling procedures, since the equation systems of the two phases are solved and the boundary conditions at
the interface are updated iteratively. However, before the DNA can be applied to the generic sharp interface
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problem (4.38), appropriate Dirichlet and Neumann boundary conditions must be derived from the jump
and transmission conditions. These derivations for the generic case as well as for the special cases of the
Navier-Stokes equations and the conservation of species are explained in the next subsection. Furthermore, it
must be clarified when the result of the DNA is considered converged and the next time step can be computed.
For this purpose, so-called interface residuals are formulated in subsection 4.4.2 on the basis of which the
convergence of the solution of the DNA can be evaluated.

4.4.1 Coupled Dirichlet-Neumann boundary conditions
Generic coupled boundary conditions

In order to derive generic Dirichlet and Neumann boundary conditions for the generic sharp interface model,
a few assumptions have to be made. Of course, these limit the general applicability of the model. However,
the assumptions are such that the model is still valid for a large number of problems which can be modelled
with specialisations of it.

The first assumption is that ¢ itself is the only primitive field f for which a jump condition has to be defined.
This directly leads to the Dirichlet boundary condition of ¢ that can be written as

[o] = T

4.39
& ¢t=Tste . (439

The second assumption is that no mass transfer happens across the interface. Thirdly and finally, it is also
assumed that the diffusive flux can be modelled with the gradient hypothesis j = —I';V¢. Applying these
assumptions to the generic interface transmission condition (3.19), one obtains the Neumann boundary
condition for ¢:

[ToVo] - ny =Fy

1

-7 4.40
=4 V¢+'TL2=F<}—¢+F¢V¢ -nz) . ( )
¢

Here all terms on the right hand side were summarised in the generic flux jump Fy.

Regarding the naming of the two types of coupled boundary conditions, the terms jump and flux boundary
conditions will be used synonymously for Dirichlet and Neumann boundary conditions in the further course of
the work.

To confirm this generic formulation, the next two subsections show how the special Dirichlet/jump and
Neumann/flux boundary conditions for pressure, velocity and species concentration can be related back to it.

Coupled boundary conditions for the Navier-Stokes equations

For the pressure-velocity coupled system of the Navier-Stokes equations, both Dirichlet and Neumann boundary
conditions are needed for the two primitive fields of pressure and velocity. Starting with the Dirichlet condition
for the velocity, the velocity jump condition (3.32) directly provides the needed relation:

[u] = _0_ - (4.41)
Ju
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The same applies to the pressure, where the already derived pressure jump condition (3.31) can be used for
the Dirichlet boundary condition:

[p] = ok —2[u]Vs - u . (4.42)
T

Analogous to the derivation of the pressure jump condition in section 3.2, the momentum transmission condition
(3.30) is again used as a starting point for the derivation of a Neumann velocity condition. Rearranging it and
inserting the pressure jump equation (3.31) gives

[[,U,(V’U,)T]] Ny, = *[[;Lﬂ (VE . u) ny — [[/L]] (VZU) Ny, — VEO' . (443)

It represents the tangential component of the momentum transmission condition [61]. Assuming a spin free
flow field along the interface, which implies a vanishing antisymmetric velocity gradient tensor (spin tensor)
[2]
1 T T
S=3 (vu — (V) ) —0 = Vu=(Vu)', (4.44)

one obtains the coupled Neumann velocity boundary condition:

[ # Vu] nyg=-[u] (Vs -u)ng — [p] (Vsu) -ny — Vso . (4.45)
e >

A flux boundary condition for the pressure can not be directly derived from the momentum transmission
condition. Nevertheless, it can be obtained by taking the jump of the momentum equation (3.25) and only
considering its normal component

ou 1
[[(915 + (V- u) u]‘ ‘ny = |[—pV -pﬂ ‘ny + [vAu] - ny + [g] - ny . (4.46)
Because of the sharp interface assumption, the jump of the gravitational term is zero. The left-hand side of
this equation also vanishes since the continuity of the velocity across the interface leads to continuous normal
accelerations across the interface [71]. Therefore, the pressure flux boundary condition can be written as

|[1V .pﬂ ‘ny = [vAu] - ny, . (4.47)
p ——

P

Here, 1/p is not a diffusion coefficient in the physical sense. Nevertheless, the form of this pressure Neumann
boundary condition, as well as the other boundary conditions for pressure and velocity, correspond to the
form of their generic counterparts (4.39) and (4.40). This is also indicated through the underbraced terms in
the equations above.

Coupled boundary conditions for species transport

In the case of the reactive species transport, no further derivations need to be made. The jump (3.36) and
transmission condition (3.35), which have already been formulated in section 3.3.1, can be used as Dirichlet
and Neumann boundary conditions for the species concentration without any further steps:

leil =¢; (H-1), (4.48)
J
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Again, it can be easily seen that these boundary conditions exactly match the form of the generic boundary
conditions for ¢ = ¢;.

Application of coupled boundary conditions in the DNA

As presented in [86] and noted in [81] the DNA can be subject to a stability criterion which indicates the
convergence or divergence of the interface coupling procedure. It was proven that the choice of sides on which
the Dirichlet or Neumann conditions are applied significantly influences the stability of the procedure. For
example Tukovi¢ and Jasak [81] noted that it is necessary to apply the pressure Dirichlet and the velocity
Neumann condition at the interface side of the denser fluid and the pressure Neumann and the velocity
Dirichlet condition on the other. However, there are situations in which it is not always possible to freely select
in which order the Neumann and Dirichlet conditions are applied. Therefore, it can be possible to stabilise an
unstable DNA through relaxation of the Dirichlet boundary condition update [86]. For the generic Dirichlet
boundary condition (4.39) this means that the new value of ¢* is calculated via

@V = (1= a)@"Y +a (7] + (7)) (4.50)

when the boundary condition is updated. Here, (¢*)7*! is the set value of ¢ on the "+” side of the interface
at the beginning of the (j+1)th DNA iteration. The relaxation parameter is denoted with «. In the generic
case, it is not possible to derive a formulation for the relaxation parameter values that guarantee to stabilise
the DNA or achieve ideal convergence rates. In the special case of species transport, however, it is possible and
the exact derivation and formulation of the optimal relaxation parameters can be found in [86].

4.4.2 Interface residuals
Standard residual formulation

Before the interface residuals are formulated, the residuals, which occur during the iterative solution of an
equation system, should be considered. Hence, if a system of linear algebraic equations

Ap=b (4.51)

is solved with an iterative method, an approximate solution ¢™ is obtained after m iterations, which does not
exactly satisfy the system of equations. Due to the deviation from the exact solution a residual

P =b— Ap™ (4.52)

remains. The task of iterative solution procedures is therefore to minimise the residual throughout the
iterations [22]. Furthermore, a convergence criteria for the iterative solution can be formulated based on this
residual, since it is usually not necessary and possible to drive the solution to full convergence. In general,
however, it is difficult to evaluate convergence directly using the residual from (4.52), since its value is
strongly problem-dependent. Therefore, it is necessary to scale and normalise the residual in order to better
estimate how much a residual has decreased during calculations [3]. In OpenFOAM this is done by defining
the normalisation factor

" = H(\AW—AWH\IJ—AW\)HI, (4.53)
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where ¢ is a vector of the same size as ¢"* but with the average value of ¢™ in every component [59]. This
normalisation factor is then used to scale and normalise the £!-norm of the residual:

1
P = — ™ (4.54)
n

Normalisation and scaling in this manner is motivated by the fact that for uniform conditions ¢™ = ¢™ the
residual 7™ is equal to one [59]. Especially in simulations with uniform initial conditions, this makes judging
the overall convergence more easily. A similar procedure using interface residuals will therefore be formulated
in the following, which can be used to estimate the convergence of the DNA.

Generic interface residual formulation

As already explained at the beginning of section 4.4, the classical DNA starts with the solution of the problem
on which the Dirichlet coupling condition is applied. Or in other words, it starts to solve the region where the
generic jump condition across the interface is enforced. Assuming that the ”+” side represents this region, the
generic coupled Dirichlet boundary condition is set by

(@) =T, + (7Y (4.55)

Here, ¢ and J are the vectors whose components are the jump and the boundary value at each interface face
centroid, respectively. After a solution for the first region is computed, the region on the other side of the
interface is attended. In doing so, the interface coupled Neumann boundary condition is enforced on the ”—”
side of the interface. With the definition

[[F¢V¢]] Ny, = [[go]] (456)

this can be written as ' , ,
(oY =F, = (") @57

Again ¢ and F are vectors that represent the flux jump and the interface normal flux at each interface face
centroid, respectively. After a solution for this region is computed, one DNA iteration is completed. At this
point, the generic interface transmission condition is fulfilled, because the Neumann boundary condition was
enforced last. However, this also means that the generic interface jump condition, which has been enforced
at the beginning of the DNA, may no longer be met, since the absolute values of ¢~ at each interface face
may have changed during the solution of the ”—” region. It is therefore possible to formulate a residual of the
generic interface jump condition after the j-th DNA iteration:

v, = T~ [¢7] (4.58)

As the generic interface transmission condition is implicitly met, this residual gives a measure of how well the
generic interface jump condition is satisfied. Additionally, when the Dirichlet boundary condition on the ”+”
side is updated at the beginning of the next DNA iteration, it can be shown that this residual is equal to the
correction which is applied to the previously set boundary condition:

(@Y =T, + ()

, (4.59)
= (@Y +7rp.
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However, before this residual can be used as an indicator for the convergence of the DNA, it must also be scaled
and normalised. Following the example of the classical residual scaling and normalisation in OpenFOAM, a
normalisation factor can be defined analogously to (4.53):

wh = | (161 - 1711 - 17— 191)) | - (4.60)

Here, ﬂ&}] is the average interfacial jump of ¢. The £! norm of rg » can subsequently be scaled and normalised

using this factor:
) 1 .
N j
"Dy = 7‘HTD,¢H ' (4.61)
nJD 1

If the NDA is now considered instead of the DNA, a different situation arises. In this case, the region, on
which the interface coupled Neumann boundary condition is applied, is solved first. Followed by the solution
of the region on which the interface coupled Dirichlet boundary condition is enforced. Hence, the generic
jump condition is implicitly met at the end of one NDA iteration. The same does not apply for the generic
transmission condition and a residual similar to (4.58) can be formulated:

e =F,—[#]. (4.62)

This residual gives a measure of how well the generic interface transmission condition is met after the j-th
NDA iteration. It can also be shown that it represents the correction that is applied to the interface coupled
Neumann boundary condition at the beginning of the next NDA iteration.

(et =F, + (7Y

: : (4.63)

= (1) + T?V,qﬁ
Again, 7’3\/ » Needs to be scaled and normalised to use it as an indicator for convergence of the NDA. For this
purpose a normalisation factor

why = || (11 - 2701 - 17, - [l (4.64)
1

analogous to (4.53) and (4.60) is formulated which can subsequently be used to scale and normalise the
L'-norm of the residual:

PY | H ' (4.65)
N,¢ nd, N.o|y

In equation (4.64) [¢7] is the average jump of the interface normal flux of ¢ after the j-th NDA iteration.

In summary, two different residuals could be derived which reflect the convergence of the segregated interface
coupling algorithm. When used as a measure of convergence, two different cases have to be considered. In
the first case, the classical DNA is used which starts each iteration by enforcing the generic interface jump
condition and ends with enforcing the generic interface transmission condition. Therefore the residuals for
each boundary condition at the end of each iteration are:

"7 0,

My =0.

(4.66)
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In the second case, the order in which the coupled boundary conditions are enforced in each iteration is
changed, implying that the NDA is used. This leads to the fact that the interface residual that is equal to zero
and the one that is not also changed:

-

Do = 0,

Png 70
For this reason it is important to consider which iteration order is used when judging the convergence based
on these residuals. This is especially important when considering the coupled Navier-Stokes-Equations, as will
be explained in the following. In general, however, it is a good assumption to consider the interface coupling

algorithm as converged when the scaled and normalised residual, which is not zero, has fallen by at least
three orders of magnitude.

(4.67)

Interface residuals for the Navier-Stokes-Equations

When the interface coupling of the Navier-Stokes equations is considered, particularities arise regarding
the convergence evaluation due to the pressure-velocity coupling. To obtain a stable interface coupling
algorithm, different boundary condition types for pressure and velocity must be applied on the same side of
the interface. In particular, the pressure Dirichlet (4.42) and velocity Neumann (4.45) boundary conditions
must be employed on the interface side of the denser fluid and the pressure Neumann (4.47) and the velocity
Dirichlet boundary condition (4.41) must be employed on the other side [81]. Hence, if an interface coupling
algorithm is performed that starts at the denser fluid region and then moves to the lighter fluid region, a DNA
for the pressure and an NDA for the velocity is obtained. The residuals by which the convergence of the coupling
iteration can be judged are thus 7p , and 7y 4. Following the derivations of the coupled pressure Dirichlet
boundary condition (4.42), one finds that 7 p , represents how well the normal component of the momentum
transmission condition (3.30) is met. Doing the same for the coupled velocity Neumann boundary condition
(4.45), one finds that 7y, represents how well the tangential component of the momentum transmission
condition is met. Thus, both residuals together give an estimate of how accurately the momentum transmission
condition is satisfied, while the mass transfer together with the no slip condition are always implicitly met at
the end of one coupling iteration.

Reversing the iteration order and starting with the lighter fluid region in the interface coupling iteration,
changes the residuals that need to be considered for the convergence evaluation. In this case, a NDA for the
pressure and a DNA for the velocity is performed, which leads to 7, and 7p ,, being the residuals of interest.
Here, the momentum transmission condition is enforced at the end of one coupling iteration. Following the
derivation of the interface coupled velocity Dirichlet boundary condition (4.41) leads to the fact that 7p ,,
gives a measure of how well the mass transmission condition together with the no slip condition is satisfied.
Doing the same for the interface coupled pressure Neumann boundary condition (4.47) shows that 7y, is a
measure of how well the momentum jump in interface normal direction (4.46) is met.

An evaluation of the residuals presented in this subsection is performed in chapter 6.
4.4.3 Handling of pressure velocity coupled systems

As already mentioned in section 4.3.1, the pressure-velocity coupling of the Navier-Stokes equations requires
special treatment with respect to the volumetric coupling. However, this must also be taken into account for
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the interface coupling, as there are different possibilities on how the interface coupling (here DNA) can be
combined with the chosen volumetric coupling method.

If the Navier-Stokes equations are volumetrically coupled in a fully-implicit manner (see section 4.3.1), the
interface coupling approach using the DNA is straightforward. This means that the procedure can be used as
described at the beginning of section 4.4. Therefore, at the start of one DNA iteration, the coupling boundary
conditions for pressure and velocity are updated simultaneously in the first region. Then the fully-implicit
coupled pressure-velocity system of the first region is solved. Subsequently, the coupling boundary conditions
for pressure and velocity of the second region are again updated simultaneously and the fully-implicit coupled
pressure-velocity system of the second region is solved. The same procedure can also be used when the
volumetric coupling of the Navier-Stokes equations is done in a semi-implicit manner. In this case, the solution
of the fully-implicit coupled pressure-velocity system is replaced by the semi-implicit predictor corrector
procedure described in 4.3.1. However, using the semi-implicit volumetric coupling procedure, another
combination with the DNA is applicable. Here, the momentum predictor and pressure solution/velocity
corrector step are split up inside one DNA iteration. This means that a DNA iteration starts by first updating
the coupled velocity boundary condition of the first region and solving the momentum predictor equation.
Then the coupled velocity boundary condition of the second region is updated and the momentum predictor
equation is solved subsequently. Afterwards, the coupled pressure boundary condition of the first region is
updated, followed by the pressure solution/velocity corrector loop inside this region. Finally, the pressure
boundary condition of the second region is updated and the pressure solution/velocity corrector loop is
executed before a new DNA iteration step is carried out.

It is not obvious which of the described methods using semi-implicit volumetric coupling is better suited for
simulating a rising bubble. However, due to the limited scope of this work, only the latter approach is used in
the test applications presented in 6.

4.5 Interface tracking method

Up to this point, it has already been clarified how the individual conservation equations are solved. In this
context, both the volumetric and the interface coupling have been explained. Furthermore, it was already
taken into account that the computational mesh is able to move, which is why all considered equations were
transformed into the ALE formulation. However, it was not yet considered how the interface is moved, which
in turn leads to a deformation/movement of the entire computational mesh. This will therefore be explained
in this section.

In the derivation of the mass and momentum transport in section 3.2 it was assumed that the interface is a
material boundary and therefore no mass flow takes place across it. Translating this into a discretised setup
where the interface is composed of a set of finite area faces, the zero mass flux condition across the interface
can be written as

. _
pﬂu}c—wpc)-SFC:ch—p+Vpc:0. (4.68)
Here, the subscript F'c denotes the centre of a face that is part of the whole Interface. The same expression
can also be set up analogously for the ”"—” side (see equation (3.28)). As one can easily deduce from this

expression, the motion of the interface is strongly coupled to the surrounding velocity fields. Vice versa, it
is known that the domain geometry strongly influences the flow field. However, before clarifying how this
coupling can be resolved numerically, it is necessary to consider how the interface is moved in the first place.
For this purpose, it is considered that the described conservation equations have been solved for a new time
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Figure 4.3: Interface movement using control point displacement along the face normals [81, 49]

step on a spatially fixed mesh. Since the mesh has not been moved, expression (4.68) is unlikely to be met. In

this case a residual mass flux across the interface occurs and a volume flux correction V' . can be formulated

[81]: )
mpgc
ot

Vpe=V'E £0. (4.69)

With this volume flux correction the volume §V7,, that need to be swept by face F' in order to cancel out the
the residual mass flux, can be calculated from (4.18):

/ 255 Lo
Based on this swept volume the displacement of the face F' can be computed while both cancelling out the
residual mass flux and obeying the space conservation law. For the calculation of the actual point displacement
a procedure proposed by Muzaferia and Peri¢ [55] is used. In this procedure the face centres are used as
control points for which the displacement is computed by

%
W=t 4.71)
Fe ' Mpe
Subsequently, the new position of the control point can be calculated with
The = Thoe + MG, (4.72)

where x%,, is the position vector of the control point before and «%_ is the position vector after the correction.
At this point it should be noted that the position correction of the control points does not necessarily have to
be performed in the normal direction of the face. Instead an arbitrary correction direction can be used for n%,,
in (4.71) and (4.72) [81]. After the new control point position is specified, the interface mesh nodes denoted
by F'i need to be moved in order to actually move the face F. This can be done by moving the mesh nodes
up to a plane that is anchored at the corresponding control point and with its orientation computed using
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the least squares method. For more details on this computation see [81]. In this way, the movement of the
interface is sufficiently described to compensate for the residual interface mass flow and therefore represent
the movement of a material boundary. However, if only the mesh vertices at the interface were moved, this
would lead to strongly deformed cells next to the interface, which could potentially also have negative volumes.
Therefore, the whole mesh has to account for the interface movement like a solid body under the influence of
deformations. In analogy to the strain and deformation calculation in solids, the deformation vectors of the
individual mesh vertices can be calculated by solving a Laplace equation. For a detailed description on the
solution procedure of such a Laplace equation for the mesh deformation see [37].

Now that the interface movement and the consequent grid movement have been explained, the previously
mentioned coupling between interface movement and flow field has to be addressed. This coupling can
numerically be resolved by applying an iterative procedure. In such a procedure, the conservation equations
are solved first at the beginning of a new time step on a spatially fixed mesh; including volumetric and
interface coupling. This is then followed by an interface/mesh movement as described above. Subsequently,
the governing conservation equations are again solved on the deformed mesh and the interface/mesh is again
moved afterwards. In this way, iteration is continued until the changes in the flow field and with respect to
the interface position become small [22, 56]. Then the solution is advanced to the next time step.

4.6 Moving reference frame

Since moving reference frames are used in the rising bubble flows shown in chapter 6, a very brief explanation
of how such moving reference frames are mathematically implemented will follow in this section.

The governing equations derived in chapter 3 have been formulated for inertial reference frames. For some
applications, however, it is practical to observe the simulated flows from a non-inertial reference frame. Such
cases can be moving objects through a fluid where it is beneficial to move with the objects in order to keep the
computational mesh as small as possible, or turbomachineries where a rotational reference frame makes mesh
movement obsolete. For such purposes a non-inertial reference frame has to be defined which is translating
with velocity v(¢) and rotating with angular velocity w(¢) with respect to the stationary inertial reference
frame. Transforming the transport equations for mass (3.24), momentum (3.25) and species (3.34) from the
inertial to the non-inertial reference frame leads to the following: The form of the transport equations for
mass and species stays unchanged with the only difference that « now represents the relative velocity with
respect to the moving reference frame. The momentum transport equation in the moving reference frame,
however, reads

%1;+(u-V)u:—;V-p+uAu+g— 2w X U+ w X (wx:z:)—k%%—%; X x| . (4.73)
Here, u again represents the relative velocity. Furthermore, an additional source term, enclosed in the
square parentheses, arises. This source term contains additional pseudo-forces that appear due to the
observation of the flow from a non-inertial reference frame. Namely Coriolis forces (first term), centrifugal
forces (second term), forces due to linear acceleration (third term) and angular acceleration (fourth term)
[54, 69]. Numerically these terms are treated explicitly and are therefore added to the right-hand side of the
discretised momentum equation.
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5 Implementation

As Weller et al. already mentioned in their first paper on the precursor of OpenFOAM [89], a lot is published
about the development of new and efficient algorithms for CFD, but little about the general code design. Since
this is still the case 24 years later, this chapter will explicitly address the implementation and code design
of the new unified multiphysics framework for multi-region coupling called multiRegionFOAM. In doing so,
section 5.1 discusses the general code structure of multiRegionFOAM. In addition, it is explicitly explained
how the parallelization of the computations is realized. In sections 5.2 and 5.3, special attention is paid to the
implementation of the generic interface coupled boundary conditions and the Dirichlet-Neumann algorithm
solution control based on them. The basic implementation of the interface tracking functionalities and their
integration into multiRegionFOAM is discussed in section 5.4.

5.1 multiRegionFOAM

"The intention is to develop a C+ + class library that makes it possible to implement complicated
mathematical and physical models as high-level mathematical expressions.”

This was and is the aspiration formulated by Weller et al. [89] that led to the development of OpenFOAM
and continues to drive its further development. However, with respect to multiphysics simulations, which are
inherently based on highly "complicated mathematical and physical models”, OpenFOAM provides only single
very problem-specific approaches so far. This gap shall be closed by the development of multiRegionFOAM,
a unified multiphysics framework for multi-region coupling. In doing so, the generic structure of interface
coupled multiphysics problems, which is explained in the previous chapters, is exploited. As multiRegionFOAM
is based on OpenFOAM, the Object-Oriented Programming (OOP) methodology is used for its development.
Therefore, the framework is build from classes that represent conceptual objects in the code [78], which will
be explained in the following. Before doing so, it is important to note that multiRegionFOAM is still in an
early stage of development and is therefore subject to ongoing improvement.

5.1.1 Structure

With the underlying generic sharp interface model, the separation of the conceptual functionalities and the
special physical properties of an object was set as a design directive. Hence, the specialisation of different
base classes is realised by the extensive use of inheritance and templated code. The basic structure of the
multiRegionFOAM framework is shown as an UML class diagram in figure 5.1.

The core of the framework is the multiRegionSystem class. It represents the complete system that shall
be simulated and can consist of an arbitrary number of regions, each of which can have different physical
properties and are coupled to each other through an arbitrary number of interfaces. Therefore, the class
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is composed of a list of regions (regionTypelList) and a list of interfaces (regionInterfacelList). Since
multiRegionSystem is the top level of the framework, it is also responsible for organising the solution of
the entire system. This also includes the interface coupling, which is possible both in a monolithic and a
partitioned manner. For the partitioned solution in particular, multiRegionSystem utilises the DNA solution
control, which is discussed separately in section 5.3.

As mentioned above, multiRegionSystem consists of several regions. These represent the different bulks of
the solution domain. Hence, they occupy a certain volume of the whole computational domain and may have
different physical properties, which in turn are defined in terms of the conservation equations and constitutive
assumptions that describe the behaviour of each individual region. Therefore, a base class called regionType
exists that holds and provides the basic data every type of region is based on (see figures 5.1 and 5.2). On
the one hand, such data is the computational mesh, which forms the foundation of any region, defines its
spatial extent and discretization. Since, it is clear that a region might deform, move, change in size or change
its spatial discretization, the regionType class holds a dynamicFvMesh, which potentially provides all these
functionalities via specialised mesh types. On the other hand, a region constructs, stores and provides the
discretised system of conservation equations it is governed by. Therefore, regionType holds hashed pointer
tables that store pointers to the linear equation systems (fvMatrix), which can be accessed by a previously
defined equation name. In this context, regionType also provides the foundations for different volumetric
coupling approaches of the conservation equations, like semi-implicit or fully implicit coupling. Additionally,
it provides the functionalities for the correction of the material properties during the overall solution process.
Based on regionType it is then possible to derive specialised types that construct the specialised fields on
the mesh and construct the linear equation systems of the specialised bulk equations. An example of such a
specialised regionType is an incompressible fluid region type called icoFluid that handles the volumetric
pressure-velocity coupling in a semi-implicit manner (see figure 5.1). At this point it is important to mention
that multiRegionFOAM also allows to superimpose multiple specialised region types. This superposition is
made possible by the fact that different region types can hold the same mesh and thus also have access to all
fields generated by the others.

As mentioned earlier, all regions of which the multiRegionSystem consists, are organised in regionTypelList
(see figure 5.1). This class is a pointer list and therefore holds the computational pointers to each region.
Furthermore, it instantiates these regions in the first place by utilising the data of the regionProperties
class, which it is also composed of. The regionProperties class in turn reads and stores the information
about which regions exist, what they are called and of which type/superimposed types they are.

An interface, which is coupling two regions, is described by the class regionInterface. In principle, this
class is based on two fully overlapping boundary patches (fvPatch) of two adjacent region meshes. The
union of these two patches form the interface. Therefore, regionInterface holds references to the two
patches and is derived from a class called interfaceKey, that itself just represents the name pair of the two
patches (see figure 5.3). Thereby the two patches represent the respective sides of the interface on which
the interface coupling boundary conditions can then be applied. Since the coupling boundary conditions
rely on the field values from the other side of the interface, regionInterface provides functionalities
that enable the boundary condition on one interface patch to access the field values from the other. This
is achieved by the fact that regionInterface is also composed of the interfaceToInterfaceMapping
class, which performs the task of mapping the fields from one interface patch to the other. Since the
adjacent regions may be discretised in a different way, the two boundary patches forming the interface may
also be discretised differently. Therefore, various specialisations of the interfaceToInterfaceMapping
class exist that use different mapping methods. Such methods are the direct mapping method utilised in
directMapInterfaceToInterfaceMapping for conformal interface patches and the general grid interface
mapping method [5] utilised in ggiInterfaceToInterfaceMapping for non-conformal interface patches.
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Figure 5.1: General structure of the multiRegionFOAM framework - UML class diagram

The role of globalPolyPatch, which is also part of regionInterface, is explained in section 5.1.2. To also
account for transport processes along the interface, regionInterface creates and holds a finite area mesh
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regionType

dynamicFvMesh HashPtrTable<fvMatrix<Type> >

Figure 5.2: General structure of regionType - UML class diagram

(faMesh), which is generated based on one of the interface patches (see figure 5.3). As regionInterface
only represents a generic interface it does not implement any specific physics. It only provides geometrical
information based on the finite area mesh, like the interface curvature, in addition to the previously explained
data and functionalities. Specific interface physics are implemented in specialisations of regionInterface.
An example of such a specialised interface is the capilaryInterface (see figure 5.1). This type of interface
represents an interface between two fluids at which a certain amount of surface tension is present.

Similar to all the regions of the multiRegionSystem, the interfaces are organised in regionInterfacelist
(see figure 5.1). This class is again a pointer list and therefore holds the computational pointers to each region.
It also instantiates the interfaces in the first place by utilising the data of the regionInterfaceProperties
class. Here, the regionInterfaceProperties class reads and stores the information about which interfaces
exist, which regions each one couples, which two boundary patches they are based on, which fields are
coupled across each interface and if the interface coupling for the fields should be performed in a partitioned
or monolithic manner.

interfaceKey
faMesh regioninterface
fvPatch globalPolyPatch

interfaceTolnterfaceMapping

[ LF I

ggilnterfaceTolnterfaceMapping directMaplnterfaceTolnterfaceMapping

Figure 5.3: General structure of regionInterface - UML class diagram

5.1.2 Parallelisation

In general, parallelisation in OpenFOAM is achieved by utilising the domain decomposition method, where the
computational mesh is partitioned into sub-domains. Each of these subdomains is then solved on a separate
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Figure 5.4: Local (blue) and global (red, orange) poly patches of a gas and a liquid region differently decom-
posed into two sub-domains

CPU-core, by running a separate instance of the solver application on each processor. Communication between
the CPU-cores, performed using the Message Passing Interface communication protocol [25], provides the
necessary coupling information that is needed to solve the underlying system of algebraic equations [11].
In the context of multiRegionFOAM, the domain already consists of different sub-domains, each of which
is an individual region. However, this inherent partitioning of the entire domain is not well suited for a
useful parallelisation of the computation. On the one hand, the grids of the individual regions can differ
greatly in size, which would lead to poor balancing of the computational load. On the other hand, the use
of partitioned interface coupling would mean that only one region is solved at the time. This would lead
to the fact that only one processor would work at the time while the others would have to wait, which of
course undermines the whole point of parallel computations. The approach that multiRegionFOAM follows to
achieve parallelisation is therefore to decompose all regions into the same number of sub-domains. In this
way each processor performs the calculations for a partition of every region. Although the regions must be
decomposed into the same number of sub-domains, the decomposition method may differ between all regions.
For example, figure 5.4 shows two interface coupled regions. One region being a gas bubble and the other
region being the surrounding liquid. Both regions are decomposed into two sub-domains, while the liquid
region is decomposed vertically and the gas region is decomposed horizontally. However, this leads to the fact
that the two interface patches, which together should form a part of the interface and to which a processor
has access, may no longer completely overlap. This is indicated by the blue lines in figure 5.4. Considering the
previously explained mapping of the patch fields from one interface patch to the other, this would no longer
be possible. Therefore, multiRegionFOAM, or the regionInterface class in particular, uses the global face
zone concept originally introduced by Cardiff et al. [11] and Tukovi¢ et al. [82]. Following this concept, each
processor has access to the entire interface patches. This is achieved by the fact that regionInterface is
not only composed of a pair of the local interface patches but also holds a pair of global patches (see figure
5.3). These global patches, each represented by the globalPolyPatch class, are the reconstructions of the

51



partitioned patches and are illustrated by the orange and red lines in figure 5.4. With the help of these global
patches it is possible to reconstruct the fields on both sides of the interface using a gather-scatter procedure
and subsequently map these fields from one global patch to the other. Thus, each processor has access to
all data needed for the application of the coupled boundary conditions and the possibility to independently
decompose each region is ensured.

5.2 Generic interface coupled boundary conditions

regionlinterface

interfaceTolnterfaceCoupleManager

fixedGradientFvPatchField<Type> fixedValueFvPatchField<Type>
genericRegionCoupledFluxFvPatchField<Type> genericRegionCoupledJumpFvPatchField<Type>

Flux BCs special. T Jump BCs special. T
[ e | e

interfaceCoupledPressureFlux interfaceCoupledPressureValue
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1

1

1

1

1
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interfaceCoupledVelocityFlux :
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1

1

1

1

1

1

1

1
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interfaceCoupledVelocityValue :
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Figure 5.5: General structure of the generic coupled boundary condition classes genericRegionCoupled-
ValueFvPatchField and genericRegionCoupledFluxFvPatchField - UML class diagram

In the case of partitioned interface coupling, explained in section 4.4, two different coupled boundary
conditions need to be applied to the interface for each interface coupled field; one on each side of the
interface. Since each side of the interface is represented by a boundary patch in regionInterface, a
coupled boundary condition must be applied to each of these patches. As shown in section 4.4.1, these
boundary conditions are either of the Dirichlet or the Neumann type and can be derived from a generic
formulation. Exploiting this generic form, two base classes for the coupled boundary conditions are imple-
mented in the multiRegionFOAM framework. Here, genericRegionCoupledValueFvPatchField represents
the Dirichlet type (4.39) and genericRegionCoupledFluxFvPatchField the Neumann type (4.40) of the
generic coupled boundary conditions. Therefore, they are derived from the fixedValueFvPatchField and
the fixedGradientFvPatchField class, which are the base classes for Dirichlet and Neumann boundary
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conditions, respectively. Furthermore, the two generic coupled boundary condition classes inherit from
interfaceToInterfaceCoupleManager. This class contains all functionalities needed to manage the map-
ping of fields from the other side of the interface to the current side. It can access the regionInterface on
which the coupled boundary condition is applied. Based on the generic coupled boundary condition classes it
is then possible to derive specialisations, by specifying the generic value jump J, or the generic flux jump F
and the diffusion coefficient I'y. Such specialisations are, for example, interfaceCoupledPressureValue
and interfaceCoupledPressureFlux, which represent the interface coupled boundary conditions for the
pressure (4.42) and (4.47), respectively. Since the specialised boundary conditions can be associated to fields of
multiple tensor ranks, genericRegionCoupledValueFvPatchField and genericRegionCoupledFluxFv-
PatchField are implemented type agnostic through the use of templatisation. Furthermore, these two classes
provide the functionalities for the computation of interface residuals as explained in section 4.4.2, which
enables the dynamic control of the DNA.

5.3 Dirichlet-Neumann-Algorithm solution control

multiRegionSystem, being responsible for managing the solution of the whole domain, implements, among
other coupling options, a DNA coupling loop in which interface coupled fields are solved according to
the DNA procedure (see section 4.4). In order to dynamically control the number of coupling iterations,
multiRegionSystem depends on the dnaControl class, as displayed in figure 5.6. dnaControl, like
multiRegionSystem, has access to regionInterfacelList, allowing it to access all coupled boundary
conditions on all interfaces. This in turn leads to the fact that all interface residuals, provided by the cou-
pled boundary condition classes, can also be accessed. By checking these residuals on all interfaces against
maximum values previously specified by the user, dnaControl can terminate the coupling loop inside of
multiRegionSystem if the termination criteria are satisfied. Additionally, dnaControl allows the output of
the unscaled and unnormalised residual fields on the interfaces, which allows a more accurate evaluation of
the interface coupling during post-processing.

ﬁ

dnaControl

regioninterfaceList

multiRegionSystem

Figure 5.6: General structure and utilisation of dnaControl - UML class diagram

5.4 Interface tracking mesh

The implementation of the interface tracking method explained in section 4.5 is essentially done in two classes.
These are the interfaceTrackingFvMesh and the movingInterfacePatches class, as displayed in figure
5.7. The interfaceTrackingFvMesh class, represents an entire moving computational mesh containing at
least one moving boundary that is part of an interface. Since it is a specialisation of the dynamicFvMesh

53



class, it can be specified as the mesh of a region (see figure 5.2). It is important to note that two regions,
which are connected via a moving interface, must each hold an interfaceTrackingFvMesh, as they both
need to move in accordance to the interface. To ensure the coherent movement of such adjacent meshes,
one side of the interface is considered as the actively and the other as the passively moving side. For each
moving interface in a mutliregion system the interfaceTrackingFvMesh on the actively moving side has
access to an instance of movingInterfacePatches. The purpose of this class is to calculate the movement
of the considered interface on the basis of the control point algorithm explained in section 4.5. In doing
so, the deformation of the interface patch on the active side is calculated first without actually moving it.
Subsequently, this deformation is mapped to the interface patch on the passive side. These deformations are
then used to update the boundary conditions for the mesh motion of the interfaceTrackingFvMesh on
both the passive and the active side. Finally the mesh motion equations for all interfaceTrackingFvMeshes
are solved through the utilisation of the meshSolver class and the meshes are actually moved.

In order to enable the mapping of the interface deformation from the actively to the passively moved
side, a similar approach as for the mapping utilised by the interface coupled boundary conditions is used.
movingInterfacePatches has access to the two globalPolyPatches, that represent the entire moving in-
terface, and utilises the mapping functionalities of the interfaceToInterfaceMapping class to consistently
map the deformation values from one interface side to the other.

dynamicFvMesh

1

topoChangerFvMesh

T

motionSolver interfaceTrackingFvMesh movinglnterfacePatches

globalPolyPatch

interfaceTolnterfaceMapping

Figure 5.7: General structure of the interface tracking implementation - UML class diagram
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6 Bubbly Flow Test Applications

In order to test the capabilities of the newly developed multiphysics framework with respect to the simulation
of reactive bubbly flows, multiRegionFOAM is applied to two example cases. Both cases consider a rising air
bubble in water. In the first case, both the gas and liquid phases are inert. In the second case, a generic dilute
species A transfers from the gas into the liquid phase and subsequently reacts there with another generic
dilute species B.

Since both cases only consider a single rising bubble, the underlying numerical setup is the same in each case.
The liquid phase and the gas phase each represent a separate region. The two regions are coupled via a single
interface that consists of two mesh boundary patches, named ”interface” at the liquid and ”interfaceShadow”
at the gas side. The ALE-IT, as described in chapter 4.5, is used to account for the movement of this interface.
To reduce the number of cells needed for these simulations, a moving reference frame (see section 4.6) is
used to fix the bubble centre. Therefore, the gas bubble centre stays in the same position at all times and the
liquid phase is flowing around it. This leads to a configuration of the computational domain that is shown
in Figure 6.1. Both cases assume a bubble with an initial spherical shape with radius 5. The fluid domain
surrounding the bubble is also shaped as a sphere with a radius of 20r .

inflowing liquid

Ll

AN
gas

interface interfaceShadow

Figure 6.1: Sketch of the computational domain used for the simulation of single rising bubbles [76]

As the gaseous and the liquid phase are two different regions, both are represented by their own computational
mesh. The meshes consist of polyhedral cells for the gas bubble and prismatic cells with a polyhedral base for
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the liquid, as shown in figure 6.2. These meshes are based on the results of a previously performed study by
Steinhausen [76].

(a) Cross-section of the full domain (b) Enlarged view of the bubble, its close proximity and a
part of the interface patch

Figure 6.2: Meshes of the gas bubble and the surrounding liquid

For the temporal discretisation, the simulated physical time is split up into fixed time steps At and a backward-
differencing scheme is used for the time integration. The size of the time step is chosen according to a
numerical stability criterion for the interface [81]

PL min (le)3
2mo

At < ; (6.1)

where [py is the geodetic distance between two face centres on the interface patches [76]. p;, and o are the
liquid density and the surface tension, respectively. This stability criterion stems from the evaluation of the
CFL criterion for capillary waves and is more restrictive on the time step size than the standard formulation of
the CFL condition [68].

Since the hydrodynamics of both phases are described by the incompressible Navier-Stokes equations, the
basic region type of both regions is icoFluid. This particular region type implements the volumetric pressure-
velocity coupling semi-implicitly and combines it with the interface coupling by splitting the individual
predictor-corrector steps within the DNA (see section 4.4.3). To account for species transport and reactions,
this region type is superimposed with another region type, which will be described in more detail in 6.2.

6.1 Single rising bubble

In this case the rise of a single, chemically inter air bubble in still water is considered. Here, an initially
spherical bubble is released with a zero initial velocity, accelerates for some time until reaching a terminal
value of its rise velocity. The physical properties of the two phases and the surface tension coefficient are

56



oo N/m
0.0727

UG kg/ms
1.82¢7°

ML kg/ms
le™3

PG kg/rn3
1.205

PL. kg/m3
998.3

Table 6.1: Fluid properties of the gaseous and liquid phase

summarised in table 6.1, where subscripts L and G represent the liquid (water) and the gas bubble (air),
respectively. The water is "hyper clean” and the temperature during the experiment is 19.6 + 0.2 °C.

According to the simulation setup displayed in figure 6.1 the liquid region is bounded by two boundaries: the
outer boundary called ”space” and the interface boundary called ”interface”. The gas region is bounded by
only one boundary called "interfaceShadow”, which together with the "interface” boundary forms the interface
between liquid and gas. The boundary conditions for velocity, pressure and mesh deformation applied to the
mentioned boundaries are displayed in table 6.2. Following Tukovi¢ and Jasak [81], a pressure Dirichlet and
a velocity Neumann condition at the liquid side and a pressure Neumann and a velocity Dirichlet condition at
the gas side of the interface are applied.

Boundary U p pointMotionU
interfaceShadow interfaceCoupledVelocityValue interfaceCoupledPressureFlux fixedValue
interface interfaceCoupledVelocityFlux interfaceCoupledPressureValue fixedValue
space inletOutlet zeroGradient fixedValue

Table 6.2: Boundary conditions of the numerical domain

As initial conditions, a zero velocity and pressure field was set in both regions. Table 6.3 reports the numerical
schemes that are used for the equation discretisation. Their displayed names are in accordance to the
equivalent terms used in OpenFOAM.

Setting
backward

Scheme

ddtScheme
gradScheme (liquid)
gradScheme (gas)
divScheme div(phi,U)

Time Scheme

Gauss linear
extendedLeastSquares 0.6
Gauss skewCorrected GammaVDC 1.0

Finite Volume Schemes

lapacianScheme Gauss linear corrected
interpolationScheme  linear
snGradScheme corrected

Finite Area Schemes gradScheme Gauss linear
divScheme Gauss linear
interpolationScheme  linear

Table 6.3: Numerical schemes used for the simulation of a single rising bubble

For the above described case setup, experimental data from Duineveld [20] is available, which is used to
validate the simulation results in section 6.1.3. However, before the flow field evaluation and validation is
presented, the results of two additional studies are discussed. These are the parallel scaling of this setup in
section 6.1.1 and the evaluation of the interface residuals with respect to the used DNA interface coupling
algorithm in section 6.1.2.
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6.1.1 Parallelisation study

The simulation of a rising gas bubble with the above explained setup requires high computational effort, due
to small time step sizes obeying the stability criterion (6.1) and the need for a strongly refined interface. This
can be illustrated by the fact that simulations of earlier studies, carried out with a similar setup but based
on highly specialised code for bubbly flows, had runtimes of thirty to sixty days on 6 processors to reach a
physical time of 1s [61]. This particular code, used by Pesci et al. [61], Weber et al. [86] and Steinhausen
[76] had the limitations that the whole interface needed to be part of a sub-domain when decomposing
the computational mesh. Because of the way in which parallelisation is ensured in the multiRegionFOAM
framework (see section 5.1.2), this restriction does not apply here.

To show the parallel scaling of the single rising bubble simulation with multiRegionFOAM, five different
simulations were performed. A bubble with radius g = 0.5mm was considered for all simulations. Thereby,
the mesh of the liquid region consisted of 125 545 cells and the mesh of the gas region consisted of 63 367 cells
(see figure 6.2). The interface patches were both discretised by 3 587 faces. All simulations were executed for
500 iterations, while a fixed time step of At = 5¢~%s was used. Furthermore, a maximal interface residual
of 10e—3 was set as the DNA termination criteria for both the velocity transmission and the pressure jump
condition. Thus, the simulations varied only in the number of processors to which the calculations were
distributed. As a reference, the first simulation was performed on one processor only and thus without
decomposition of the computational domain. The other four simulations were performed on N = 2, 4, 8 and
16 processors with both the liquid and gas regions decomposed using the simple decomposition method. The
decomposition of the regions in each spatial direction for the respective number of processors can be found in
table 6.4.

N  Sub-domains in (z,y, z) direction

2 (2,1,1)
4 (2,2,1)
8 (2,2,2)
16 (4,2,2)

Table 6.4: Number of sub-domains in each spatial direction for different number of processors N

For the evaluation of the parallel performance of multiRegionFOAM with respect to the setup considered
here, the speedup S and the efficiency £ were calculated on the basis of the five performed simulations. The
speedup and the efficiency are defined by

S(N) = gé]if)) (6.2)
and g
E(N) = N (6.3)

where T'(1) is the runtime of the simulation on one processor and 7'(NN) is the runtime of the simulation on N
processors. Figure 6.3 shows both measures over the different number of processors in comparison to the
best results of a parallelsisation study carried out by Steinhausen [76] for a similar setup. As a reference for
the speedup, an ideal scaling with S(N) = N is drawn by a grey dashed line. The trends of both measures
show the expected behaviour for parallel applications. Increasing the number of processors and thus the
number of subdomains reduces the runtime but increases the communication overhead between the processors
and therefore decreases efficiency and reduces the speedup. Nevertheless, in comparison to the results of

58



16 —e— Speedup ol
15 ----- -»-.. Speedup Steinhausen [76] -7

14 —a— Efficiency -7 0.9
13 ------ s-.... Efficiency Steinhausen [76] 7 - ’
12 E

0,8

0,7E

0,6

0,5

=N W PN U] 0O

0,4
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16

Figure 6.3: Parallel speedup S and Efficiency E of the single rising bubble simulation

Steinhausen [76], the setup on the basis of multiRegionFOAM shows much better parallel scaling. This
demonstrates the good performance of the parallelisation approach used in multiRegionFOAM.

Due to the still good efficiency of £ > 0.5 on 16 processors, all further results presented in this work have
been computed on this number of processors.

6.1.2 Interface residual evaluation

To evaluate the performance of the DNA with respect to the interface coupling of two incompressible fluid
regions, the interface residuals derived in chapter 4.4.2 are discussed as a measure for the coupling performance.
For this purpose, a simulation of a bubble with 5 = 0.5 mm is considered again. The setup was chosen in
such a way that first the liquid side and then the gas side were solved in one DNA iteration. Due to the use of
the icoFluid region type for both fluids, the momentum predictor for both regions was always solved first
and then the pressure correction loop for both regions was solved thereafter. Furthermore, no termination
criterion was specified for the DNA but a fixed number of 20 coupling iterations per time step was set.

Before evaluating the interface residuals, however, it must be clarified which interface residuals are relevant
in the described setup. Due to the order in which the regions are treated in the DNA and the arrangement of
the coupling boundary conditions, the pressure flux and velocity jump boundary conditions are enforced at
the end of each DNA iteration. Vice versa, the pressure jump and velocity flux boundary conditions, which are
enforced in the beginning of a DNA iteration, are not implicitly met at the end. Consequently, the pressure
jump residual and the velocity flux residuals have to be considered. As already explained in section 4.4.2, it is
important to note that due to the derivations of the two coupling boundary conditions, the pressure jump
boundary condition represents the normal component and the velocity flux boundary condition represents
the tangential component of the momentum transmission condition (3.30). For that reason, the respective
interface residuals represent how well the different components of the momentum transmission condition are
satisfied.
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Figure 6.4: Final interface residuals at the end of each time step

Figure 6.4 shows the normalised pressure jump and interface flux residual at the end of each time step.
Accordingly, these are the residuals after performing 20 coupling iterations in every time step. The pressure
jump residual rises significantly at the very beginning of the simulation, is then reduced just as rapidly as the
simulation progresses, and stabilises at about 1e~". Also, the initially high fluctuations of the residual decrease
over time. The velocity flux residual, as well, rises significantly at the very beginning of the simulation and
is then reduced as the simulation progresses. In contrast to the pressure jump residual, the velocity flow
residual stabilises very quickly at about 1le-3 without any fluctuation. The initial increase of the residuals
can be explained by the fact that at the beginning of the simulation no physically meaningful pressure and
velocity fields are present, which changes over the course of the first few time steps. In order to explain the
further course of the final residuals, the reduction of the residuals over the 20 coupling iterations must first be
considered. This residual reduction for both considered interface residuals over the course of 5 time steps
starting at 1.5e3s is displayed in figure 6.5. It shows how the DNA enforces the interface coupling of the two
fluid regions in each time step by reducing the interface residuals throughout the coupling iterations. The
velocity flux residual reaches a plateau after only 7 coupling iterations, whereas the pressure jump residual
does not decrease any further after about 16 iterations, which in turn explains the results of the final residuals
in figure 6.4. This implies that the error in the normal component of the momentum transmission condition
(3.30) is reduced to a greater extent than in the tangential component.
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Figure 6.5: Interface residual reduction over 20 coupling iterations per time step
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The initial and final unormalised residual fields for the pressure jump and the velocity flux boundary condition
at t = 2.5¢2s are displayed in figures 6.6 and 6.7, respectively. Comparing the initial pressure jump residual
in figure 6.6a with the final pressure jump residual in figure 6.6b, it shows how the residual values decrease
and the residual field gets smoothed throughout the coupling iterations. For both initial and final residual the
maximum values occur at the top and bottom of the bubble because the highest pressure magnitudes occur at
these positions during the rise. The residual fields of the velocity flux boundary condition show a different
behaviour. Here, the residual fields are characterised by isolated peaks, which don’t get significantly reduced
throughout the coupling iterations. This reflects the previously discussed fact that a velocity flux residual
plateau is reached after only a few coupling iterations (see figure 6.5). It is noticeable that the residual peaks
occur around points of the interface mesh where the aspect ratios of the interface faces are not equal to one.
This indicates either inaccuracies in the curvature calculation along the interface or faulty implementations of
the FAM operators in the basic OpenFOAM code, which in turn leads to inaccuracies in the calculations of the
interfacial gradients used in calculation of F,, (see equation (4.45)). However, this could not be conclusively
clarified in the scope of this work.

8.0e-06 001 0.02 0.03 3.7e-02 9.9e-07 0.002 0.004 6.7e-03
- ' "l -_— Vol
(a) Initial pressure jump residual field (b) Final pressure jump residual field

Figure 6.6: Pressure jump residual fields across the bubble interface at t = 2.5¢3s

2.3e-06 0.0005 0.001 1.4e-03 6.2e-06 0.0005 0.001 1.3e03
— ' — |
(a) Initial velocity flux residual field (b) Final velocity flux residual field

Figure 6.7: Velocity flux residual fields across the bubble interface at t = 2.5¢73s
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6.1.3 Flow field evaluation and comparison with experimental data

For the evaluation of the flow field and the comparison with experimental data by Duineveld [20], three rising
bubbles with different sizes were simulated with multiRegionFOAM. To get a good comparison throughout
the investigated range of bubble radii by Duineveld rp € [0.3,1.0] mm, the simulated bubble sizes were set to
rg = 0.35mm, 0.5 mm and 0.8 mm. All three cases were simulated with the DNA termination criteria set to
le=3 for both the velocity flux and the pressure jump interface residual, which resulted in a mean number of
coupling iterations per time step of 5.

Since the simulated bubbles all undergo only moderate deformation during the rise, the corresponding flow
fields are qualitatively very similar. Therefore, only the flow field of the bubble with radius 5 = 0.5 mm is
presented as a representative for the flow fields of all simulated bubble sizes. Figure 6.8a shows the streamlines
of the flow around and inside of the bubble, coloured according to the local velocity magnitude. Here, one
can clearly see the circulating flow pattern inside the gas bubble and the flow field of the liquid phase, which
strongly resembles a potential flow around a sphere. In figure 6.8b the pressure field on the liquid side of the
interface is displayed. This corresponds to the expected state with the highest pressures at the top and bottom
of the bubble. However, the otherwise very smooth pressure field is locally disturbed at certain points. These
points coincide with the local spikes in the velocity flux residual field, displayed in figure 6.7. Therefore, these
small disturbances of the pressure field can probably also be attributed to an inaccurate curvature calculation
and/or a faulty implementation of the FAM operators in OpenFOAM.

(a) Streamlines coloured according to the velocity (b) Interface pressure field on the liquid side (blue is low)
magnitude (blue is slow)

Figure 6.8: Streamlines and interface pressure field of the single rising bubble

In figure 6.9 the terminal rise velocities of the three simulated bubbles with initial radii of »5 = 0.35 mm,
0.5mm and 0.8 mm are compared to the experimental measurements by Duineveld [20]. The numerically
determined terminal rise velocity of the smallest bubble matches the experimental values accurately, while
the rise velocities of the middle sized bubble is slightly underestimated. For the biggest bubble the deviation
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Figure 6.9: Comparison of numerical results to experimental data by Duineveld [20]

from the experimental data is the greatest, as the terminal rise velocity is significantly underestimated. If
additionally the volume of each bubble is also evaluated during the simulation, it becomes apparent that
all considered bubbles slightly shrink during the rise. Thereby, the bubble with 5 = 0.35 mm looses 10.0%,
the bubble with rg = 0.5 mm looses 8.2% and the bubble with rg = 0.8 mm looses 9.7% of its volume until
reaching the terminal velocity. Here, the terminal rise velocity was considered to be the maximum rise
velocity reached, as it gradually decreases afterwards due to a continued volume loss over time (see figure
6.10). Thus, when the terminal rise velocities are reached, the three bubbles no longer correspond to the
bubbles with their initial equivalent radius, but represent bubbles with an equivalent radius of rp = 0.338 mm,
0.486 mm and 0.772 mm, respectively. If the terminal rise velocities of the three volume loss adjusted bubbles
are again compared to the experimental data, a slightly different picture arises. While the rise velocity of the
smallest bubble is now slightly overestimated, the rise velocity of the middle sized bubble accurately fits the
experimental data. In the case of the biggest bubble, the volume loss adjustment improves the numerically
determined rise velocity only marginally in comparison to the measurements of Duineveld.

This slight overestimation of the terminal rise velocities for bubbles of sizes around rg = 0.35, a good match
for bubble sizes around rp = 0.5 and an underestimation for bubble sizes around rg = 0.8 resembles the
results of Deising [16], who conducted a similar study based on the VOF solver interFOAM. It should be noted,
however, that the deviations using iterFOAM were much larger than those using multiRegionFOAM presented
here. According to Deising [16], the main reason for these derivations was a deficient curvature calculation in
the interFOAM solver. Since an inaccurate curvature calculation was also suspected in the case of the velocity
flux residuals and the locally disturbed pressure field presented above, it is reasonable to assume that the
curvature calculation is also the cause of the described deviation in the terminal rise velocity results.

In addition to the potentially deficient curvature calculation, the loss of volume represents an issue that needs
to be addressed in future work, as it exceeds the scope of this thesis. In doing so, multiple factors need to
be considered. Since ALE-IT is not an inherent volume conservative method, the use of a stronger refined
interface should decrease the volume loss significantly. Furthermore, in the presented setup, the correction
volume used for the interface displacement calculation is computed based on the volume flux over the interface
on the liquid side. As the velocity flux boundary condition is applied on this side of the interface, the further
reduction of the velocity flux interface residuals should be beneficial for the interface tracking accuracy.

63



0,3 -
0254

<

=

g 02 -

2

g

S 0,15 -

>

g

@ 01 -

2

=1

m

0,05 -
O T T T T T T T T T 1
0,00 001 002 003 004 005 006 007 008 009 0,10

Time in s
Figure 6.10: Bubble rise velocity over time for a bubble with initial radius of 7, = 0.5mm
Despite the discussed difficulties, it was clearly shown that the new unified multiphysics framework multiRe-

gionFOAM, at this stage, provides all the foundations for accurately simulating the behaviour of bubbles with
ALE-IT in the future.

6.2 Reactive single rising bubble

The architecture of multiRegionFOAM makes it possible to additionally account for species transport and
reactions by superimposing another region type on the icoFluid region type, previously used for the inert
gas bubble simulation. This additional region type called transportSpeciesConcentration sets up the
linear equation systems which result from the species concentration transport equations. In this process, it
employs the flux fields previously calculated through the utilisation of icoFluid and is therefore evoked
every time step after the interface coupled hydrodynamic is solved. A distinction is made between species
that only occur in one region and species that can transfer across the interface. Hence, a DNA coupling
algorithm and corresponding interface coupled boundary conditions are only applied to those species that
can transfer across the interface. The chemistryModel and reactiveMixture class from the OpenFOAM
framework are used in transportSpeciesTemperature to account for chemical reactions, which can be
specified by the user in form of reaction models. In the course of this work, only the use of constant diffusion
coefficients for the individual species was implemented in transportSpeciesTemperature. Nevertheless,
an extension by other diffusion models is easily possible in the future. Also no Subgrid-Scale model (SGS) has
been implemented yet, to accurately compute the concentration boundary layer without the need for a highly
refined mesh. However, all the foundations have been laid for the future extension of the species transport
computations with Subgrid-Scale models such as that of Bothe and Fleckenstein [9] or Wiener and Bothe
[88].

The same basic setup as for the chemically inert bubble is used for the reactive rising bubble case, which
multiRegionFOAM is tested against. Therefore, the fluid properties of the liquid and gaseous phase and the
boundary conditions for the velocity, pressure and mesh deformation field can be found in tables 6.1 and 6.2,
respectively. Regarding the additional species transfer and reaction, the transfer of a generic species A from
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the gas to the liquid phase and the subsequent reaction with another species B is considered. An irreversible
reaction of the two reactants i
A+B—P (6.4)

with a constant reaction rate coefficient & is assumed. This implies that three species are considered in this
setup with the respective reaction rates being calculated by

7~0B = 7~”A = —7~’p = —kCACB. (65)

The properties of the species under consideration can be found in table 6.5, where D; ;, and c?’ 1»and D; ¢ and
C?,G are the diffusion coefficient and the the initial concentration of each species in the liquid and gas phase,
respectively. Since no SGS and the same mesh as for the inert rising bubble is used, high diffusion coefficients
for the species are assumed. Therefore, the Schmidt number for all species in both regions are close to one,
which indicates that both the hydrodynamic and the concentration boundary layer are of equal size [7, Ch.
22.2]. The reaction rate coefficient is set to a constant value of k = 45 m*/mols.

M; k‘o’/mol D;, mz/s D;a Inz/s C?,L m01/m3 ch m01/m3 H;, = Ci,G/c,',L
A 40 le 2e7 0.0 1.0 30
B 20 le=© — 1.0 — —
P 60 le=6 - 0.0 — —

Table 6.5: Species properties

The boundary conditions set for the three species in the flow domain can be found in Table 6.6. Here, the
interface coupled boundary conditions for species transfer are defined on the two interface patches for species
A. The coupled Dirichlet boundary condition is applied to the liquid side of the interface and the coupled
Neumann boundary condition is applied to the gas side of the interface, which satisfies the stability criterion
for DNA coupling of the species transport equations derived by Weber et al. [86]

Hay 246 S 2 (6.6)
DA,L s
Boundary A B P
interfaceShadow interfaceCoupledSpeciesFlux — —
interface interfaceCoupledSpeciesValue zeroGradient zeroGradient
space inletOutlet inletOutlet inletOutlet

Table 6.6: Species concentration boundary conditions

Despite the described setup with low Schmidt numbers of about one in both phases and the compliance
with stability condition 6.6, it was not possible to perform a stable reactive rising bubble simulation with
multiRegionFOAM within the scope of this work. Both with and without the described reaction in the liquid
phase, the DNA coupling of the species transport equation for species A diverged after a few time steps, which
subsequently led to the abortion of the simulation. The cause of the failed interface coupling for species
transport could not be clarified by the time this thesis was completed. However, in addition to the cause of
an unresolved software bug that could lead to this error, future research should investigate the influence of
a stronger refined grid or the initially unphysical pressure and velocity fields on the stability of the species
transfer coupling.
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7 Computation of Lagrangian Coherent Structures

Transport and mixing in fluids is advanced by advection. As can be seen in the derivation of the sharp interface
model in chapter 3, advection is usually described mathematically in an Eulerian view by a time dependent
velocity field w. In this Eulerian description the mixing can in general be estimated by the Reynolds number,
for which an increase in its value will go along with an overall better mixing. However, this correlation is not
always true, as can be seen in a study of Kameke et al. [40]. In this study a coherent structure arises behind
a bubble for intermediate Reynolds numbers, which causes material to move together and locally hinders
mixing. This demonstrates that the evaluation of such coherent structures is necessary to evaluate the details
of the material transport and mixing processes.

To compute such coherent structures the Lagrangian reference frame is utilised. In the Lagrangian view,
trajectories of individual fluid parcels are easily computed and conclusions about the transport can be drawn
from their evaluation. In particular, stable and unstable manifolds, to which the fluid parcels converge or
diverge, can be derived from the fluid parcels trajectories. These stable and unstable manifolds divide the flow
into different subdomains that move coherently [4] and are therefore called Lagrangian Coherent Structures.

Several different approaches to evaluate LCS have been developed during the last years [26]. In this thesis,
an OpenFOAM function object is introduced and validated that calculates LCS candidates based on the three-
dimensional FTLE fields on the fly. In doing so, the function object utilises the numerical library libcfd2lcs
[39], whose theoretical background is explained in the following.

7.1 Finite-time Lyapunov exponent field calculation

From the underlying time resolved CFD simulations the time dependent velocity field u(x, ¢) is known in
space and time. From this information the fluid parcel trajectories

x(xo,t) = xp + /tu(w(r),T)dT (7.1)

to

can be calculated, where x¢ is the starting point of a trajectory in 3D space at a starting time t,. Thereby,
each trajectory is labelled by its initial location in space and time. If a set of initially close passive particles is
released at the same time the distances between them change in the course of time due to the fluid motion.
Passive particles initially forming a tiny sphere will undergo a linear deformation towards an ellipse for short
times as would occur in a solid body under stress before it breaks. Certainly, in a fluid, the deformation will
progress and non-linear, higher order terms will start to play a role causing the stretching and folding that is
important for the mixing. However, as a first approximation and for short times these higher order terms are
neglected for the analysis of the deformation. Therefore, if the fluid parcel trajectories are calculated for a
short period T' = [to, t1], regions where the stretching and thus particle separation is largest due to the flow
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can be calculated. This is done by first calculating the so called flow map @ié, that maps all the particles from
their initial positions onto their final positions at time #;:

t1
@ié R - R"; xp— x —I—/O u(x(r), 7)dT . (7.2)

With this flow map the right Cauchy-Green deformation tensor can be computed by
G}y (o, to) = [D} (o, t0)]” [DDf] (o, to)] (7.3)

where D(ﬁié (xq, to) is the gradient (Jacobian) of the flow map with regard to the initial separation and M*
is the adjoint (transpose) of a matrix M. The root of the largest eigenvalue of the right Cauchy-Green
deformation tensor is the largest stretching that occurs [29]. The scaled logarithm of this stretching factor is
then called Finite-Time Lyapunov Exponent and is defined by

1
oyt (X, to) = ol log \/)\max (Ci (%0, t0)) - (7.4)

Connected manifolds of large FTLE values shape the fluid transport as these denote the areas along which
deformation and thus particle separation is largest.

The same evaluation can be done if the fluid parcel trajectories are computed backwards in time. In this
way the backward time flow map <I>§f maps all the particles from their final positions at time ¢; onto their
initial positions at time ¢,. Subsequently, the Jacobian and the right Cauchy-Green deformation tensor can be
computed base on this flow map, which leads to the backward time FTLE

1
o (x1,0) = o V Amax (€0 (x1,1)) - (7.5)

Connected manifolds of large backward time FTLE values also shape the fluid transport as these denote the
areas along which deformation and thus particle separation is largest in backward time. This implies that they
denote the attracting material structures in forward time.

7.2 Function object for LCS computation

In general, function objects can be used to generate additional data at runtime of the simulation. In doing so,
function objects can access data generated by the flow solver at runtime, which offers a great advantage over
classical post-processing since it can only utilise the stored fields or logged information. The newly developed
function object described in this thesis incorporates the functionalities of the Fortan library libcfd2lcs into
OpenFOAM at runtime while acting as an interface between both. This is achieved by processing the data
generated by OpenFOAM and the subsequent exchange of this data via the libcfd2lcs C++ API (see [39] for a
detailed description of the libcfd2lcs API).

The calculation of the backward and forward time flow maps, the calculation of the resulting FTLE fields
and the subsequent saving of these fields is completely handled by libcfd2lcs. Computational details on
how libcfd2lcs computes these fields can be found in [39] and [24]. The basic task of the function object
is therefore to pass the cell centre position vectors of the computational mesh as well as the velocity field
calculated with OpenFOAM to libcfd2lcs. Due to the very strict data structure requirements of libcfd2lcs
this is not a trivial task. libcfd2lcs can only use static rectlinear grids for the calculation of forward-time
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and backward-time flow maps and therefore needs the velocity fields on these grids. This means that the
mesh and velocity data has to be globally organized in an 4, j, k structured format [39, p. 6]. Since the LCS
evaluation should also be available for simulations on moving meshes with general topology and adaptive grid
refinement, the function object offers possibilities to deal with this problem.

In the simplest case, where the simulation mesh is already a static rectlinear mesh, the function object does
not need to process the grid and velocity data, but can directly transfer it to libcfd2lcs as basic C+ + arrays.
This is the preferred method when the flow domain can be represented by a static rectlinear mesh. If a moving
mesh, a mesh of general topology or adaptive mesh refinement is used for the simulation a different approach
is needed in order to prepare the data for its use in libcfd2lcs. Here, an additional static rectlinear mesh
needs to be constructed in the preprocessing step. This mesh has to contain the volume for which the LCS
diagnostic should be performed, meaning that it can cover the whole simulation domain as well as only a part
of it. During runtime, the velocity fields are then mapped from the simulation mesh of general topology to the
static rectlinear LCS mesh from which the data can again be transferred to libcfd2lcs as basic C+ + arrays.
Although this implies that interpolation errors are made during the mapping process, the LCS evaluation is
hardly affected by this, since Haller showed in [28] that LCS are very robust against errors in the velocity field.
Also the additional computational overhead due to the mapping can be neglected compared to the overhead
caused by the flow map computations in libcfd2lcs.

7.3 Validation

Before the newly developed function object can be used to evaluate the LCS of bubbly flows in the future, it
must be validated against established benchmark test cases for which the LCS are known. Therefore, three
test cases, namely the steady Arnold-Beltrami-Childress (ABC) flow, the time depended double gyre and the
flow around a steady cylinder, are presented in this section which are designed to show the capabilities of the
function object as well as validate the computed results.

7.3.1 Steady Arnold-Beltrami-Childress flow

The Arnold-Beltrami-Childress (ABC) flow is an exact periodic solution of the Euler equations and is often
used in the literature to verify LCS calculation methods. Therefore this case is also being reviewed here. The
velocity field u in the ABC flow can be described using two scalar potentials ¥ and © [79]
u=V x [-Vk+V x (6k)] (7.6)
which themselves are defined as
U = —[C'sin(y) + B cos(x)] 7.7
O = A[—z cos(z) + ysin(z)] — ¥ . '

In equation (7.6) k can be any unit vector but is commonly chosen to be the vertical unit vector. This leads to
the three expressions of the velocity components

u = Asin(z) + C cos(y)
v = Bsin(x) + Acos(z)
w = C'sin(y) + B cos(x) .

(7.8)
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Figure 7.1: Forward-time and backward-time FTLE fields of a stationary ABC flow for the whole computational
domain z,y, z € [0, 27| at the top and for a cross-section at z = 27 at the bottom.

The parameters A, B and C can be freely selected and influence the properties of the ABC flow. In order to
create comparability with literature values, A = 0.5, B = 0.8, C' = 0.8 is chosen. In order to test the newly
developed function object on this flow configuration a dedicated ABC flow solver was written. This solver does
not solve the Euler equations in the usual sense, but sets the velocity components on a given computational
mesh according to (7.8). Due to the periodicity of the flow solution, the dimensions of the computational mesh
used in this case setup are specified as z, y, z € [0, 2] with a mesh size of 100 x 100 x 100. Since the described
mesh is rectlinear no additional LCS mesh is used. Again for reasons of comparability, a LCS integration time
of T'=10s is selected for the LCS evaluation.

The results of the LCS evaluation, both in forward- and backward-time, can be seen in figure 7.1. In these
results the FTLE ridges, which indicate the LCS in the ABC flow, can be seen very clearly. Furthermore, the
results agree very well with the results from [79], both qualitatively and quantitatively, which suggests that
the new function object calculates the FTLE ridges reliably.

7.3.2 Time dependet double gyre

Another frequently used flow for the verification of LCS computing algorithms is the time periodic Rayleigh-
Bénard convection flow, or often called double gyre, proposed by Solomon and Gollub [74]. The velocity field
of this flow can be describe by using a stream function :

’U,_—aw
SOy
ou (7.9)
U—%.
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Figure 7.2: Forward-time and backward-time FTLE fields of a time-dependent double gyre at ¢t = 15s.

Here v is defined by
Y(z,y,t) = Asin(nf(x,t)) sin(my) (7.10)
with
f(z,t) = a(t)z?® + b(t)z ,
a(t) = esin(wt) , (7.11)
b(t) =1 — 2esin(wt) .

This leads to the expressions for two-dimensional velocity components

u= —7mAsin(x f(z)) cos(my)

. df (7.12)
v=mAcos(mf(z)) Sln(ﬂ'y)a .

As the name double gyre suggests, this model defines the flow of two two-dimensional gyres enclosed in a
rectangle which expand and contract periodically along the x-axis. Therefore, the periodic motion is controlled
by e if € # 0. Then e describes approximately how far the line separating the gyres moves to the left or right
from its centre position [70]. Otherwise (¢ = 0), no periodic motion is happening. Furthermore, A specifies
the magnitude of the velocity vectors and «/2x determines the oscillation frequency of the gyres.

Similar to the ABC flow example, a dedicated OpenFOAM solver was written for this case, which sets the
velocity field on a given computational mesh according to (7.12). For comparability a mesh with the same
specifications as in [46],[45] and [70] was used. It has the dimensions [0, 2] x [0, 1] x [0,0.1] m and a resolution
of 512 x 256 x 1 cells. As this mesh is also static and rectlinear no additional LCS mesh was used. For the
mathematical model of the flow the parameter values are chosen to be e = 0.1, A = 0.1m/s and w = 27/10s.
The LCS integration time interval 7" was set to 7' = 15s. Figure 7.2 shows the forward- and backward-time
FTLE fields at t = 15 s of the previously described double gyre flow. Again the results match very well with the
results from [46],[45] and [70]. This confirms that the function object is able to calculate the correct FTLE
fields from velocity fields generated by OpenFOAM solvers.

7.3.3 Flow around cylinder

It has already been shown in the previous two examples that the function object can calculate the correct
FTLE fields from velocity fields provided by OpenFOAM solvers. This example will focus on how the function
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Figure 7.3: Separate meshes for flow field and LCS computation

object performs with an underlying non-rectlinear simulation mesh. For this purpose, a standard flow problem
is selected that is very well suited for a LCS evaluation: the flow around an infinitely long cylinder.

The general case setup contains a fluid domain with size [—20, 30] x [—20, 20] x [—0.5,0.5] m that surrounds a
cylinder with diameter D = 2m and its centre axis at z = y = 0 m. The free-stream velocity and the fluids
kinematic viscosity are set to w' = (1 0 0)m/s and v = 0.01 m*/s, respectively. This results in a Reynolds
number of Re = 200 which indicates that vortex shedding behind the cylinder occurs in a barely laminar
regime.

Because of the cylinder in the middle of the domain, a computational mesh that discretises this domain is
no longer rectlinear. Therefore, an additional LCS mesh is used to which the velocity field is mapped and
on which the FTLE field is computed subsequently (see figure 7.3). The additional LCS mesh that is used
within this procedure encloses the whole flow domain. In order to minimise the loss of information during the
mapping of the velocity fields between the two grids, the resolution of the LCS mesh is chosen in a way that it
corresponds approximately to the finest resolution in the simulation mesh. This leads to a LCS mesh with
200 x 160 x 1 hexahedra. The OpenFOAM flow solver that is used to simulate the previously described flow
from ¢ = 0s to t = 120s is pimpleFoam with the initial conditions being calculated by potentialFoam.

Fwd-time Bkwd-time

FTLE
1.0e-02 0.1 015 02 025 30e-01

— | —

Figure 7.4: Forward-time and backward-time FTLE fields of a flow around a cylinder with Re = 200 at
t = 118s.
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In order to detect all LCS candidates, the LCS integration time 7 is usually chosen to be larger than dominant
hydrodynamic timescale ¢, ¢ of the investigated flow [24]. This hydrodynamic time scale of the flow considered
hereist,.; = D/(St-u) = 10s, with an assumed Strouhal number of St = 0.2 at Re = 200. The LCS integration
is therefore set to T' = 1.5 - ¢,y = 15s.

The results of the forward- and backward-time FTLE fields can be seen in figure 7.4. They show very well how
the vortices behind the cylinder form large coherent structures, where the FTLE ridges of the backward-time
FTLE fields separate different fluid packages that do not mix in the vortex street.
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8 Conclusion and Outlook

The first main goal of this thesis was to present the generic structure of interface coupled multiphysics
systems to which reactive bubbly flows belong to. This was done in chapter 2 by first distinguishing between
different types of multiphysics problems and then discussing the generic structure of the multiregion type.
Consequently, the generic sharp interface model was derived in chapter 3, which is composed of the general
transport equation in the bulk and the generic interface transmission and jump condition at the interface.
Subsequently this generic model was specified for mass, momentum and reactive species transport, since
reactive bubbly flows were considered in the following. In doing so, it became apparent that especially the
generic formulation of the jump and transmission conditions applies to all these specialisations.

The numerics needed to simulate rising bubbles in a moving reference frame, using the FVM and ALE interface
tracking, were presented thereafter. Thereby, special attention was paid to the numerical methods for both
volumetric and interface coupling, as these play a major role in the simulation of all kinds of interface
coupled multiphysics systems. Regarding the volumetric pressure-velocity coupling, the derivations of both the
semi-implicit and the fully-implicit coupling methods were brought into line with each other. Regarding the
interface coupling, the partitioned solution procedure called DNA was discussed. Here, the generic coupled
Dirichlet and Neumann boundary conditions were formulated and again specialised for mass, momentum and
reactive species transport. Since the DNA lacked a criteria to reliably evaluate the interface coupling, such
a criteria needed to be derived. This represented the second main goal of this thesis. Therefore, so called
interface residuals were formulated based on the generic coupled boundary conditions in section 4.4.2, for
which an additional normalisation procedure was proposed.

The third main goal of this work was to introduce and test the novel, highly parallelisable multiphysics
framework multiRegionFOAM for OpenFOAM, which exploits the generic structure of interface coupled
multiphysics problems and implements the DNA coupling steered by the formulated interface residuals. The
architecture and implementation details of multiRegionFOAM in general were explained in chapter 5. Also,
the architecture and implementation details of the generic interface coupled boundary conditions and their
specialisations, the implementation of the DNA solution control and the implementation of the interface
tracking mesh were discussed in particular. As multiRegionFOAM is intended to be used to simulate reactive
bubbly flows, among other multiphysics problems, in the future, the current status of the framework was
tested against its application to both a chemically inert and a reactive rising bubble.

Regarding the single inert rising bubble, multiRegionFOAM proved to be very well applicable to this kind of
simulation. However, the comparison of the numerical results to experimental measurements showed slight
deviations over the range of different bubble sizes. Furthermore, a small volume loss of the bubbles could be
observed in the course of the computations. Both of these issues could be associated with a possibly inaccurate
curvature calculation at interface faces with an aspect ratio unequal to one or possible inconsistencies in the
implementation of the FAM operators in OpenFOAM. In the course of this inert rising bubble study, the parallel
scaling of multiRegionFOAM and the applicability of the interface residuals for the steering of the DNA have
also been assessed. Here, multiRegionFOAM proved to provide much better parallel scaling than previously
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used codes for the simulation of bubbly flows with ALE-IT. The interface residuals also proved to be a good
indicator of the convergence of the DNA and also provided detailed, spatially resolved information of the
coupling accuracy when evaluating the interface residual fields.

Regarding the reactive rising bubble, no stable simulation could be conducted in the scope of this work. This
was due to a diverging DNA for the reactive species, even though the stability criterion derived by Weber et al.
[86] was met. Therefore, it could not be conclusively clarified what led to this divergence and the subsequent
abortion of the simulation.

With respect to multiRegionFOAM it can be concluded that all foundations have been laid for it to be used for
the simulation of reactive bubbly flows. However, further research must be carried out to reassess the interface
curvature calculation and the implementation of the FAM operators in OpenFOAM. Also, the coupling of
reactive species transport across interfaces needs to be further investigated in order to make multiRegionFOAM
applicable to reactive bubbly flows in the future. Moreover, further work should focus on integrating surfactant
transport and the use of Subgrid-Scale models in multiRegionFOAM. In addition, the effect of fully-implicit
pressure-velocity coupling, as well as the use of monolithic interface coupling on the overall convergence of
reactive bubbly flows could be investigated.

The ability to quantitatively assess the mixing processes in reactive flows in general and in reactive bubbly flows
in particular is essential to optimise these processes concerning high yields and little undesired by-products.
Since LCS can be used for that purpose, the fourth main goal of this thesis was to introduce a novel function
object that computes LCS-candidates based on FTLE fields by utilising the Fortran library libcfd2lcs. In doing
so, a brief overview on the theoretical background of the FTLE field computation was given. The results of
the function object were validated against three established benchmark cases for FTLE field computation.
Consequently, this function object enables, from now on, the on the fly geometrical assessment of the material
transport in practically any flow and can therefore be used to evaluate the mixing processes in reactive bubbly
flows in future work.
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Acronyms

ABC Arnold-Beltrami-Childress. 6, 68, 69
ALE Arbitrary Lagrangian-Eulerian. 28, 29, 33, 36, 73
ALE-IT Arbitrary Lagrangian-Eulerian Interface Tracking method. 13, 14, 28, 55, 63, 64, 74

BDS Backward Differencing Scheme. 30, 32

CFD Computational Fluid Dynamics. 13, 66
CFL Courant-Friedrichs-Lewy. 56

CHT Conjugate Heat Transfer. 13

CPU Central Processing Unit. 51

CV Control Volume. 6, 28, 29, 30, 32

DDM Domain Decomposition Method. 37
DNA Dirichlet-Neumann Algorithm. 14, 28, 37, 38, 40, 41, 42, 43, 44, 48, 53, 57, 59, 60, 62, 64, 65, 73, 74

FAM Finite Area Method. 28, 61, 62, 73, 74

FSI Fluid-Structure Interaction. 13, 14

FT Front Tracking method. 13

FTLE Finite-Time Lyapunov Exponent. 6, 14, 66, 67, 69, 70, 71, 72, 74
FVM Finite Volume Method. 28, 30, 73

LCS Lagrangian Coherent Structures. 6, 14, 66, 68, 69, 70, 71, 74
LS Level-Set method. 13

NDA Neumann-Dirichlet Algorithm. 37, 42, 43
OOP Object-Oriented Programming. 47

PISO Pressure-Implicit with Splitting of Operators. 35
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SCL Space (Geometric) Conservation law. 29, 30, 32
SGS Subgrid-Scale model. 64, 65, 74
SIMPLE Semi-Implicit Method for Pressure Linked Equations. 35

surfactant surface-active agent. 7, 18, 25, 26
UML Unified Modeling Language. 6, 47, 49, 50, 52, 53, 54

VOF Volume-Of-Fluid method. 13, 63
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