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Abstract

Mathematical modeling of physical phenomena is at the basis of many scientific
field researches. Complex systems show multiscale and multiphysics aspects that
cannot be always taken into account in detail. In the past many numerical codes
have been developed and specialized to solve different aspects of turbulence and,
in general, fluid motion for a very wide range of engineering applications. Nowa-
days, numerical code coupling and computational platforms are gaining a lot of
interest for the simulation of very complex phenomena. This PhD study focuses
on modeling physical systems with coupled simulations, in particular turbulent
heat transfer for liquid metals. This type of fluids, known as low Prandtl num-
ber fluids, requires more sophisticated turbulent heat transfer models since those
used to simulate fluids such as air or water lead to a sensible heat transfer overes-
timation. Seeking an increased numerical stability, a four logarithmic parameter
turbulence model is proposed, starting from a model that has already been vali-
dated with simulations of Lead-Bismuth-Eutectic (LBE) fully developed turbulent
flows. The turbulence model has been implemented in the finite element code FE-
MusS to perform an extensive validation by comparing obtained results with Direct
Numerical Simulations and experimental data. Many simulations are performed,
for fully developed turbulent flows in plane channels, cylindrical pipes and 19 pin
nuclear reactor bundles and for turbulent forced and mixed convection over a back-
ward facing step. When conservation equations of mass, momentum and energy
need be coupled with dynamic two-equation or thermal turbulence four-equation
models the use of numerical coupling becomes important. In order to dispose of
a greater choice of dynamical turbulence models, a computational platform con-
taining OpenFOAM and FEMuS codes has been developed.
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Introduction

Mathematical modeling of physical phenomena is at the basis of many scientific
field researches. Complex systems show multi-scale and multi-physics aspects
that cannot be always taken into account in detail. Turbulence is a typical exam-
ple where phenomena at different physical-space scales contribute to determine
the fluid motion. Many numerical codes have been developed and specialized to
solve different aspects of turbulence and fluid motion for a very wide range of en-
gineering applications such as combustion, solid mechanics, turbulent flows, heat
transfer and many others. Numerical code coupling represents a further step for-
ward in modeling and simulations, in order to take into account several aspects
of a physical system. With a relatively small effort, numerical codes can interact,
within the frame of a computational platform, so that mutual influences between
different physical phenomena can be analyzed. The development of huge and
complex numerical codes can then be avoided and attention should be focused on
efficient methods for data transfer and manipulation.

This PhD study focuses on two main objectives: the simulation of turbulent
heat transfer for fluids with a very low Prandtl number value (Pr), and the de-
velopment of a computational platform where turbulence models can be easily
implemented and tested. Liquid metals, with Pr ~ 1072, are becoming more and
more appealing because of their physical properties and are currently considered
as operative fluids in concentrating solar power systems and in 1v!" generation
fast nuclear reactors. In latter application, the possibility to establish natural con-
vection in the case of missing power supply represents a key feature to obtain an
increased intrinsic safety level. Accurate means are needed to predict heat trans-
fer and fluid flow under these circumstances, in order to properly design these
systems. The turbulent heat transfer models provided by commercial codes are all
based on Reynolds analogy, i.e. a similarity assumption between velocity and tem-
perature fields. Due to the very Pr value, this assumption does not hold for liquid
metals and more complex thermal turbulence model are needed. Many different
models have been developed balancing model accuracy, complexity and numerical
stability but their range of validity is still an open problem. In the present thesis, a
new formulation of an existing four parameter turbulence model is proposed and
implemented in FEMuS code, with the introduction of logarithmic variables, in



Introduction

order to overcome the stability issues of the original model. The model has been
chosen since reliable results have already been obtained for simulations of Lead-
Bismuth-Eutectic fully developed turbulent flows, with Pr = 0.025. For this
model a more extensive validation is sought, in terms of different Pr values and
of simulated geometries. Since the accuracy of turbulent heat transfer simulations
depends on the choice of both dynamical and thermal turbulence models, a compu-
tational platform containing FEMuS and OpenFOAM codes has been developed.
In this way the more complete set of dynamical turbulence models implemented
in OpenFOAM can be tested in coupled simulations with the thermal turbulence
model implemented in FEMusS.

The thesis is organized as follows. In Chapter 1 the Finite Element Method
is briefly introduced as this is the numerical method used to solve partial differ-
ential equations in FEMuS. This numerical code is developed at Montecuccolino
laboratory and is used for the implementation of the four logarithmic parameter
turbulence model.

The problem of numerical code coupling is addressed in Chapter 2. The outline
of the computational platform is described, with particular attention to SALOME
platform and MED libraries since they are used to handle the data exchange be-
tween different codes. Many routines have been developed in the form of C++
classes and using MED data format, so that they can be generally used since they
are not written for a specific code. They allow to obtain a more complete set of
functions for data manipulation, together with the already existing routines pro-
vided by MED library. Finally the case of natural convection inside a square cavity
is studied with a coupling between FEMuS code and OpenFOAM. Different pro-
cedures for data manipulation are studied.

The developed routines for numerical code coupling have been successfully
used to define a new immersed boundary method that is described in Chapter 3,
proving the great versatility of the computational platform. In the new algorithm
a computational grid is used for the equation solution and another one is used
to model the solid body. A key feature is the capability to deal with both static
and moving arbitrarily shaped objects. Similarly to multi-phase problems, solid
and fluid regions are distinguished using an indicator function field that is ob-
tained as the result of a uniform field projection from the solid body mesh to the
computational grid. A method for solid-fluid interface reconstruction on irregular
bi-dimensional grids is presented and results are reported for a case of fluid flow
around a static object and of impulsively started cylinder in a fluid at rest.

In Chapter 4 the Reynolds Averaged Navier-Stokes system of equations is in-
troduced and the derivation of the four logarithmic parameter turbulence model is
discussed. Reference behaviors for turbulent variables and velocity are introduced,
together with a new law of the wall for temperature field.

Results of fully developed turbulent flows in the geometries of plane channel,

4
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cylindrical pipe and 19 pin hexagonal nuclear rector bundle are shown in Chapter
5. Whereas possible, a comparison with results from Direct Numerical Simu-
lations is performed. Experimental correlations are used to evaluate heat transfer
performances of the obtained results. Simulated fluids are Lead-Bismuth-Eutectic,
with a Prandtl number equal to 0.025, and liquid sodium, with Pr = 0.01.

Finally, results of turbulent heat transfer over vertical backward facing step are
discussed in Chapter 6. In recent years this problem has been extensively studied
for forced and mixed convection cases, with Pr = (0.0088. This is an interest-
ing problem since a flow recirculation occurs in the region behind the step, for
the forced convection case. On the other hand, for the mixed convection case
the recirculation area is much smaller and the model is tested in the presence of
buoyancy forces. The numerical platform is used to perform coupled simulations
between OpenFOAM and FEMuS, investigating the effect of a different dynami-
cal turbulence model coupled with the thermal turbulence model implemented in
FEMusS.
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Chapter 1

Finite Element Method

The mathematical representation of a physical problem is usually achieved through
the definition of proper equations describing its time-space behavior. Since these
equations contain often differentials operators with linear or non linear depen-
dence between state variables and space-time coordinates analytical solutions can
be obtained only for very limited simplified cases. For the case of incompressible
Newtonian fluid flow and Fourier heat transfer, the equations governing velocity,
pressure and temperature field in steady conditions can be written as

V-ou=0, (1.1)
u-Vu= —%Ver V. [v(Vu+vua')], (1.2)
u-VI'=V.-(aVT). (1.3)

The above set of equations contains the incompressibility constrain (1.1), a trans-
port equation for momentum (1.2) and a transport equation for thermal energy
(1.3), where u, 7" and p are fluid velocity, temperature and pressure and p, v and
« fluid density, kinematic viscosity and thermal diffusivity, respectively. The sys-
tem is defined over a domain €2 enclosed by a boundary I'. Numerical methods
have been developed with the intent to provide a way to compute a solution for a
system like (1.1-1.3). The most popular are the Finite Difference Method (FDM),
the Finite Volume Method (FVM) and the Finite Element Method (FEM). All these
methods are built to transform the differential problem into an algebraic one, from
a continuous to a discrete representation of (1.1-1.3). For any numerical approxi-
mation a discrete computational domain 0" made of C cells and A/ nodes is used.
With the FDM method the equations are solved on the A/ nodes of discretized Q)"
domain and derivatives are approximated by using Taylor series expansions. Both
FVM and FEM methods are based on the solution of equations in its integral form.
In the following a brief introduction on Finite Element Method is given since this
is the numerical method used for the solution of Partial Differential Equations in
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Chapter 1. Finite Element Method

FEMusS. Also this introduction on FEM will allows us to specify technical details
on numerical algorithms when this is required.

1.1 Mathematical formulation

1.1.1 Function spaces

Finite element method is based on the knowledge of functional analysis and func-
tion spaces. Function spaces are spaces where functions are characterized by com-
mon properties. Among all function spaces, vector spaces are of particular interest
for this work. Let us introduce the vector space as: V' is a vector space if and only
if for any given f, g € V), the following are verified

f+geV, (1.4)
af €V, (1.5)

with o being an arbitrary scalar value. We consider a domain {2 which is a bounded
subset of RY. The space LP(2) of integrable function up to p-th power, over
domain {2

v@)={r: [1fpds <oof . (16)

is a vector space. The space of continuous functions with continuous derivatives
up to k-th order, over domain €2, is labeled as C*(©2). Among this class of space
functions, C°(2) and C§°(£2) represent the space of continuous functions and in-
finitely differentiable functions, with vanishing value along boundary I'. Sobolev
spaces H*(Q) are defined as spaces of functions belonging to L?({2) and with
derivatives belonging to L?(Q) up to order k

HE Q) :={f: feLP(QN[ €L’ (QVie[l,. .k} . (1.7)

Sobolev space H°(2) coincides with the space of integrable functions L?((2).
Function differentiability is here considered in a weak sense. The first order
derivative of the function f(x) is commonly defined, in a strong sense, as

)t SO = 70

[h|—0 |h|

(1.8)

In order to introduce the weak differentiability, we define the set of locally inte-
grable functions L;,(2) as [1]

L,.(Q) :=={f: f e LYK)VY compact K C interior Q} . (1.9)

8



1.1. Mathematical formulation

For a given function f € L]

function g € Lj,.(Q) such that

loc

(Q) a weak derivative D,, f exists if there exists a

/ﬁ@W@maz—/ﬂmwwma, Vib(x) € C2(Q) . (1.10)
Q Q

If such a g exists then D, f = g. This definition is satisfied for standard differen-
tiable functions but it opens the possibility to extend the concept of derivative also
for wider class functions.

A norm can be defined for a generic vector space V(€2) as a functional that
associates a real number to each function f(x) € V(€2). A norm must satisfy the
following properties

IfII =0,V feV(@) and|f]=0s f=0
lafll = allfll, vV feV(@Q) andaeR
If+gll < [IfI1+1gll, ¥V Fr9 € V().

For L"(§2) the natural norm can be defined as

Hﬂﬂhm—(éf@fﬂ0i7 (1.11)

while for H'() the natural norm is

1f) ) = ( /Q (f(x)? + f'(%)?) dQ)é : (1.12)

and so on for the other Sobolev spaces. For further clarification the interested
reader can refer to [2]. A vector space endowed with the metric induced by its
norm is called a normed linear space. A complete space V is defined as a metric
space in which every Cauchy sequence {s;} of elements that belong to V con-
verges to an element s € V. A Banach space is a normed linear space (V, | - ||)
which is complete with respect to the metric induced by its norm. It can be proven
that the Sobolev spaces defined above are all Banach spaces with respect to their
natural norms. A scalar product over a linear vector space V can be defined as a
bi-linear symmetric form that couples two elements a(x), b(x) € V() with a real
number

(a(x), b(x)) : V(Q) x V(Q) — R (1.13)
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which satisfies the following properties

Va(x),b(x),c(x) € V(Q)and o € R.

Scalar products for Sobolev spaces H°(Q2) and H'(£2) can be easily defined as

(F(x), ()0 = / F(x)g(x) A2 (1.14)
(), g(x)) 1 = / (FX)g(x) + F'(x) ¢ (x)) dO. (1.15)

As a general rule, a norm can be defined from each space specific scalar product,
1.e.

1) = (Fx), F))3 (1.16)

A Hilbert space is finally defined as a function space with a scalar product and
that is a Banach space with respect to the norm induced by its scalar product.
Hilbert spaces ‘H are characterized by some important properties. Since they are
Banach spaces every Cauchy sequence of elements belonging to H converges to
an element of H. We consider a subset {¢; }3°, of functions e; belonging to . The
subset is called orthonormal if ||e,|| = 1 for all o and e, Leg for any @ # (. If
{e;}32, is an orthonormal subset then a general function f € H can be expressed
with a convergent series

F=> (fede (1.17)
=1

The subset {e; }°, represents a basis for 7{. The above mentioned Sobolev spaces
H*(Q) are also Hilbert spaces.

1.1.2 Weak formulation

With the definitions given in the Section 1.1.1 it is possible to examine in which
function spaces the variables contained in the system (1.1-1.3) should belong.
From the incompressibility constrain (1.1) we have u € C*(€2) but from the mo-
mentum equation (1.2) u € C?(Q). For pressure and temperature fields we require

10



1.1. Mathematical formulation

p e CHQ)and T € C?*(Q). If the physical properties v and o depend on space co-
ordinates they need to belong to C*(£2). These requirements are quite strong and
they do not model a great number of real physical problem. Examples that does
not have this solution regularity are many, for example two phase flows with two
immiscible fluids with different viscosity u, or cases with conjugate heat transfer
where the thermal conductivity « is discontinuous. Similarly to the definition of
differentiability in weak form, the weak formulation of a PDE is introduced to re-
duce function space requirements of the solved fields. The Weak formulation of a
PDE problem is obtained by multiplying the equation with a smooth test function
© and then by integrating the product over the entire domain. We then have

/V-u¢dx:0, (1.18)
Q

/u Vu- pdr = — / -Vp - pdx+

/V (Vu+vu')] - pdz, (1.19)

/ u- V7ipdr = / V - (aVT)pdx. (1.20)
Q Q

By using the divergence theorem, the diffusive contributions of (1.19) and (1.20)
can be rewritten leading to the following form

/ V  -uydr =0, (1.21)
Q
1

/u~Vu~cpdx— —/ —Vp-cpdx—i—/ [v (Vu+ Vvu”) - i - pds

Q Qp r

—/ (v (Vu+ Vu")] : Vedz, (1.22)
Q

/u-VTgpdx = /aVT-ﬁnpds—/aVT-Vgpdx. (1.23)

Q r Q

It is then obtained that u € H'(Q), T € H'(Q), v,a € L*(2). Pressure field
should belong to H'(2), but if Vp - ¢ is integrated by parts, then p € L?(Q).
A function space belonging is determined also for test functions v, ¢ and ¢:
e L*(Q), p € HY(Q) and ¢ € H'(Q). With integrals calculated over domain
boundary I it is possible to impose boundary conditions. Boundary conditions are
then classified as natural or essential. In the first case they directly appear within
the equation, as for the case of imposed heat flux of viscous stress with terms

/aVT -Neds, / [1/ (Vu + VuT) . ﬁ} - ods .
r r

11



Chapter 1. Finite Element Method

The Dirichlet boundary conditions are classified essential since they modify the
test function space in an essential way. A variable value fixed along a boundary
I’y is an essential boundary condition which requires vanishing test function ¢
on I';. If a Dirichlet boundary condition is set for temperature field on I'; then
NS Hlld(Q). Essential boundary conditions therefore lead to a modification of
function space where test functions belong.

1.1.3 The Finite Element

The definition of finite element based on Ciarlet’s book can be expressed in the
following way [3].
Definition Let

i) Q. C R" be a bounded closed set with nonempty interior and piece-wise
smooth boundary (the element domain),

ii) P be a finite-dimensional space of functions on 2. (the shape functions)
and

iii) S = {51, S, ..., Sk} be a basis for P’ (the set of nodal variables)

then ()., P, S) is called a finite element. The element (). upon which basis
functions are defined is labeled as canonical element. Different types of canonical
elements can be defined, depending on the space dimension and on the €. shape.
The reference domain element €. and the basis functions are defined a priori, in a
sense that are independent from the geometry being studied. When the real domain
() is discretized into Q" and has to be approximated with finite elements, then for
each element Q2 of Q" a transformation of coordinates is performed 7 : Q" — Q..
This procedure allows to define an element where basis functions can be easily
constructed and integrals can be easily calculated with the Gaussian quadrature.
A very popular family of finite elements is the Lagrangian one. Starting from the
mono-dimensional case, the canonical finite element is defined with coordinate
¢ in the interval [—1,1]. Construction of a piece-wise constant basis function
©2(&) is a trivial task as p°(¢) V€ € [—1,1]. Basis functions have to be built
with constraints, in particular they need to be linearly independent and the sum
of all the basis functions, on each point of the canonical element, must be equal
to 1. Linear and quadratic basis functions ¢*(¢) and ©?(¢) may be constructed as
follows

po(€) = %(1 —§), (1.24)

e1(§) = %(1+€)7 (1.25)

12



1.1. Mathematical formulation

1%

T T T T
-1 0 1 -1

¢ ¢

Figure 1.1: Mono dimensional canonical elements for linear and quadratic ap-
proximation.

n n

Figure 1.2: Two dimensional canonical elements for linear and quadratic approx-
imation.

and
9 1
po(€) = —5 (1 = &E, (1.26)
1
P16 = 51+ 9, (1.27)
w3 =1+ -9). (1.28)
For the linear case the nodes of the domain element are N := (£ = —1) and

N} := (£ = 1), while for the quadratic case the additional node N, := (£ = 0)
is used, as sketched in Fig. 1.1 where linear and quadratic canonical domain
elements, usually referred to EDGE2 and EDGE3, for one-dimensional case are
reported. With superscript ! we refer to the dimension 1 of the geometry. It can
be easily seen that each basis function ¢ is equal to one on the node where the
function is defined and zero on remaining nodes of the canonical domain element.
This properties guarantees the linear independence of the basis functions. For each
NZ-1 node of the canonical domain element, linear and quadratic basis function can

13



Chapter 1. Finite Element Method

Figure 1.3: Three dimensional canonical elements for linear and quadratic approx-
imation.

be calculated as

1
Pl(6) = 3 (EE+1), (1.29)
1

20 = (1- 3160 [2le - e+ & + (1~ 6] (130
where ¢; is the coordinate value of the node upon which basis function ¢ is de-
fined, i.e. & = —1 for node Nj. From these expressions, derivatives with respect
to & can be easily computed

doi &

> 1.31

d¢ 2 (1.31)

d*p}

- =0 1.32

pralll (1.32)

dy? 1

L= (1=25 ) [2(21&] =1 i 1.33

o= (1-3l6l) pelel - e+l (1.33)

d*>p? 1

—r=2(1-=|&|) (2l&] — 1), 1.34

o =2 (1-3lel) (el - 1) (1.34)

Equations (1.29 — 1.34) are very useful for multi-dimensional canonical ele-
ments. Canonical elements for two and three-dimensional geometries are built
as an extension of mono-dimensional elements EDGE2 and EDGE3 to additional
coordinates 1 and (. Linear and quadratic Lagrangian canonical elements for two-
dimensional cases are made of 4 and 9 nodes respectively and are usually referred

14



1.1. Mathematical formulation

1.00 1.0

-0.1

Figure 1.4: Comparison between linear (on left) and quadratic (on right) basis
functions ©1(£,n) and ¢?(€&, 1) defined on node N?.

to QUAD4 and QUADY. In the reference system ¢ — 7 the node N?(£,7) can be
obtained as N?(&,n) = (N} (€), N} (n)), resulting in

NG :=(-1,-1), N}:=(1,-1), Nj:=(1,1), Ni:=(-1,1), (1.35)

for canonical element QUAD4. Shape node functions for two-dimensional quadratic
elements QUADY9 and for three-dimensional elements HEX8 and HEX27 can be

easily derived, leading to elements represented in Fig. 1.2 and 1.3. Basis func-

tions can be calculated with the following expressions

Il
—=
N | —

N = () (AA+ 1), (1.36)

<
Il
—

d
d s 2(¢ H (1 - —|>\ |) 20\ = DA+ XA+ (1= I\D)] (137)

where £ is the vector of coordinates with dimension d and \; is the j-th coordinate
of &. This compact forms of linear and quadratic basis function, which is valid for
1D, 2D and 3D, can be easily implemented in a numerical code for the calculation
of basis functions and their derivatives with a unique expression. A graphical
comparison of linear and quadratic fields, for two-dimensional case, defined over
node N is given in Fig. 1.4. Therefore a function f = f(x) can be approximated,
on a discrete domain 2,4, as

=3 feelx). (138)
=1

15



Chapter 1. Finite Element Method

where values f; are calculated as
fi=f(x) Vx; € Qq, (1.39)

and n, is the number of nodes used to discretize the real domain €2.

1.2 Navier Stokes discretization

The variational formulation of the Navier-Stokes equation can be written as
/ V- updr =0 Vi€ L*Q), (1.40)
Q
1
/u.Vu-godx: / —pV-Lpd(L’—/ [V(Vu+VuT)] : Vpdx
Q Qpr Q
1
+/ [1/ (Vu+Vu')-n-— ;pﬁ} pds Ve e HY(Q), (1.41)
r

where the pressure contribution term has been integrated by parts. The discrete
variational formulation of the Navier-Stokes equation is obtained by approximat-
ing the continuous domain {2 with the discretized one €2, and by introducing finite
dimensional function spaces "L2(€2,) € L?(Q2) and "H'(Q2,) € HY(Q). In the
discrete space the unknown functions u and p are restricted to a finite set of un-
known values defined on N, nodes of €2;,. The discrete weak formulation is then
simply obtained as

V- wpde =0 Yo e L2 (Qy), (1.42)
Qp,

/ u-Vu-cpdxz/ %pV-cpdx—/ [u (Vu+VuTﬂ : Vdx
Qp Qp

Qp

1
+/ {u (Vu+WVvu')-a-— ;pﬁ} ~pds Ve " H'(Qy). (1.43)
Ty

Since (1.42 — 1.43) are valid for each test function v, ¢ belonging to hLQ(Qh)
and "H'(Q,), a system of N equations can be written by taking the discrete
variational formulation (1.42 — 1.43) for each test function defined on the discrete
domain. Once that u and p have been written with their finite element representa-
tion

u(x) = Z wii(x), p(x) = Z pithi(x) (1.44)

16



1.2. Navier Stokes discretization

then the system of equations can be written in matrix from as

(i 2) ()= G) 149

Where u;, and pj, are ordered arrays representing the unknown velocity and pres-
sure values, A is a squared matrix whose coefficients A; ; express a dependence
between velocity component values uy,; and uy, ;, B is a matrix that relates ve-
locity to pressure and C' is a squared matrix containing non null coefficients only
in the case that Dirichlet boundary conditions are imposed for pressure field. For
the Navier-Stokes equation many boundary conditions can be formulated. The
integral over boundary I' of equation (1.43) can be written as

/Fh {V(Vu+vuT).ﬁ——pﬁ] .<pds:/ (o 8)- @] ds =

— / l(r - le) ﬁ} - pds (1.46)
Th P

where I is the identity matrix. Some of them are defined below, with fi and t being
unit vectors in normal and tangential direction of boundary side I

e Fixed velocity: all velocity components are set with Dirichlet boundary con-
dition,

Pressure inlet/outlet: Dirichlet boundary condition on pressure and u-t = 0

No stress: (o -n)-h=0and (o-0)-t =0,

Slip: u -1 = 0 and free stress along tangential direction, i.e. (o - i) t=0,
).

Stress: u-ni = 0 and prescribed stress along tangential direction, i.e. (7 - i

t =\
e Outflow: Fixed pressure value and free stress along tangential direction,
(r-0)-t=0.

Imposition of these boundary conditions can appear as a trivial task when bound-
ary sides are oriented as the reference frame, but can be quite a complex task for
the case of tilted boundaries. Since many boundary conditions set restrictions on
values assumed by certain variables along normal or tangential direction of bound-
ary sides, it is convenient to decompose velocity field u as sum of a normal vector
u; and a parallel vector u, calculated as

u; = (u-h)h, u=(u-f)t. (1.47)

In the light of above mentioned effects of Dirichlet boundary conditions on test
function belonging space, for the discretization of Navier-Stokes equation Hilbert
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Chapter 1. Finite Element Method

I

Figure 1.5: Channel mesh for the benchmark of Navier-Stokes discretization.

spaces H}\ (€2) and Hlll(Q) are defined as spaces H'(Q) of vector functions ¢
whose normal and paraliel components to boundary I' are zero on I, so

A=0onT — e H (), (1.48)
t=0onl — ¢ e Hy (Q). (1.49)

From (1.43) one can see that the variational formulation of Navier-Stokes equation
becomes a scalar equation. For a two-dimensional case, it is common to use test
functions ¢ calculated as

cngo((l)), cpzso((l’), € HY(Q). (1.50)

Therefore two separate equations for velocity components « and v, u = (u,v),
can be written. On those boundaries where either conditions (1.48) or (1.49) are
set it is convenient to use the following expressions

n t
(p:(p(n1>7 (P:Sp(t]')’ (pGHl(Q),
2 2

where n1, no and t;, t5 are the components of unit vectors fi and t respectively.
In this way a linear combination of equations for u and v is operated, obtaining an
equation for tangential or normal velocity component, depending on the imposed
boundary condition in order to satisfy the requirements on test function space. As
a simple benchmark test it may be considered the case of tilted plane channel.
Starting from an initial velocity profile aligned with channel axis, if the same
boundary conditions are imposed on wall sides then a symmetric solution should
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1.2. Navier Stokes discretization

Figure 1.6: Velocity field (on left) and pressure field (on right), with respective
node values, for various boundary conditions set on wall and outlet sides. From
top to bottom: CASE A, CASE B and CASE C. Results obtained for Navier-Stokes
discretization using (1.50) on boundaries.
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Chapter 1. Finite Element Method

Figure 1.7: Velocity field (on left) and pressure field (on right), with respective
node values, for various boundary conditions set on wall and outlet sides. From
top to bottom: CASE A, CASE B and CASE C. Results obtained for Navier-Stokes
discretization without using (1.50) on boundaries.
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1.2. Navier Stokes discretization

be achieved. A simple channel geometry consisting of a 2 X 2 QUADY elements
is simulated and sketched in Fig. 1.5. Wall, inlet and outlet boundaries is labeled
as 'y, ['; and I',. For a given boundary I', with normal and tangent unit vectors n
and t respectively, we introduce the following test function spaces:

HL  (QCH(Q):pecH, (Qiff pe H(Q)Ap-n=0, (151
Hy () CcH'(Q):peHr () iff pe HQAp-t=0. (1.52)

Three different cases are considered:

e CASE A: the simplest one, with no slip boundary condition on wall surfaces
and outflow on outlet section. This combination of b.c. does not set any
particular restriction on test function components along boundary normal
and tangential directions. The function space is then ¢ € H} (Q), i.e.
¢ = 0 along boundary I',,.

e CASE B: a stress boundary condition is set on wall boundaries and out-
flow on outlet section. Stress boundary condition implies that velocity field,
on [',, has a zero component along wall normal direction, so that ¢ €

1
HFU;,L (Q) :
e CASE C: a stress and pressure outlet boundary conditions are set on wall and

outlet sections respectively. In addition to the restriction set in case CASE B,
a zero tangential component of velocity field is imposed on outlet section,

S0 € H%w,Lvro,\I (Q).

Results obtained with Navier-Stokes discretization discussed above, for the three
different cases, are reported in Fig. 1.6. In particular, on the left velocity field
with node values are reported on the left of the Figure, while on the right pressure
values together with pressure field are shown. It can be seen that symmetry is
preserved for each case, as expected.

Results for the same cases, obtained without using the test functions defined as
in (1.50) on boundary sides, are reported in Fig. 1.7. It can be seen that for CASE
A symmetry is obtained, as expected since no particular restriction is set on ¢.
For case CASE B a slight non symmetry in the velocity field modulus is observed,
and it is more marked for CASE C. Boundary conditions described above can be
extended to three-dimensional cases. While for two-dimensional cases tangent
direction is uniquely defined, in three-dimensional cases two families of tangent
directions t; and t» can be defined imposing t1-t2 = 0. More elaborate boundary
conditions can then be thought, in particular if £, is taken parallel to mean flow
direction and t, as £, = fi x £;. In particular stresses T can be applied on the
direction parallel to mean flow, tq, or along tangent direction t,. Different cases
of stress are then considered
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Figure 1.8: Tilted cylinder geometry used to test Navier-Stokes discretization.

e (7-1)-t; = Au-ty| wall stress proportional to velocity component along
mean flow direction. This stress can be applied either to increase or to de-
crease velocity component u - t1.

o (T-1) -ty = Au- ty] stress imposed to accelerate or decelerate velocity
component u - ty along direction t;, inducing a rotation in the resulting
velocity field.

The above mentioned boundary conditions are tested in a three-dimensional sim-
ulation of a tilted cylinder, as shown in Fig. 1.8, with a mesh made of 40 HEX27
cells. Two different cases are analyzed where symmetric solutions are expected.
In Fig. 1.9 result are reported for the case of pressure outlet boundary condition,
on outlet section, and decelerating stress (7 - f1)-t; = A|u-t; | boundary condition
on wall surfaces. For convenience the velocity field is decomposed as sum of u;
and u_ , where the first is the velocity field aligned with cylinder axis and the latter
is the velocity field that lays on cylinder cross sections. Being € the unit vector
aligned with cylinder axis, the two velocity fields are obtained as

uy =(u-¢)¢c, u,=u—u|. (1.53)

On top of Fig. 1.9 velocity field vectors are reported, while on bottom fields
of u; and u, are shown with representative numerical node values to see that a

22



1.2. Navier Stokes discretization

Figure 1.9: Results for tilted cylinder simulation with induced rotating secondary
flow boundary condition. On top velocity field decomposition into uj and u;. On
bottom outlet view of u; (on left) and u, (on right) values.

symmetric solution has been obtained. Pressure outlet boundary condition require
u, to be zero. On wall surface the stress boundary condition leads to decreasing
u values along the stream-wise direction. For velocity field u , a stress condition
in the form (7 - Q) - ta = AJu - t| has been seen. Depending on the sign of ),
the condition would lead to a decrease or an increase of (u - to)t5 velocity field.
For the case of cylinder geometry a null velocity field (u - t )t is obtained for a
sufficiently high value A. In particular, if a very high value of lambda is set, then
the stress boundary condition can be used to set a zero value of (u-t3)ts in a weak
sense.

Results for the case of stress boundary condition (7 - f1) -t5 = A|u-t;| applied
on wall surface and outflow b.c. on outlet section are shown in Fig. 1.10. For
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Chapter 1. Finite Element Method

Figure 1.10: Results for tilted cylinder simulation with induced rotating sec-
ondary flow boundary condition. On top velocity field decomposition into u; and
u; . On bottom outlet view of u; (on left) and u (on right) values.

velocity component (u - ‘El)le a no stress boundary condition has been set on the
wall. On the top of Fig. 1.10 the decomposition of the velocity field as sum of u
and u, is represented with vectors for each velocity field. As already mentioned
before, this stress boundary condition induces a rotating velocity field on cylinder
cross section and the magnitude of u, increases along stream-wise direction. As
one can see from the outlet section on the bottom of Fig. 1.10 the u; and u
values reported are symmetric.

24



Chapter 2

Computational platform

Nowadays the rapid increase of available computational power allows scientists
and engineers to perform numerical simulations of complex systems that can in-
volve many scales and several different physical phenomena. During the years,
many numerical codes have been developed to solve different problems ranging
from physics and mathematics to engineering and biology. In Fig. 2.1 some
open-source codes are reported with relative physical modeling. Among them
OpenFOAM, TrioCFD and Saturne are specialized for fluid dynamic simulations,
with modules for compressible and incompressible Navier-Stokes equations, mul-
tiphase flows and turbulence models [4, 5, 6]. Code-Aster [7] contains thermo-
mechanical solvers to study elasticity problems, fracture propagation, effect of

) ﬁ
(@) (O]

Fluid
dynamic

Figure 2.1: Available open source codes with relative implemented physical prob-
lems.
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Figure 2.2: Data exchange diagram of numerical code coupling.

nuclear irradiation and many others. Dragon and Donjon codes are used to solve
neutronic problems [8]. In particular the first code solves the neutron transport
equation on fuel assembly geometries and allows to calculate nuclear properties
such as cross sections. Donjon code is used to solve neutron multi-group diffu-
sion equations on wider geometries. Many codes are available, with overlapping
physical model “areas”, but none of them allows to simulate a highly complex
problem involving structural mechanics, fluid flow, heat transfer and neutron dif-
fusion. Researchers and scientists can follow different approaches to deal with
a highly complex simulation. One main approach is to develop a new numerical
code where all the physical phenomena of interest are modeled. Another possi-
bility is to couple already existing and validated codes. With the first option a
huge amount of time and effort are needed to create such a code while with the
latter it is possible to take advantage of validated codes and expertise developed
in years. From the computational platform point of view, development of numer-
ical codes can be performed where needed, avoiding overlapping areas between
different codes. The data exchange diagram of numerical code coupling is shown
in Fig. 2.2 where the possible interaction among different physical problems is
shown. It is clear that with the coupling modeling approach, efficient methods for
data exchange are needed so that code communication does not act as a bottleneck
and does not reduce simulation performances. The design of a “computational en-
vironment” where complex physical phenomena can be modeled is a major scope
of this PhD work, alongside with turbulence modeling. Within the platform the
numerical codes are added as “modules”, their execution is controlled and the data
exchange is organized. Since the final goal is to simulate turbulent flows of low
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Figure 2.3: Coupling between FEMuS and OpenFOAM codes.

Pr fluids, a coupling between FEMuS [9] and OpenFOAM [4] codes has been
realized. In this way the thermal turbulence modeling implemented in FEMuS
[10, 11, 12] can be coupled with the wide choice of dynamical turbulence models
implemented in OpenFOAM, as has been considered in Chapter 6. A schematic
representation of the coupling between the two different codes and of the sev-
eral modules implemented in OpenFOAM and FEMusS is given in Fig. 2.3. The
developed computational platform can be found at [13].

In this Chapter the problem of numerical code coupling is addressed in or-
der to realize the computational platform. After a brief introduction on the SA-
LOME platform, the coupling methods used in this thesis are explained, together
with routines that have been developed to facilitate the data exchange between dif-
ferent codes. Particular attention is paid to FEMuS and OpenFOAM codes, since
they have been used to perform the simulations discussed in this thesis. A case
of natural convection in a square cavity is used to test the coupling procedure be-
tween FEMuS and OpenFOAM, providing guidelines that have been used also for
the simulation of turbulent flows over vertical backward facing step, as discussed
in Chapter 6.

2.1 SALOME Platform

Numerical platform SALOME has been developed by Commissariat a 1’énergie
atomique (CEA) and Electricité de France (EDF) with the intent to provide an ad-
vanced open-source platform for Computer Aided Engineering (CAE) purposes
[14]. Moreover SALOME platform aims at offering means that can be used as
a standard for numerical code integration and coupling. Among the many mod-
ules integrated within SALOME platform, the most important ones are GEOM,
for the creation of CAD models, MESH, for the realization of computational grids
and PARAVIS, a software for data visualization and post processing. Additional
modules are YACS, for numerical code execution control and data exchange orga-
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Figure 2.4: Layer architecture of MED library. Image taken from nttp://docs.

salome-platform.org/latest/dev/MEDCoupling/library.html

nization into a workflow, and MED, a very interesting library for data storage and
manipulation that will be described in the following. From this brief description of
SALOME platform it is clear that the platform can be used to deal with each com-
putational simulation step, i.e. geometry and mesh generation, code(s) execution
and solution visualization.

MED module. The MED module is referred to as a standard mean to handle nu-
merical fields and meshes. Three main libraries are provided. The “MED file” is
a C and Fortran API that implements functions for reading and writing fields and
meshes on file. The produced files, with .med extension, are based on HDF format,
which is an efficient format for storing large amount of data. The “MED mem-
ory” is a C++ and python API that allows to store meshes and fields in computer
memory. A numerical field can then be read from file, using MED file library,
and stored in memory by using MED memory library. A huge set of functions
is provided with MED memory library. They are used to access, modify, create
meshes and perform operations on fields. With the MED memory library data
exchange between numerical codes can be performed at memory level, avoiding
read/write operations and data access on hard disk, which would act as a bottle-
neck to simulation performances. Finally the MED CORBA is an application pro-
gramming interface (API) written to facilitate the distributed computation inside
SALOME platform, providing functions for data accessing. MED module is also
present at a Graphical User Interface level and contains a set of functions that al-
lows to perform data manipulation on data stored in med file format. When MED
library is observed with deeper detail, than its layer structure can be sketched, as
in Fig. 2.4. In this Figure each block depends on the block it covers along the
vertical line. Therefore ParaMEDLoader functions depend from the MEDLoader
library that depends from MEDFicher and so on. It is easy to see that the whole li-
brary is written in C++ and depends from its standard library. The most important
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2.2. Code optimal structure and interfaces

I DRIVER I

PROBLEM

[EQUATIONS] [ GRIDS ]

I METHODS I

Figure 2.5: Sketch of code optimal structure for integration in the computational
platform.

modules are MEDLoader, MEDCalc, Remapper, MEDCoupling and InterpKer-
nel. MEDLoader provides functions for input/output of fields and meshes in med
file format. The module is based on Medfichier, the MED file format, that writes
and reads on hfd5 format. MEDCalc module is the GUI mentioned above, while
MEDCoupling contains functions for arithmetic operations and interpolation. In
particular interpolation can be made using InterpKernel functionalities for point
location algorithms and determination of mesh overlapping, i.e. cell intersections.
Remapper class actually performs the field transfer from source to receiver sup-
port.

2.2 Code optimal structure and interfaces

The optimal structure of a numerical code, for its integration on the computational
platform, is here discussed [15, 16]. Five representative classes are introduced to
depict the basic functions needed to implement the code inside the computational
platform and control its execution. These five are labeled as driver, problem, equa-
tions, grids, methods. The code structure is sketched in Fig. 2.5. The structure
follows a top-bottom hierarchical order, with driver class being the top level one.
This class directly communicate with the supervisor, which can be SALOME plat-
form, if YACS module is used to organize the data exchange workflow, or simply
the main function of a C++ program. The problem class is specialized for differ-
ent physics and should contain three basic functions: setType, setMesh and solve.
The first command sets the problem type (Navies-Stokes, energy, etc.), the second
one sets and prepares the mesh that should be available in both MED and code
specific formats for data exchange and, finally, the solve command controls the
solution of the discrete system. The equations class inherits the system particular
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Figure 2.6: Example of workflow between two different codes controlled by a
Supervisor.

g

Figure 2.7: Different cells and nodes numbering between code grid €2 and inter-
face MED duplicate II.

)

class which contains the assembly and solver of the generic code. The solution is
here user accessible and a field can be extracted or set by using methods class with
specific functions setField and getField. Finally the grids class is an extension of
the mesh class, contained inside problem, and allows the exchange of data between
different mesh formats, i.e. the code specific one and MED. The representation of
the workflow followed during a coupling operation is reported in Fig. 2.6. Code
2 and Code 1 are communicating in a process where a numerical field is extracted
from Code 2 and given to Code 1. At Supervisor level, through the driver class,
the solution is stored into a MED duplicate of Code 2 mesh, created by grids class,
by getField function of methods class. The numerical field is now available in
computer memory as a MED memory object and, with an inverse process, can be
stored as solution of Code 1 after a proper field manipulation has been done at
Supervisor level. It is then convenient to introduce code interfaces: these objects
mix the functionalities of both grids and methods class. An interface is created
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Figure 2.8: Workflow for numerical code coupling between FEMuS and Open-
FOAM and developed utilities.

on a part of the computational grid €2, that can be either a volume or a boundary
side. A MED grid duplicate II of the interested mesh part is created together with
maps 7* that allow to associate nodes and cells numbering of €2 to nodes and cells
numbering of 11, as described in Fig. 2.7. Through the interface object functions
getField and setField can be called so that a MED field can be obtained or set a
solution after a proper solution reordering with maps 7.

2.3 Developed routines

A closer view to the workflow occurring during code coupling is given in Fig.
2.8. Here Code 1 and Code 2 structures are replaced by FEMuS and OpenFOAM
with relative interface structures. Operations that take place at Supervisor level
are those standing on light blue background and are all defined on MED mem-
ory structures, while code own data format operation area is represented by light
red background. Interfaces are built to work between code own format and MED
data structure. The routines reported in this Figure have been developed during
this PhD study, namely Interface, Parallel Communicator and Data
Manipulator. Class Med file printer has also been developed as a wrap-
per of MED functions for printing meshes and numerical fields on file with .med
extension. From the simplified workflow depicted in Fig. 2.8 the important thing
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Figure 2.9: Example of different meshes that can be used when coupling two
different numerical codes. Colors show domain partitioning for parallel computa-
tion.

to notice is that the coupling procedure is not very intrusive, within the single
code, as the main modification that has to be made is the addition of the interface
class. The advantage of using MED data structure as a standard one is that the
above mentioned developed classes are not tailored for a specific code but can be
generally used where MED library is used. When performing a coupling between
different codes, as a general rule different meshes, i.e. with different space dimen-
sions, domain discretization and partitioning for parallel computation, are used.
An example is given in Fig. 2.9 where two different meshes are reported. By re-
ferring to FEMuS - OpenFOAM coupling described in Fig. 2.8, three-dimensional
mesh on the left of Fig. 2.9 is the one used in OpenFOAM as three-dimensional
computational grids are needed also for two-dimensional simulations, while the
grid on the right is the one used in FEMuS. The different colors show the domain
partitioning used for these two meshes. It is then necessary to provide means for
solution gathering and scattering, but also functions for data manipulation in order
to meet each code numerical scheme requirements. The first task is accomplished
by Parallel Communicator class that makes use of MPI library functions for
gathering and scattering MED fields and meshes on/to selected processors. The
latter task is handled by Data Manipulator. MED library offers several func-
tions for data manipulation and interpolation. In particular interpolation functions
are provided for PO and P1 fields, i.e. piece-wise and node-wise with linear ap-
proximation, that can be either conservative or non conservative depending on the
expressed field nature, intensive or extensive and with maximum value preserving
or conservative integral value constrain. The offered algorithms can then be used
for PO < PO, PO <+ Pl and P1 + P1. In Data Manipulator class a new
point-wise P2 <+ P2 interpolation algorithm has been developed, together with
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QS

a) b)

Figure 2.10: Point-wise P2 <+ P2 interpolation: target mesh node location on
source grid a) and interpolation, within canonical element, after position recon-
struction b).

a function for Gauss integration of P2 fields and a function for a conservative
transformation of P2 fields into PO fields. These routines have been developed
since P2 approximation is widely used in FEMuS code and they will be used to
couple FEMuS and OpenFOAM codes, as will be shown in the following. A more
complete set of interpolation functions is then made available. It is remarked that
the developed routines can be generally used in presence of MED library.

2.3.1 Point-wise P2 <> P2 field projection

A projection function is needed when a source field @, has to be interpolated from
the source mesh €2, to a target grid €, in order to obtain target field ®,. The basic
idea is to calculate each ®; node value using finite element representation of P,.
The P2P2 projection relies on a search point algorithm, where for each target
mesh node x} the source mesh element ¢ containing x’ is determined, as shown
in Fig. 2.10 a). Then a reconstruction step is needed, in order to locate the X; node
within Qg which is the transformed (2¢ element into canonical finite element 2.
The finite element representation of @ can be used and interpolation weights can
be calculated. Finally the value of ®; on node x§~ can be determined, as shown in
Fig. 2.10 b). Field projection can be expressed in matrix form as

P, = P, 2.1)

where ®, and P, are the array containing the values of fields @, and P, calculated
on the nodes of (2 and €2, respectively, and the matrix P is the projection oper-
ator. The implementation of the projection algorithm can be divided in two parts:
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the construction of P and the projection of ®,.

Inverse mapping

Let us consider two different discrete computational domains €2, and €2; divided
into V¢ and NF finite elements, respectively. Let x5 and x; be the N, and N,
coordinates of the nodes in (2, and §2;, respectively. Let us also introduce a space
dependent scalar field

d = d(x), (2.2)

where «x is the spatial coordinate. A finite approximation of ® is a vector ® in
which (2.2) is evaluated over a discrete vector of coordinates. We can now intro-
duce @, based on the nodes belonging to {2 as

®, = b(w,). (2.3)

Now, we can evaluate s in any position through the approximation s, using

N§

n
Oi(@) =) > D% (@) (), (2.4)
e=1 j=1

where w;’e and ng are the values of x, and s, of the node j in the element e,
respectively. ¢f (x) are the approximation functions and n. is the number of nodes
that compose the element e. In our case those functions belong to the Lagrange
family and have different properties that allows them to approximate the solution.
Further information about different interpolating functions can be found in [17,
18]. It is convenient to introduce a local coordinate system in the element e so that
the interpolation functions have always the same expression. We now consider
the transformation 7 that transforms the local canonical element into the original
element, defined as

m=) @p(£5), (2.5)
Jj=1

where £ are the coordinates of the points in the local system of reference. If
an isoparametric element formulation is adopted, then the transformation 7 is a
quadratic one and curved elements can be considered. If the source mesh (), is
made of straight elements, then a subparametric element formulation can be used,
with a linear transformation 7 [3]. Finally we can now approximate the field ®(x)
and rewrite (2.4) as

{(I)i(w) = YO e B (@) (6) (2.6)

;" =m(&5),
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i

Figure 2.11: Reconstruction of node x position inside canonical element 2¢(&, 7).

or

Ne

Z i T (z)). 2.7)

e=1 j=1

We can now define a projection operator that project the field ®, from €2, to €2, as

s Ne

=Po, =) Y @ o5(n ! (x))). (2.8)

e=1 j=1

We remark that the interpolation functions are different from zero only inside the
element that contains the point on which the field is interpolated. The interested
reader can find more details on the interpolation of a computational field in [17,
18]. From equation (2.8) the mapping 7 is required to be invertible [3, 1].

Construction of operator P

This projection operator is a n X m matrix where n is the number of nodes in the
target mesh while m is the number of nodes of the source one. The ¢ — th row
of P contains the coefficient that interpolates the field from some values of the
source mesh into the ¢ — th node of the target one. In order to build the matrix P
we proceed as follows. For every node of the target mesh €2, we find the cell (£2)
in the source mesh domain €2, containing the selected node. This functionality is
provided by MEDCoupling library, as will be shown in the paragraph regarding
the numerical implementation of the P2P2 algorithm, and is based on intersection
calculation between cells and balls. Coordinates (§) of the selected node in the
canonical element transformation of €2} must then be calculated. In some cases the
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calculation of (&) can be performed analytically but we use an iterative procedure
that can be generally applied [19]. With the symbol « we refer to the coordinates
of a node of §); and with & we indicate the coordinates evaluated with the canonical
coordinates &, so £ = Z(£). A function f that represents the squared distance
between points & and & can be usefully defined. In this way when f(£°) = 0 then
(&) is the set of coordinates that exactly reproduces the node « in the canonical
element, as graphically shown in Fig. 2.11 where ¢ is the squared root value
of f. The function f is always positive and the tuple £° represents an absolute
minimum of f, so f(£°), = 0 for each ¢ = 1,...,n, where n, is the size of
and f(£°); indicates the partial derivative of f with respect to the i-th coordinate
of the canonical element. The search of the coordinates £ is then transformed into
a problem for the minimization of f. If we indicate with &; the set of nodes that
defines the element in the donor mesh {2, containing @ then f can be written as

d n 2
& => [x" -2 :f:zzoi@)] : (2.9)

Jj=1

where 27 is the coordinate in the j-th direction and ¢; is the interpolating functions
defined on the i-th cell node. In (2.9) d denotes the space dimension and n the
dimension of the node set &;. The minimum of the function f is calculated with
a line search strategy where the descent direction is computed with a Newton’s
method. We start from an initial guess point &, and then at the generic iteration k
the new point &, is calculated as

E,=& 1 +AE = &, =&, ,—7H - V[, (2.10)

where v is equal to 0.5 and H is the Hessian matrix of f. The expression of the
first and second derivatives of f are respectively

f&), = —22 [(xﬂ - Zc@?w(é)) Zrﬁ?wi,l(é)] 2.11)

and

F&um=-2) [ (xf’ - Z@z%(s)) > i@+

Jj=1 i=1
— > #eul€) ) 3 SOiJc(&)] : (2.12)
=1 i=1

The algorithm runs till iteration n is reached, namely when f(§,,) is smaller than
a threshold value. When the local coordinate of ¢-th target mesh node is found the
values of the interpolating functions on that node can be calculated and stored into
P.
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Figure 2.12: Point-wise interpolation example of a quadratic field ®; from a
source grid € to a target {2;.

Field Projection

Once that operator P has been built the field projection step is performed as
¢, = P®,. If the projection algorithm is applied to a case where the mesh
changes with time then the operator P must be computed every time the projec-
tion step is performed, otherwise it can be just computed once. An example of
point-wise field interpolation is given in Fig. 2.12 where a source field ® has
been interpolated from computational grid {2, to a refined one £2;. A success-
ful implementation of this projection algorithm has been provided in [20], where
a Fluid Structure Interaction (FSI) problem has been coupled with a Multiphase
problem. A moving mesh algorithm is in fact used for the FSI problem in order
to better represent the solid domain deformation, while a fixed Cartesian grid is
used to compute the advection of the phase field with Volume Of Fluid method
(VOF). The point-wise projection algorithm allows the projection of the velocity
field from the time changing mesh of the FSI problem to the structured Cartesian
grid of the VOF algorithm, for a more accurate prediction of multi-phase advection.
The test application in [20] involved projection over the entire simulated domain
but the algorithm can be used also for boundary field projection, as described in
[21], where a numerical code coupling between multidimensional domains has
been realized with decomposed domain method. In this case communication be-
tween different codes occur only on boundary interfaces. The algorithm has been
developed as a tool able to facilitate numerical code coupling but can be used
also within a code, allowing to change the mesh during the simulation, so that the
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Figure 2.13: Example of Galerkin interpolation of piece-wise into node-wise field
representing wall distance.

simulation can be started on a coarser grid and then continued on a finer one.

2.3.2 Galerkin point-wise projection

The algorithm described in the previous section can be used to project numerical
fields, with both P1 or P2 approximation, between different computational grids.
A different interpolation technique is the Galerkin projection scheme. This partic-
ular method can be retrieved from a reasoning in terms of L, norm [22]. Again,
a generic field @, defined on a source computational domain 2, with N, basis
functions ¢, needs to be interpolated on a target computational grid €); that is
made of V; nodes and basis functions ;. Interpolated field ®; can be seen as the
optimal interpolation in the L, norm, namely

(||‘I>s—<1>t||)2=qr>réi\g(l|¢s—@|lm)27 (2.13)

where )/, is the set of all possible fields that can be obtained as linear combination
of ¢y, i.e. V; = span{y;}. Minimization of the L, norm requires that the N;
derivatives of ||® — ®||z2 with respect to the coefficients of  are zero

/ a%@s — ®)?dV =0. (2.14)
Q )
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Field @ can be written as linear combination of basis functions ¢, leading to

) o i
D, — ) Dol | dV =
/gza(bz( s 21: z(zpt> V
=/290i <<1>5—Z<1w1) dv =0,
Q 1

Vie{l,..,N;}, ¢ eLl*Q). (2.15)

Equation 2.15 can be rewritten in terms of ®;, obtaining

/gp;'@tdv—/goicbsdv, Vie{l,.., N}, ol eL*Q). (2.16)
Q Q

Equation (2.16) is known as Galerkin projection and is obtained through the min-
imization of the L, norm of field difference between source @, and interpolated
®, fields. Differently from the algorithm previously described, Galerkin projec-
tion requires the solution of a system of equations, the discretized system obtained
from (2.16). The implementation of this interpolation scheme is not a straightfor-
ward task. Equation (2.16) can be rewritten by expanding both &, and ¢, with
relative basis functions ¢, and ¢y

N N
> / Pl ®ldV = / pipteldv, (2.17)
j=17% k=179
so that the final discretized system of equations is expressed as
Ay®y = Ay P, (2.18)

Particularly complex to compute is matrix A;, which contains products ip¥,
1.e. products between basis functions defined over different computational grids.
Much easier are the cases where computational grids €2, and €2; coincide or at
least one of them is a structured grid. In these cases Galerkin scheme can be used
to obtain point-wise fields as a result of piece-wise fields projection. An exam-
ple is given in Fig. 2.13 where a wall distance field, obtained as piece-wise field,
has been projected with (2.16) on the same computational grid. Following this
approach, a norm for H'()) space can be written as

)y = < /Q [(F)? +(f)?] dx)m, (2.19)

with ~ being a positive constant value. A Galerkin interpolation scheme can be
constructed from the minimization of the square of H'(Q2) norm ||®; — 4|1 -,
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i.e.

(@5 — [])* = min (|, ~ llm,)" =

= min / (D5 — @) +4(VD, — VP)?] dx (2.20)

eV Jq

In order for ®; to minimize the squared of norm ||®, — ®;|| g1 ,, the derivatives of
equation (2.20) with respect to all ®! coefficient must be equal to zero,

9
0

/ (D — @) +4(VP, — VP)?| dx =0 Vi€ {1,...,.N;}, (2.21)
Q

leading to the following system of equations

> [ 294 viaiay + > | isiviav -
—~ Ja -
J
=2/7V90i-V903 de+Z/¢t¢>s kv,
k Q

Vie{l,.,Ni}, e H(Q). (2.22)

While Galerkin interpolation (2.16) guarantees a conservation of source field inte-
gral value, the scheme (2.20) balances source field integral value conservation and
differentiation properties through weight coefficient v, more commonly seen as a
diffusion coefficient in (2.22). For values of weight coefficient v — 0 interpola-
tion scheme (2.16) is retrieved.

A reasoning in terms of Ly norm can be applied also to point-wise P2P?2
interpolation. After recalling the finite element representation of source and target
fields &, and P,

N

O (x) =Y Dlpi(x), (2.23)
ZN-:tl

Oy(x) = Phapy(x), (2.24)
j=1

the following expression is obtained if interpolation scheme (2.8) is introduced in
(2.24)

N
x) = U(x Z%w (225)
j=1

In the above equation the source mesh element containing j-th target mesh node
has been labeled with apex ©. Source mesh element e contains n] nodes upon
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which basis functions ¢f, are defined. We consider again the L, norm of source-
target fields difference

2
H<I>s—<1>t|lz=/ (Z% )®; — ij j> (2.26)

In order for the L, norm to be minimum, the ; derivatives of (2.26) with respect
to coefficients <I>§- must be zero. As target coefficients @E have been expressed
as a linear combination source ones ®;, derivatives with respect to <I>§ reduces to
derivatives with respect to 7. Ly norm (2.26) is rewritten as

2
Hq)s—‘bt!b:/(Z% )7 — ij Z@Zegoz >dV,(2.27)

so, for the minimization it is obtained
2

a@/(Z% )%= Z% Z<1>Z“’soz ) v =

Ne

2 [{ (Somei- S veo X eirvion).
[wl - e (z% >i)<bzﬁoz<x>>

The term within squared brackets becomes

9 M
o) = 5 (Z V(% Z@Z%z ) = pi(x ij . (2.29)
j=1

where in local node numbering, within source mesh element €27, r-th node is as-
sociated to [-th node in global node numbering. Again (2.31) is simplified as

Nt N
- Z Y;(x) 5 (%) = @i(x) (1 — Z ; (x)) , (2.30)

obtaining at last this final form of (2.28)
[{ (Zeom - w3 o)
X) <1 — Zzpj(x)) }dV =0 Vie{l,.. N}. (2.31)
j=1

}dV =0. (2.28)
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Minimization of L, norm is then automatically verified as, from basis function
construction, on each point of the domain the sum

M
> i(x) (2.32)
j=1

is equal to 1. Point-wise algorithm described in Section 2.3.1 allows to minimize
the L, norm of field difference between source and target fields. With Galerkin
projection method a system of equation is solved to compute the set of coefficients
that allows to minimize the L, norm. The key aspects of the two different methods
are seen below

Galerkin: / YD, — P)dV =0,  (2.33)
Q

conservation

Ni
Point-wise: (1 -y zpj) : / O (D, — D) dV =0.  (2.34)
j=1 @

basis function contruction

As reported above, with Galerkin projection the minimization of L, norm of field
difference is obtained with a field conservation constraint. The terms within round
brackets in (2.34) has been taken out from the integral as the sum over basis func-
tions 1, is independent from spatial coordinates (x). This highlights the fact that
minimization of L, norm is achieved as a consequence of basis function construc-
tion, independently form integral value, so field conservation is not guaranteed.
Point-wise algorithm should be used when projection is performed from a coarser
to a finer grid, while Galerkin method is an useful tool for projection in the op-
posite direction. Moreover, point-wise projection P2P2 algorithm can be imple-
mented as a function based on MED data format, while Galerkin method require
an implementation within the code in order to solve the system of equations.

Numerical implementation of P2P2 algorithm

The implemented algorithm can be used for point-wise projection on boundary
surfaces or volume domains, and for 1D, 2D and 3D geometries. In particular
both triangle and rectangle based elements are considered. As mentioned above,
the fundamental steps of the algorithm are

1) Point location

ii) Position reconstruction

iii) Interpolation weights calculation
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SourceMesh. getCellsContainingPoints (
NodesCoordinates ,
NumOfNodes ,
Toll ,
PosCells ,
PosCellsIndex
)3
for (int i=0; i<NumOfNodes; i++){
int NumPosCells = PosCellsIndex —>getlJ( i+1,0 ) — PosCellsIndex—>getlJ( i,0 );
for (int j=0; j<NumPosCells; j++){
int Cellld = PosCells—getlJ ( PosCellsIndex—>getIJ( i,0 ) + j,0 );
}

}

Listing 2.1: MEDCoupling function to get list of possible source mesh cells con-
taining target mesh nodes

PosCells

PosCellsIndx

i
start

. o A—

A
Nendg — N

%
start

Y CZ Jd Nend i+1

g

Figure 2.14: Reading ids of possible source mesh cells containing ¢-th target
mesh node from posce11s and posce11stndex arrays of Listings 2.1.

Step 1) is performed using MEDCoupling function getcellscontainingpoints as re-
ported in Listings 2.1. SourceMesh is a MED mesh object and the functions takes
as input: nodescoordinates, an array containing the coordinates of the nodes whose
position is to be searched, numofnodes, the total amount of nodes, so that the di-
mension of nodescoordinates 18 equal to numofnodes multiplied by space dimension,
To11, a tolerance factor used to determine cell belonging and two arrays, namely
poscells and poscellstndex. The fist array contains all indices of possible source
mesh cells containing the numofnodes target mesh nodes. For the general i-th node
the total amount of possible cells is read from posce11sindex, in particular by ac-
cessing the values stored at ¢-th and 7 + 1-th position, as represented in Fig. 2.14.
The total amount is the calculated as poscellsindex[i+1] - Poscellsindex[i] and the
indices are read from poscel1stndex[i+1]1-th and rosce11s1ndex[11-th positions of ar-
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DataManipulator xInterpolator = new DataManipulator (

SourceMesh , // Source mesh in med format
TargetMesh , // Target mesh in med format

DomainType // Flag for volume or boundary interpolation
)
P.createlnterface (

Interld , // int value for interface indentification
Group // mesh group upon which interface is built
);
MEDCouplingFieldDouble *SourceField = P.getValues (

Interld , //
SystemName, // name of equation system where solution is extracted
nComp, // number of components to extract

FirstComp // first component to extract

);
MEDCouplingFieldDouble *«TargetField = Interpolator —>InterpolateField (SourceField);

Listing 2.2: Data Manipulator function for P2P2 interpolation

MEDCouplingFieldDouble xTargetField = Interpolator —>InterpolateField (
SourceField ,
val

)3

Listing 2.3: Data Manipulator function for P2P2 interpolation with default value
for non-overlapped target nodes

ray roscells. The right cell is found by solving the reverse mapping algorithm
described in Section 2.3.1. A set of coordinates ¢ is determined: if the cell is the
right one then ¢ coordinates satisfy the constrain of admissible coordinate values
in the canonical element, i.e.

Rectangle based &Gel-1—-6,14+46],Vi=1,..,dim, (2.35)
Triangle based & e[0,146],Vi=1,....dim, (2.36)

where ¢ is a small tolerance factor used in the algorithm. Point reconstruction
step is then used to determine the right source mesh cell containing the target
node and to calculate the coordinates representing the target mesh node in the
canonical element transformation of the source mesh cell. An example of the use
of interpolation function is given in Listings 2.2. When DataManipulator class

MEDCouplingFieldDouble *TargetField = Interpolator —>InterpolateField (
SourceField ,

TargetFieldB

)3

Listing 2.4: Data Manipulator function for P2P2 interpolation. For non-
overlapped target nodes the values is set from another field.
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DataManipulator Integrator;

P.createlnterface (

Interld , // int value for interface indentification
Group // mesh group upon which interface is built

)
MEDCouplingFieldDouble *SourceField = P.getValues(

Interld , //
SystemName, // name of equation system where solution is extracted
nComp, // number of components to extract

FirstComp // first component to extract

)
double IntegralValue = Integrator.Integrate (SourceField, Method);

Listing 2.5: Data Manipulator function for calculation of solution integrals with
Gauss method

is used to perform P2P2 interpolation then source and target meshes are given
in order to build the projection operator P. Meshes can then be updated if they
change with time with a proper function. The function reported in Listings 2.2 is
used when source and target mesh completely overlap. In the opposite case the
function can be called with additional parameters, namely as defined in Listings
2.3 and 2.4. In the first case a default value val is set on those target mesh nodes
that belong to no source mesh cell. In the latter case, for the same nodes, the
written value is taken from field targetric1ar that is thus defined on target mesh.

2.3.3 Gauss integration of P2 fields

When a numerical coupling is realized between a multidimensional code and a
system code, then the different dimensions of the equations is a problem to be
solved, since the system code is based on a single coordinate along the axial posi-
tion of the system. With defective coupling technique, source terms are calculated
from multidimensional code solution to be used within system code equations in
order to improve the code results [15, 16, 21, 23]. Source terms are usually cal-
culated from mean integral values of the multidimensional code solution. When
the solution is extracted in MED data format through a proper interface then the
integral value can be easily calculated by following the operations described in
the brief example reported in Listings 2.5. With the metnoa flag different types
of integrals can be computed: integral value, mean integral value, L, norm, bulk
value (if an additional field containing velocity field is given in input) but also the
volume of the geometry defined by the grid of sourcerield.

2.3.4 Generation of PO fields

This routine has been developed to obtain piece-wise fields from point-wise fields.
In Listings 2.6 an example is shown for the function usage, i.e. cetcelirieid from
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DataManipulator Integrator;
P.createlnterface (

Interld , // int value for interface indentification
Group // mesh group upon which interface is built
);
MEDCouplingFieldDouble *SourceField = P.getValues(

Interld , //
SystemName, // name of equation system where solution is extracted
nComp, // number of components to extract

FirstComp // first component to extract

)3
MEDCouplingFieldDouble *xPOField = Integrator.GetCellField(SourceField);

Listing 2.6: Data Manipulator function for generating PO fields from point-wise
fields.

Figure 2.15: Generation of piece-wise field a) starting from a node-wise source
field b).

class pata Manipulator. A field @ is obtained starting from a source one ®. The un-
derlying mesh of the two fields is the same. For each cell {2; of the computational
grid the piece-wise value ®; is calculated as mean integral value of @, so

~ 1
b, =—— ddx . 2.37
J j’Qj dSU /f\)j x ( )

A graphical example of the obtained field is shown in Fig. 2.15. The routine can
be used when coupling a finite element code with a finite volume code.

2.4 Natural convection in a squared cavity

In the present section the natural convection in a squared cavity is studied by
means of a numerical code coupling between Finite Element (FEM) code FEMuS
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Figure 2.16: Sketch of the simulated domain for the natural convection case in
squared cavity.

and Finite Volume (FVM) code OpenFOAM. Since the simulated case is a simple
and well studied case [24, 25], it allows to better understand how to realize the
code coupling between FEMuS and OpenFOAM, in particular in terms of data
manipulation. As will be later discussed, many strategies can be used to convert
a quadratic node-wise solution from FEMuS grid to OpenFOAM one and vice-
versa. Attention is paid to grid resolutions and to the effects of the coupling pro-
cedures on final solutions. For the natural convection case the coupling between
the two codes is realized on the whole simulated domain. Laminar Navier Stokes
system of equation is considered, with Boussinesq approximation for the buoyant
term, namely

V-u=0, (2.38)

ou

e . — _VP
P (8t +u Vu) V P+

+ V- [p(Va+ vu")] + pgB(T — Trep) (2.39)
—_———
coupling term

pC, @—f +u- VT> = kV?T. (2.40)

The system of equations (2.38-2.40) is solved with both FEMuS and OpenFOAM
codes. As reported in (2.39), the temperature field used to calculate the buoyancy
force acts as coupling term between the two different codes. Three different cases
are considered, namely
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Grid resolution 20 x 20 40 x 40 80 x 80

Color line I I —

Table 2.1: Grid resolutions and relative line colors for natural convection results.

a) Uncoupled case
b) FEMuS temperature field in OpenFOAM buoyancy force term
¢) OpenFOAM temperature field in FEMuS buoyancy force term

The simulated domain is sketched in Fig. 2.16. On wall surface located on the
right a uniform temperature value 7}, is set, while on left wall surface a temperature
value 7. is imposed, with 7. < T},. The remaining walls are considered adiabatic
and no-slip boundary condition is applied on each side. Temperature difference
is set in order to obtain a value of Rayleigh number Ra = 1 X 10°, with Ra =
gBL*(Ty, — T.)/(va) and f3 being the thermal expansion coefficient, L the length
of the square side, g the modulus of gravity vector v and « kinematic viscosity and
thermal diffusivity. Space coordinates x and y are made non-dimensional using
side length L, z* = z/L and y* = y/L, x*,y* € [0,1] with 2* = 0 being the
position of the hotter wall. Velocity values are made non-dimensional using L and
a, so u* = ulL/a, v* = vL/«, while for temperature non-dimensional field T is
calculated as Tt = (T — T.)/(T), — T.). Reference results are taken from [24].
Attention is focused on velocity picks of vertical velocity component v* along
plane at y* = 0.5.

2.4.1 Numerical procedure

The coupling procedure used for this study case has been previously described.
We recall that OpenFOAM requires three-dimensional meshes even for simulat-
ing two dimensional problems. In order to deal with field interpolation and ma-
nipulation an additional mesh is considered, i.e. a two-dimensional mesh with
same discretization three-dimensional OpenFOAM one along x — y plane. This
additional mesh is not required if the coupling is performed for simulating three-
dimensional problems. Mesh generation for both OpenFOAM and FEMusS codes
can be handled with SALOME platform: in the first case the generated mesh is ex-
ported only in .med format while in the latter it is exported in .unv and .med data
format. MED meshes are used to create coupling interfaces, while .unv mesh is
converted into OpenFOAM mesh format after execution of command
ideasUnvToFoam <mesh.unv>

Several meshes are considered, as summarized in Table 2.1, where grid resolutions
and relative line colors, for the solutions that will be shown, are reported.
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Upaw ON A -B
Grid size FEMuS OpenFOAM
20 x 20 73.51 67.99
40 x 40  73.48 73.93
80 x 80  73.48 73.98
160 x 160 - 73.81

Table 2.2: Maximum values of non-dimensional velocity v*, along plane y* =
0.5, for the uncoupled case.

T+
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Figure 2.17: Uncoupled case: non-dimensional temperature 7 and velocity v
profiles taken on plane y* = 0.5. Solid lines are for OpenFOAM solutions while
dashed ones are for FEMuS solutions. Dots represent reference values from [24].

Coupling case a)

Reference value of maximum non-dimensional velocity component v* along y*
direction, on plane y* = 0.5, is v* = 70.8 [24]. For the uncoupled case, max-
imum values of v*, v}, .., are reported in Table 2.2. It can be seen that, with
exception of coarsest grid case, OpenFOAM results predict higher values of v, .
than FEMusS ones, and with both codes higher values than reference one are ob-
tained. Non-dimensional temperature and velocity values along plane y* = 0.5,
from wall position to z* = 0.5, are plotted in Fig. 2.17. Different effect of grid
size can be seen from this Figure. Results obtained with FEMuS code with the
coarsest are quite close to those obtained with finest one, as quadratic elements

have been used. For OpenFOAM results the solutions of grid cases 80 x 80 and
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Figure 2.18: Coupling case a): non-dimensional temperature difference between
OpenFOAM and FEMuS solutions with grid 80 x 80.

*

vmaz
Grid size  FEMuS OpenFOAM 80 x 80
20 x 20 73.51 73,241
40 x 40  73.48 73,189
80 x 80  73.48 73,168

Table 2.3: Maximum values of non-dimensional velocity v*, along plane y* =
0.5, for coupled case b2, OpenFOAM grid 80 x 80

160 x 160 are very close. Temperature profiles are in good agreement with refer-
ence values, while for velocity a general overestimation is observed in the range
x€[0.1, 0.3]. What it is interesting to notice is the difference between OpenFOAM
and FEMuS non-dimensional temperatures, for case 80 x 80, shown in Fig. 2.18.
OpenFOAM predicts a higher temperature value in the region close to hot wall and
a smaller temperature value in the region close to the cold wall, with respect of FE-
MusS results. This difference in the temperature fields enhances flow circulation in
OpenFOAM results, explaining the higher obtained values of v}

max*

Coupling case b)

Coupling case b is a one way coupling between FEMuS and OpenFOAM, with the
temperature field of the first code being used for the calculation of OpenFOAM
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Figure 2.19: Coupling case b): buoyancy source term .S, obtained for coupling
cases bl), on the left, and b2), on the right.

80 |-

60 |-

40

20 |-

Figure 2.20: Non-dimensional velocity v profiles taken on plane y* = 0.5. On
the left OpenFOAM results with grid 40 x 40 and coupling procedures b1 (dashed
line) and b2 (dotted line) with FEMuS grid 20 x 20 . On the right results for
OpenFOAM 80 x 80 and coupling procedure b2, with different FEMuS meshes,
following color from Table 2.1. In both plots solid line refers to uncoupled case.

buoyancy force and with no feedback. From the observation of the results ob-
tained for the uncoupled case, it is expected that OpenFOAM velocity field should
have smaller maximum values v}, .. along y* = 0.5 plane. Two different strate-

gies are considered. As already mentioned, FEMuS solution is obtained using
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quadratic finite elements, thus FEMuS grid is generally coarser than OpenFOAM
one. Buoyancy force S can then be calculated on OpenFOAM grid with the fol-
lowing methods for temperature field projection

bl) A piece-wise field of 7' is generated on FEMuS grid and then interpolated
with MED conservative method on OpenFOAM grid. This interpolation
technique, for PO fields, is formulated as follows

Oh = " w; @ (2.41)
=1

For each target mesh cell the field value is calculated as a weighted sum of
source field values, where interpolation weight w; ; is the volume fraction of
j-th target mesh cell overlapped by i-th source mesh cell.

b2) Point-wise interpolation of source temperature field from FEMuS grid to
OpenFOAM one, and then calculation of piece-wise temperature field on
OpenFOAM support.

An example of resulting buoyancy force term S, = S - 5 is reported in Fig. 2.19,
in particular on the left for method b1) and on the right for method b2), for cou-
pling case with FEMuS grid 20 x 20 and OpenFOAM 40 x 40. With the first
method, temperature field projected on OpenFOAM grid suffers from source grid
resolution as target mesh cells belonging to the same source mesh cell share the
same piece-wise temperature value. In the second case a piece-wise temperature
field with target mesh resolution is obtained. The effect of the two methods on
computed velocity field is displayed on the left of Fig. 2.20. Solid line stands for
OpenFOAM solution of uncoupled case, while dashed line is for coupling method
bl) and dotted line for method b2). On the contrary of what should be expected, a
higher value of v}, .. is obtained for coupling method b1), while b2) obtained result
behaves as expected. The obtained values are v;?L = 75.76 and v;;"2 = 73.24.
On the right of Fig. 2.20 non-dimensional velocity values are reported for Open-
FOAM grid 80 x 80 and FEMuS grids 20 x 20, 40 x 40 and 80 x 80. with method
b2. Values of v}, are reported in Table 2.3. The results are all in agreement with

the expected behavior and slight differences are obtained by increasing FEMuS
grid resolution.

Coupling case c¢)

Coupling case c operates in the opposite direction than coupling case b. Tempera-
ture field calculated with OpenFOAM is given to FEMuS for the buoyancy force
term calculation. Also in this case two different strategies are considered:
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Figure 2.21: Coupling case cl: non-dimensional temperature 7' and velocity
v™ profiles taken on plane y* = 0.5. Solid lines stand for OpenFOAM solutions
with different meshes while dash-dotted lines stand for FEMuS solution with grid

80 x 80 and OpenFOAM source term.
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Figure 2.22: Coupling case c2: on the left comparison of v* values obtained with
cl (dash-dotted lines) and c2 (solid lines) methods for FEMuS grid 80 x 80 and

various OpenFOAM meshes. On the right comparison of ¢2 results for FEMuS
grid 40 x 40 (dashed lines) and 80 x 80 (dash-dotted lines) and OpenFOAM grids

40 x 40 and 80 x &0.
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Case c2 Case cl
OpenFOAM Grid size  FEMuS 40 x 40 FEMuS 80 x 80 FEMusS 80 x 80
20 x 20 - 1.49058 1.50595
40 x 40 1.48677 1.48677 1.50266
80 x 80 1.48666 1.47338 1.48943

Table 2.4: Maximum values of non-dimensional velocity v*, along plane y* =
0.5, for coupled case b2, OpenFOAM grid 80 x 80

cl) Piece-wise temperature field of OpenFOAM solution is projected on FE-
MusS grid by using conservative MED mapping method. The buoyancy force
is then calculated as a piece-wise field.

c2) As for case cl), temperature field on FEMuS grid is obtained through MED
conservative mapping method. A node-wise temperature field is then calcu-
lated with Galerkin interpolation. The overall process is then conservative
as both interpolation techniques are conservative.

From this coupling it is expected to obtain higher values of FEMusS velocity field
along y* = 0.5. This behavior is indeed observed, as shown on the right of Fig.
2.21, where results for FEMusS grid 80 x 80 and OpenFOAM grids 20 x 20, 40 x 40
and 80 x 80 are reported for coupling case c1. As OpenFOAM grid resolution in-
creases the temperature field becomes more accurate, as seen on the left of Fig.
2.21, and FEMusS velocity field converges towards OpenFOAM solution. A com-
parison between cl and c2 methods is shown on the left of Fig. 2.22 where non-
dimensional velocity v* profiles along y* = 0.5 plane are plotted for the case of
FEMusS grid 80 x 80 and OpenFOAM grids 20 x 20, 40 x 40 and 80 x 80. In both
cases higher values are obtained with respect to uncoupled case. As OpenFOAM
grid resolution increases the velocity values decrease and for a given OpenFOAM
grid with c2 method slightly smaller velocity values are predicted. Galerkin inter-
polation of OpenFOAM piece-wise temperature field allows to obtain an increased
resolution in the calculation of buoyancy force. On the right of Fig. 2.22 a com-
parison of c2 results is reported, for FEMuS meshes 40 x 40 and 80 x 80 and
OpenFOAM grid resolutions 40 x 40 and 80 x 80. The change of OpenFOAM
mesh resolution does not lead to a sensible change of v}, values for mesh FE-
MuS mesh grid 40 x 40, while a more sensible difference is found in the range
z* € [0.1,0.3]. For FEMuS grid 80 x 80 the increase of OpenFOAM mesh resolu-
tion from 40 x 40 to 80 x 80 leads to a general decrease of v* values, v}, ... included.
Finally all the values obtained of v}, .. for the coupling case ¢ are reported in Table
24.

From the analysis of the obtained results for this simple case study some con-
clusions can be drawn on the optimal use of data manipulation for numerical code
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coupling of codes FEMuS and OpenFOAM. When using quadratic elements, an
OpenFOAM mesh should be used with an additional level of refinement with re-
spect to FEMuS grid, that means four times the number of elements for a two-
dimensional case. When a FEMuS solution is given from FEMuS to OpenFOAM
then it is better to perform a point-wise P2 P2 interpolation on OpenFOAM sup-
port and then calculate a piece-wise field with routine presented in Section 2.3.1.
For the data transfer in the opposite direction, the best results have been obtained
by performing first the MED conservative P0P0 interpolation from OpenFOAM
grid to FEMusS one and then a Galerkin interpolation in order to obtain a P2 field
out of the piece-wise one.
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Chapter 3

Immersed Boundary method

Over the last decades numerical simulation has become an increasingly widespread
tool to investigate complex engineering applications. Numerous computational
fluid dynamics (CFD) problems involve fluid flow around arbitrarily shaped ob-
jects, that can be either static or move with time. Such systems are characterized
by internal boundaries between fluid and solid regions with dynamically changing
geometry. In this regard, one of the challenges of devising numerical techniques
is to track the moving boundary and simulate its evolving interaction with the
system. Even though considerable efforts have been made, simulating moving
boundaries is still not a trivial problem. Methods for handling such problems can
broadly be classified into Lagrangian, Eulerian and combined formulations ac-
cording to their computational grid representation. Lagrangian methods feature a
moving computational grid that is dynamically adapted to the interface. Boundary
conditions can be applied at the exact location of the interface since its evolu-
tion is explicitly tracked. The major drawback to this approach is the continuous
grid rearrangement over the changing computational domain. Conversely, Eule-
rian methods do not track the interface explicitly but reconstruct it by means of
appropriate field variables. This allows a fixed grid formulation where the inter-
face is not treated as a sharp discontinuity, which implies smearing of boundary
information. In Eulerian methods topological changes are easier to handle since
they do not require mesh rearrangement work and thus they are particularly suited
for free surfaces applications.

Recent years have seen a significant interest in solution algorithms for fluid
flow around objects based on non-conforming grids, namely meshes that are not
configured to conform to the fluid-solid interface. Several numerical models re-
ferred to as immersed boundary methods (IB) have received attention due to their
remarkable advantages in simulating fluid flow around moving objects with com-
plex boundaries. The IB method was originally introduced by Peskin as a mean
to investigate cardiovascular flow patterns [26]. Although originally intended for
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biological fluid dynamics, the IB method has been successfully applied to a wide
range of CFD problems [27, 28, 29]. Such methods share as a common core fea-
ture the ability to simulate the presence of boundaries without fitting the compu-
tational grid to the immersed body. The grid generation process is not altered and
spacial discretization is performed over the whole computational domain, result-
ing in mesh elements being cut by the fluid-solid interface. IB methods constitute
a promising alternative to conventional body-conformal grid approaches. The pro-
cess of generating body-fitted grids requires extensive meshing work that may be-
come prohibitively expensive for complex geometries. In order to handle moving
boundaries problems, the grid needs to be regenerated at each time step, adding
up to the computational costs. By contrast, IB methods allows simplified spa-
tial discretization that results in more uniform computational grids obviating the
need for mesh rearrangement. Because tackling complex moving boundaries is
easier, non-conforming grid approaches experience less deterioration in grid qual-
ity which affects accuracy and convergence properties of the numerical scheme.
Another common point of concern underlying IB methods is the imposition of
boundary conditions on the fluid-solid interface. Conventional body-conformal
meshes allow boundary conditions to be specified directly on the interface grid
points with relative ease. Implementation of boundary condition is not as straight-
forward as in IB methods, which in turn may negatively impact the robustness
and conservation properties of the solution algorithm. IB methods account for the
fluid-solid interface and its effects through several different strategies, which are
extensively reviewed in [30]. The presence of the immersed body is mimicked by
means of additional source terms and modified boundary conditions which may
be imposed both by indirect and direct techniques.

In the present work, a finite element based IB method intended for simula-
tion of fluid flow around moving objects is discussed. Numerical solution of fluid
flow is computed on a fixed grid which spans over the entire domain, including
both fluid and solid regions, whereas moving boundaries are tracked by the mo-
tion of an additional grid defined on the solid body. The solid mesh accounts
for the movement of the object without altering the fixed computational grid and
consequently simplifying the discretization process. Coupling between fixed and
moving mesh is tackled by appropriate projections of fields and boundary con-
ditions. Thus, effects of moving objects on fluid flow may be imposed through
indirect means by introducing an adequate projection algorithm. The proposed
IB method succeeds in decoupling the equations for the fluid domain from those
imposed on the moving solid and consequently no numerical solution is required
for governing equations inside the immersed body.

An approach similar to Volume Of Fluid method for multiphase flows is here
used to distinguish computational regions between fluid and solid domains [31].
A computational grid is used to model the solid body and a unitary field is de-
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fined upon it. An indicator function on the computational grid where equations
are solved is then obtained as a result of node-wise P2P2 interpolation. The re-
sulting function allows to represent the immersed body and its location in the fluid
domain. Differently from the case of multiphase problems, where the indicator
functions is initialized at the beginning of the simulation and then advected ac-
cordingly to solved velocity field, the indicator function is obtained with a projec-
tion operator and needs to be computed once or at every time-step depending on
solid body law of motion. Additionally, a cell-wise volume fraction field is built to
evaluate each cell volume fraction occupied by solid body. Galerkin interpolation
scheme is used to retrieve a point-wise differentiable target field. This information
allows to explicitly track the fluid-solid interface through linear reconstruction in
arbitrarily shaped elements. The proposed method represent an efficient approach
to interface reconstruction since it enables the computation of interface variables
without being prohibitively complex and time consuming. Numerical solution for
fluid flow around a moving object is then accurately computed on the fixed grid.
At each time iteration the solid computational grid position is changed using an ar-
bitrary law, involving a fixed movement or an interaction with fluid through stress
calculation on fluid-solid interface. Consequently indicator function is interpo-
lated and the volume fraction field updated on the target mesh (fluid computational
grid). Numerical solution accuracy strictly relates to the robustness of the projec-
tion algorithm, thus it is worthwhile to investigate the interpolation process. We
assess the performance of the proposed IB approach with two significant test cases
with the intent of validating the numerical scheme.

As briefly described above, the proposed IB method heavily relies on interpo-
lation techniques discussed in Chapter 2. The main advantage of this immersed
boundary approach is that its formulation allows to handle both static and moving
objects, without the need of computing variables such as a signed wall distance be-
tween fluid computational grid nodes and the immersed body surface. This quan-
tity is computed to distinguish computational domain into fluid and solid regions
and its computation can be a cumbersome task is complex shapes are involved [27,
32, 33].

3.1 Numerical Modeling

Let us consider a moving rigid body €2,(¢) completely immersed in a fluid domain
2(t) and separated by a time dependent interface I'; ;(t) = 0 (t) N 0, (2), as
sketched in Figure 3.1 a). Any topological changes in the solid region affect in
turn the fluid domain €2¢(¢) in such a way that the entire computational domain
Q= Qy(t) U Q,(t) does not vary over time. The governing equations considered
here are the unsteady Navier-Stokes equation for incompressible laminar flows,
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Q;

Qf r fys

a) b)

Figure 3.1: Sketch representation a) of a computational domain made of a fluid
(€25) and solid (£2,) sub domains which interact through a fluid-solid interface
(I'4.s) and close-up view b) of computational grid cut by the fluid-solid interface.

namely
V-u=0, 3.1
Ou 1 9
E+(u~V)u:—;VP+u(V u)+g. (3.2)

where u is the velocity vector, p the density, P the pressure, v the kinematic vis-
cosity and g the gravity acceleration vector.

3.1.1 Immersed boundary formulation

In the present formulation of Immersed Boundary algorithm with §24(¢) and Q(¢)
the solid and fluid physical regions are respectively labeled, as sketched in Fig.
3.1 a). The union of these two regions will be denoted as 2. It is remarked that
(2 is not a function of time and that this region will be used as computational
domain. When dealing with immersed boundary algorithms it is important to
define a method for identifying fluid and solid regions. In literature many methods
are proposed, involving, for example, level set methods based on wall distance
between a mesh node and the fluid-solid interface [27, 28]. In the present work
an indicator function x(x, t), defined as a multidimensional Heaviside function, is
adopted. The field can be defined as

x(x,t) = / §(x' —x)dx’ VxeQ, (3.3)
Qs ()

where ¢ is the Dirac delta function. The possible values of y(x, t) over € are then

Y Vx € Q(t) .
x(@,t) = {o, vx € Q(1). 34)
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a) c)

Figure 3.2: Example of discretized indicator function of volume fraction « a),
interpolated volume fraction o’ b) and fluid-solid interface reconstruction together
with a mesh representation of solid body c).

Q.

J

Figure 3.3: Close-up view of interface reconstruction on a generic mesh element.

A discretized indicator function x"(x, t) is computed using the projection method
described in Section 2.3.1. In particular a source field 1) is defined on the solid
body mesh, with a uniform value ¥,(x) = 1Vx € . The field x"(x,t) is
then calculated as a projection of 1), over the computational domain, meaning
x" = |P|¢,. Alongside the continuous indicator function x” a cell-wise volume
fraction field « is defined so that, for each computational cell, o indicates the
fraction of volume occupied by the solid body. A continuous field, denoted as o’
is finally introduced and calculated with a Galerkin projection of volume fraction
«, namely

/ (d'o+~9Va' - V)dQ = / apdQ) Yo € HY(Q), (3.5)
0 Q
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Figure 3.4: Interface reconstruction inside a generic shaped quadrangle. Original
element, on the left, and element with reordered nodes, on the right, together with
interface orientation represented, thick line, and unit normal vector f.

where -y is an arbitrary diffusion coefficient. Galerkin interpolation scheme (3.5)
is obtained from general equation (2.22): source and target mesh, for this applica-
tion, coincides and source field gradient values are null across each cell as source
field o is a piece-wise field. Field o’ can be used to perform a linear reconstruction
of real solid-fluid interface I'; ; as labeled in Fig. 3.1 a) and b). An example of ob-
tained o and « fields, together with a linear interface reconstruction are reported
in Fig. 3.2 a), b) and c), respectively, for a case of circular solid body, whose mesh
is shown together with reconstructed interface.

3.1.2 Interface reconstruction

The reconstructed fluid-solid interface can be used for evaluating quantities of
interest, like the stress exerted from the fluid on solid body surface. A widely used
method for interface calculation is based on level set method where a field ¢ (x)
is introduced and defined as the distance between mesh nodes and the immersed
body surface. The field ¢)(x) has positive values for mesh nodes belonging to fluid
region while negative values characterize mesh nodes belonging to solid region.
The solid-fluid interface is then defined as I'; = {x € Q : ¥(x) = 0} [27, 28,
34]. The construction of field ¢ can be a cumbersome task for those applications
where 1 can not be defined analytically and where the solid body moves.

The present method involves an interface reconstruction based on volume frac-
tion field [35]. Since the volume fraction field calculation is handled by field
projection routines, the interface reconstruction can be performed for arbitrarily
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Figure 3.5: Interface reconstruction: decomposition of element €2, into two trian-
gles A, A, and trapezoid 7 using lines parallel to interface.

shaped objects. As presented in Fig. 3.3, a generic mesh cell, labeled as €2;, hav-
ing a volume fraction value 0 < «; < 1, can be divided into sub-elements Qé and
)7 by means of a straight edge. The interface normal unit vector n is calculated
as the ratio of local ¢ field gradient and the gradient modulus. The interface edge
Fj?l inclination is computed in accordance to n, while its position is determined
from an area conservation equation, namely

J

The algorithm for interface reconstruction has been developed to work with bi-
dimensional grids made of arbitrarily shaped quadrilaterals, so that the fluid-solid
interface can be reconstructed on non-regular meshes. For each intersected cell,
i.e. having a value of a in the range o € [0+¢, 1 —¢] with € being a tolerance factor,
the intersection points between cell edges and linear interface are labeled as I' and
I%. Once the orientation of interface edge is calculated through the gradient of o/,
each intersected cell can be seen as the union of two triangles and one trapezoid, as
shown in Fig. 3.5. A generic element {2°, made of 4 nodes Fy, P;, P, P; ordered
in counter-clockwise direction is considered, as represented on the left of Fig.
3.4. In order to simplify the computation of node I' and I? coordinates a new
node numbering is defined, Py, Py, P, P;, so that inclination of new diagonal
do—2 is always higher than that of d;_,3, and F; y coordinate value is smaller
than P one. Starting from Fj;, node numbering is assigned in counter-clockwise
direction, as represented on the right of Fig. 3.4. In the Figure diagonals dy_,o
and d,_,3, connecting respectively nodes Fj-FP5 and P;-P;, are drawn, together

dQ) = aj/ das). (3.6)
Q.

s
J )
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with a line denoting the orientation of interface to be reconstructed and the unit
normal vector i = —Va//|Vd/|. A new reference frame x*, y* is defined as
follows. First the reference frame is built in a way that axes origin coincides with
node P, then, depending on the inclination of interface and of diagonals d;_,3
and dy_,, the reference frame is rotated so that either node P or P; will lay on
x* axis. In particular, by denoting with dy 2, d; 3 and d; the angular coefficient of
diagonals dy_,2, d;_,3 and of interface, reference frame is rotated so that P;* will
lay on x* axis if d; > dy_2 or d; < d;_,3, otherwise so that P; will lay on z*. This
procedure allows to use the family of lines parallel to the interface to decompose
element (2, into two triangles and a trapezoid. For the sake of simplicity, a final
node numbering P, P;t, P, P;" is introduced. This numbering is determined so
that P, is the node laying on z* axis with minimum value of z* coordinate and
then proceeding in counter-clockwise direction, as shown in Fig. 3.5. Additional
nodes P!, P2 are found as

e P!intersection of line parallel to interface, drawn from point P, with seg-
ment P;" P; or with line parallel to interface, passing through P;" and in-

tersecting with segment Py P;"

e P2 intersection of line parallel to interface, drawn from point P;", with seg-
ment P;" P or with line parallel to interface, passing through P, and in-

tersecting with segment Py P}

For each of P! and P? two possible nodes are found, as shown in Fig. 3.5 with
orange and blue colors respectively. The correct nodes are found by applying the
constrain that both P! and P? must belong to €).. Element 2, has been divided, in
Fig. 3.5, into triangle A;, with area A,, having vertices {POJr , p! , P; }, trapezoid
T, with area T and vertices { P, , P;" | p2 pt }, and triangle A,, with area A, and
vertices {P;", P;f , P?}. Triangle and trapezoid areas can be calculated with the
following expression

1 n
S = 5 ;ﬂfi(?/iﬂ - yi—l) ) 3.7

with n being the number of sides, (x,y) the coordinates of the vertices numbered
in clockwise or counter-clockwise direction.

Depending on 2. « value, reconstructed interface can be placed in one of the
three areas 4;, As and 7. Given (2, total area A, cell area overlapped by the
solid body is awA. Depending on the sign of x* component of unit vector n*,
triangles and trapezoid areas can be ordered in the sequence {A;, T, .A;} so that
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Figure 3.6: Interface reconstruction: case of interface points {I* , I?} lying inside
a triangle.

the following relations hold:

CASE A: if oA € [0, 4] then {I', I*} € A,
CASEB: if wd € [A;, A; + T then {I*,I°} € T
CASE C: if aAd € [A4; + T, Al then {I', I*} € A;

CASE A and CASE C

In the case of {I', I?} lying into a triangle, then coordinates of interface nodes
can be calculated as follows. An area A, is determined as

Apast = A for CASE A
Aast = (1 —a) A for CASE C

represented with green color in Fig. 3.6. Being A;, the area of the triangle, A; for
CASE A or A; for CASE B, the following relation valid for similar triangles can be

used

A _[1 Atask A —[2 \/AtCLSk

—_— y = y 3.8
A B \/ Atr A C Atr ( )

to easily compute coordinate values for I* and I2.
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D 2 c
" Atask
A I B
.:E*

Figure 3.7: Interface reconstruction: CASE B1 of interface points {I!, I*} lying
inside the trapezoid, with limiting case of trapezoid being a parallelogram. Task
area shown with green color.

CASE B

For CASE B of interface lying inside the trapezoid two variants are considered.
The angular coefficient of the line passing through vertices P, and P;" is labeled
with dy 3. The two cases are differentiated by d, 3 value, namely the limiting case
dy3 ~ 0 (CASE B1), for which the trapezoid is a parallelogram, and the more
general case dy 3 # 0 (CASE B2). For CASE B1 atask area A, can be calculated
as

if f*(z) < 0 Apask = oA — A;
ifn*(z) >0 Aast =T + Ai — aA,

as shown in Fig. 3.7. Being dx the distance between nodes ' and B, and dy the
height of the parallelogram, then dx - dy = 2A;,., leading to an easy calculation
of I' and I? coordinates. For the more general situation of CASE B2, an auxiliary
node is used, P,,., determined as the intersection between axes x* and the line
passing through vertices P;” and P;". As for precedent cases, it is useful to define
a task area Ay, ;. Following the trapezoid vertices numbering shown in Fig. 3.8,
with Aj 4., We refer to the area of triangle with vertices Tf , Py, , T5. Task area
Ajyask, shown in Fig. 3.8 with green color, is calculated as
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Figure 3.8: Interface reconstruction: CASE B2 general situation of interface points
{I' | I?} lying inside the trapezoid. Task area shown with green color and trape-
zoid vertices are highlighted with orange color and relative numbering.

o ifdss >0
ifn* (17) <0 Apask = AS,O,aux +T + Az - 04-/4’
if n* (IL‘) >0 Atask = -/43,0,auz - (Az - O[A) )
o if d273 <0
lf ﬁ* ([L’) < O Atask == AB,O,au:c - (T + AZ - OéA) y
if n* (l') >0 Atask = A3,0,aux + (AZ - OéA) :

With a more compact expression, the general formula holds

1 1
Apask = As0.aust 1 {ﬁT - f2 (§T+ A; — OKA)} ) (3.9)
fi =sign(da3), fo=sign(A*(x)). (3.10)

By construction, task area A, is the area of the triangle with vertices I, P,
and I, with I' and P,,, lying on z* axes. The area of the triangle can then be
calculated as

Ak = 5| P) - (Pasal) = T'(@))]. (3.11)
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Interface point I? is determined as the intersection of the line with angular co-
efficient d; passing through ' and the one with angular coefficient ds 3 passing
through P,,., so

P(y*) = di(I(x*) — I'(2*)) = dos(I*(2*) — Paux(2¥)). (3.12)
It is obtained

d2,3Paux<x*> - d[[1<l'*)
dos — dj ’

(Poue(x*) — I'(2%)). (3.14)

IP(z*) =

(3.13)

dida3

P(y") = Do ds

Writing equation (3.14) into (3.11), 2* coordinate of interface node I' can be
finally calculated as

Il(x*) = Pau:c( +I h = dld23 2Ata5k
d23 —d

T e{~h, h}:Te[Ty(a"), Ti(z")]. (3.15)

Once that I* and I? coordinates have been calculated in the local reference frame
x* ,y* an inverse change of coordinates system is applied in order to obtain I' and
I? in global reference frame z , y. With the above illustrated algorithm it is possi-
ble to reconstruct fluid-solid interfaces in arbitrarily shaped quadrilaterals, if affine
elements are used, since straight element sides are required. The combination of
non-regular meshes and immersed boundary method allows to solve the system of
equations on a computational grid that fits the physical domain and to model the
presence of obstacles with immersed boundary method. This strategy is similar to
the immersed boundary method based on curvilinear background grids CURVIB,
where governing equations are solved on a background curvilinear boundary-fitted
mesh and moving bodies are modeled with immersed boundary method [29, 36]. It
could be stated that with the proposed method, a solid body fitted grid II is used, so
the real solid-fluid interface is already known. This is surely true, but its use could
be not very straightforward. The reconstructed interface is sure an approximation
but, as a great advantage, each interface segment lies within a unique interface
cell, so the computation of variables such as drag coefficient can be carried with
sustainable computational effort. When performing integration over real interface
line, using Gauss method, it is not known a priori where each Gauss node belongs
on computational grid €2, in order to interpolate the desired variables upon it. A
point-locator algorithm should then be used, with a great increase of the compu-
tational cost and without the certainty of an increased accuracy in the computed
values. As an example of interface reconstruction, the case of a more complex
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Figure 3.9: Test geometry for interface reconstruction.

*e e

«a

000 025 05 075 1.00 000 025 05 075 1.00 000 025 05 075 1.00

| . R | . . | . .
CASE A CASE B CASE C

Figure 3.10: Interface reconstruction. Volume fraction field «, interpolated field
« and reconstructed for three different target mesh grid resolutions.

o’ o’ o’

001 024 05 075 101 001 024 05 075 101 001 024 05 075 101
CASE A CASE B CASE C

Figure 3.11: Interface reconstruction. Interpolated field o for three different
target mesh grid resolutions.

object obtained from the union of 4 circles, represented in Fig. 3.9, is here consid-
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CASE A CASE B CASE C

Figure 3.12: Interface reconstruction. Reconstructed interface compared with
original geometry for three different target mesh grid resolutions.

a) b)

Figure 3.13: Interface reconstruction on a regular grid a) and on non-regular mesh
b). With red color the original solid body, shown above « values of interface cells.

ered. Each circle has a diameter of 0.1m and the target grid is a squared domain
with side L = 0.4m. Three different grid resolutions are considered, i.e. CASE A:
40 x 40, CASE B: 80 x 80 and CASE C: 160 x 160. For the three different cases
it is obtained a resolution, expressed as number of target mesh cells per diameter,
of 10, 20 and 40. The results are shown in Fig. 3.10, Fig. 3.11 and Fig. 3.12, in
particular for volume fraction field «, the interpolated field o/ and finally the re-
constructed interface, compared with the original solid body shape. It can be seen
that even for the coarsest case a good approximation of solid interface is obtained.
As the grid resolution increases a more accurate reconstruction is obtained. It can
be seen that interface near circle intersection points is not captured as for this sim-
ulated case the mesh grids are tangent to circle geometries in those points. An
interface reconstruction of the same solid geometry is performed on a non-regular
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computational grid, as shown in Fig. 3.13 where a comparison on a close up view
of reconstructed interfaces for CASE A is reported between results obtained with
regular and deformed grid. The deformed mesh has been obtained starting from
grid 40 x 40. A displacement vector field S has been applied to decrease the total
amount of overlapped area of interface cells, that means

A= [ ad, Q"={QFCQ": q;e[0+¢1—¢}. (3.16)
Qh
It can be indeed observed from the values of « shown in Fig. 3.13 that the amount
of overlapped interface cell area A, is smaller for the case of deformed grid.

The Navier-Stokes system of equations is solved over the entire computational
grid €2. On mesh nodes that lay within the solid region the velocity field is imposed
with a Dirichlet condition, so that momentum balance equation is not solved on
those nodes. Incompressibility constraint is applied everywhere, with a modifica-
tion for intersected cells expressed as follows. The weak formulation of the solved
system of equation is obtained as

Ou

E-cpd9+/(u~V)u-cde:
Q Q

1
:_;/Vp.¢dQ_/y(Vu+VuT):VgadQJr
Q
Q

+/ [v(Vu+ Vu") -n] - pdQ, Vo € Hy () (3.17)
r
Jo,(V-w)ydQ =0, V€ L) VQ:a;<a
Jo, AVPP =V u) dQ =0, Ve L}Q)  Y:a;>a
(3.18)
u; = U, Vx; o ox(xi,t) =1, (3.19)

where A is a constant value and & is a threshold value. In cells where o > &
we solve a pressure equation that is similar to the ones used in velocity projection
methods [37]. It will be later shown that this equation allows to obtain a smoother
pressure field. As reported in (3.19), the fluid velocity field in the solid-occupied
computational region is modeled with the solid velocity field. In particular, the
values u, imposed in (3.19) are obtained by a point-wise projection of the veloc-
ity field u, that is defined on the solid body mesh, namely G = |P|u,. It can
be seen from the solved system of equations, in the present immersed boundary
formulation additional forces for the imposition of boundary conditions along the
solid-fluid interface are not used. The algorithm used for the realization of the
numerical simulation with the present immersed boundary method can be summa-
rized, for a generic n-th time step, as:
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inlet @ outflow

Figure 3.14: Sketch of the physical domain.

afm] b[m] c[m] d[m] L[m]
0.21 0.2 0.2 0.1 2.2

Table 3.1: Geometrical parameters of the simulated domain.

1. Solid position on computational grid: creation of volume fraction «, projec-
tion of solid velocity i, and indicator function y"

Solution of system of equations
Calculation of interpolated volume fraction o/
Reconstruction of solid-fluid interface I'y

Stress calculation

A

Update solid position and velocity field

We remark that the present algorithm can be used with arbitrarily moving solid
objects as the indicator function is calculated using a field projection from the
solid body mesh to the computational grid. Moreover, if the solid body position
is fixed in time, in the above described algorithm steps (1), (3), (4) and (6) can be
performed just once.

3.2 Results

In the present section we describe the results obtained for two different test cases,
involving both a fixed and a moving obstacle.

3.2.1 Flow around a cylinder at Re=20

The present test consists of simulating a stationary fluid flow around a fixed cylin-
der. This benchmark case is well studied in [38]. Let U,, d and v be the mean
inlet velocity, the cylinder diameter and the fluid kinematic viscosity, respectively.
The resulting Reynolds number is Re = Uyd/v = 20. A sketch of the simulated
domain, together with the imposed boundary conditions, is reported in Fig. 3.14,

72



3.2. Results

REFO REF1 REF2
d/éx = d/dy 7.2 14.5 29
€ —1.5x107° —6x10% —1.4x10°6

Table 3.2: Grid resolution and mass loss coefficient for the three different used

computational grids.
P
>0.13
I— 0.092

- 0.054
I 0.017
< -0.02

Figure 3.15: Influence of diffusion coefficient A on pressure field and flow stream-
lines in the near solid region.

10-°

REF0 REF1 REF2

while the geometrical parameters are described in Tab. 3.1, where L is the length
of the channel. A parabolic velocity profile is imposed on the inlet section, namely

(ymax - y) (y B ymzn)
(ymax - ymin)2

U(z,y) = 4Upnaz : (3.20)
where ¥4 and y,,;, are the channel maximum and minimum y coordinate val-
ues, and U, is the maximum velocity value, U,,,., = 1.5Uj. One major concern
when dealing with immersed boundary methods is mass conservation. For the
present case we use three different computational grids with increasing levels of
mesh refinements, in order to demonstrate that the proposed method allows to ob-
tain a good mass conservation. The three different meshes are parameterized as a
function of grid resolution with respect to the obstacle diameter and will be here-
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AP (&)
Case 10=° 10°% 100' 1075 10°2® 107!

REF0 0.1072 0.1122 0.0741 5.051 5.185 5.351
REF1 0.1105 0.1116 0.0671 4.897 5.014 5.224
REF2 0.1162 0.1120 0.0532 4912 5.019 5.060

Reference 0.1175 5.579

Table 3.3: Computed values of pressure difference AP between front and rear
side of the cylinder and of drag coefficient ¢4, together with reference data [38],
ordered for increasing mesh refinements and values of diffusion coefficient \.

after labeled as REFO, REF1 and REF2, where the number stands for the number
of refinements. The grid resolution for the three different meshes is reported in
Tab. 3.2 as a function of the ratio d/dz, where d is the obstacle diameter and 0 is
the mesh size along x direction. In order to evaluate the behavior of the proposed
immersed boundary method regarding mass conservation, we report the values of
mass loss fraction ¢ defined as (Uy — Uy, out)/Up, Where U, o, is the mean out-
let velocity. It can be seen from the values reported in Tab. 3.2 that the mean
outlet velocity is slightly higher than the mean inlet velocity value and mass loss
fraction decreases by approximately an order of magnitude using a double mesh
refinement. In the present test we studied the influence of the diffusion coefficient
A that is used in (3.17) for the pressure equation in the solid-occupied cells. In
Fig. 3.15 we report a set of close-up views of the pressure fields obtained with
the three different mesh refinements and with three different values of A\, namely
1075, 1073 and 10~1. We see that pressure spots arise in the vicinity of fluid-solid
interface when using a small value of A. Although A value has not a sensible im-
pact on mass conservation (the values of Tab. 3.2 refer to A = 1073 but are quite
the same for each of the tested values of \), we see that A\ has a great impact on
fluid behavior in the near solid body region, as can be seen from the flow stream-
lines reported in Fig. 3.15. Finally we compare the obtained results for pressure
difference AP between front and rear side of the cylinder and drag coefficient ¢4
with the reference ones, discussed in [38]. The computed values for all simulated
cases, in terms of computational grid and A values, are reported in Tab. 3.3 along
with reference values. The drag coefficient is here calculated as

2F,
 pdUg

Cd

F :/ (1 (Vu+ Vu') —pI] - 7dS (3.21)
S

where 7 is the normal to the solid-fluid interface, pointing from solid to fluid
region, S is the area of solid-fluid interface and F). the x component of the stress
F. In the present case the integral is calculated over the reconstructed interface.
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Figure 3.16: Sketch of the simulated domain for the case of flow around an
impulsively started cylinder.

REF0
—— REF1 4.5 1
—— REF2
== KOU, 40 4.0 A

,,,,,

T T T T T T T T 1.0+ T T T T T T T
0.0 0.5 1.0 1.5 2.0 2.5 3.0 3.5 0.0 0.5 1.0 1.5 2.0 2.5 3.0 3.5

Figure 3.17: Comparison of drag coefficient evolution, for cases REF0, REFI
and REF2 a), with analytical law (dotted line) [39] and numerical reference values
(dash-dotted line) [40]. The same comparison is shown for case REF2 and two
different values of A b).

With small values of A\ we observe a slight underestimation of pressure difference,
ranging from 1 to 8 %, while with A\ = (0.1 we obtain much higher errors (37 to
54 %). If we exclude the case A = 0.1, the percentage difference between the
computed drag coefficient and the reference one lays in the range 7 to 12 %.

3.2.2 Flow around an impulsively started cylinder

In the present test we simulate the case of a cylinder that is impulsively put in
motion with a constant and uniform velocity Uy. For this particular case an ex-
perimental study was performed in [43], as well as numerical simulations with

75



Chapter 3. Immersed Boundary method
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Figure 3.18: Equi-vorticity contours for the three simulated cases at three differ-
ent non-dimensional time steps. Vorticity values range from -3 to 3 with a step of
0.4.

vortex method [39, 44, 40] and immersed boundary techniques [41, 42] for vari-
ous Reynolds numbers. A sketch of the simulated domain is reported in Fig. 3.16,
together with parameters a, b and d, denoting the domain width, height and cylin-
der diameter respectively. The computational box is characterized by the values
a = 12d and b = 10d. A no-slip boundary condition is imposed on all boundaries.
The Reynolds number, based on cylinder velocity modulus Uy, cylinder diameter
and fluid kinematic viscosity, is equal to 40. At time ¢ = 0 the cylinder is put into
motion with a constant velocity, moving from right to left. The simulated time
interval is ¢ € [0, 3.5¢], where # is the reference time constant, ¢ = d/U,. Numer-
ical results will be presented as a function of non-dimensional time t* = ¢/%, in
order to compare them with literature values [39, 40, 41, 42]. We use two different
computational grids that are characterized by the following mesh sizes dz and dy,
along x and y direction: 0x = dy = d/9 for case REF0, dz = oy = d/18 for
case REF1 and 0x = dy = d/36 for case REF2. In Fig. 3.17 we report the time
evolution of the drag coefficient ¢, for the three simulated cases and compare them
with the reference numerical results [40] and with the analytical relation proposed
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Figure 3.19: Reference equi-vorticity contours for vorticity values ranging from
-3 to 3 with a step of 0.4. Values at non dimensional times ¢* = 1, 2.5, 3.5 a) and
for non dimensional times t* = 0.5, 2.5, 3.5 b). Pictures taken from: a) [41], b)
[42].

in [39], namely

AT T 15

which is valid for t* < 0.5. As in the previous test, the drag coefficient is computed
using (3.21) on the reconstructed solid-fluid interface. The comparison is made be-
tween results obtained with the three different mesh resolutions and A = 5 - 1073
in Fig. 3.17 a) and between values calculated with the finest grid and two different
values of A\, namely A = 1-1073and A = 5- 1073. It can be seen that values of ¢4
are characterized by the presence of oscillations for each simulates case, with some
peculiarities. From Fig. 3.17 a) it is seen that oscillations have higher peaks and
occur with a larger frequence, for case REF0, while for REF2 they have smaller
peaks and higher frequence. These oscillations are caused by the projection of
solid velocity field onto the computational grid, altering the solved velocity field.
As solid body moves, target mesh cells where velocity field is projected change
with time. This fact leads to local lack of incompressibility, so that pressure peaks
arise to restore the condition V - u = 0. Since the computational grid has a ho-
mogeneous discretization, a pressure oscillation is observed every time that the
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1.4 4 = REFO

1.2 1

1.0 1

0.8 1

0.6 1

0.4 1

0.2 1

0.0 T T T T T T T T
0.0 0.5 1.0 1.5 2.0 2.5 3.0 3.5

Figure 3.20: Time evolution of recirculation length [ and comparison with refer-
ence data [43].

solid body changes its position by a quantity equal to grid size dz, i.e. with a
period At* = §z/d expressed in non dimensional time. For coarser grids oscilla-
tions occur with higher period but when velocity field is projected on a new cell
a more sensible modification is obtained, causing higher pressure peaks. In Fig.
3.17 b) the comparison of ¢, time evolution is made between results obtained for
case REF2 and two different values of A\. As expected, drag coefficient oscillations
occur with the same frequency as the computational grid is the same for the two
cases. Oscillation peaks are smaller the case of higher )\ value, showing that a
smoother pressure field is obtained. Drag coefficient values are slightly underes-
timated, with respect to the reference values [40], in the interval t* € [0, 2|, while
for higher values of the non-dimensional time we observe a good agreement. A
comparison between the simulated cases of the obtained vorticity w values is re-
ported in Fig. 3.18 for three different time steps, namely t* = 0.5, t* = 1.0,
t* = 2.5 and t* = 3.5. In particular, non-dimensional vorticity w* contours are
shown in a range w* € [—3, 3] with increments of 0.4, in order to compare them
with the reference results, shown in Fig. 3.19 [41, 42]. Comparing case REFO and
REF1 we see that grid spacing has a major impact on the evaluation of vorticity in
the fluid area behind the cylinder and also in the estimation of a higher vorticity
region. An increase of mesh resolution from REF1 to REF2 leads to less consid-
erable changes in the predicted values of w*. We observe a very good agreement
with the reference profiles even though the maximum mesh resolution used here
is much smaller, namely dx/d = 36 instead of dx/d = 50 and éx/d = 100 [41,
42]. As a final test we study the evolution of the recirculation zone length /. Non-
dimensional values of this variable, I* = [/d, are plotted against non-dimensional
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time t* in Fig. 3.20 for all the simulated cases and compared with reference val-
ues [43]. The length [* is calculated by examining the velocity field U — Uy, i.e.
from a reference frame defined on the moving cylinder. For the first part of the
simulated time interval, namely ¢* < 1, we observe a good agreement between
our results and the reference ones. For higher values of non-dimensional time the
results obtained from case REFQ increasingly underestimated [;, while the ones of
case REF1 and REF?2 are still close to reference data.

With the results obtained from the two simulated cases some conclusions can
be drawn. The present immersed boundary method is based on numerical fields
projection, so on routines discussed in Chapter 2, proving the great versatility of
the developed computational platform. Two computational grids are used: one for
the solution of Navier-Stokes system of equations and one built on the solid body.
This latter grid is particularly important because solid velocity field and additional
fields are defined over it and then projected onto the first computational grid. Field
projection allows to deal with static and moving objects, but also with arbitrarily
shaped objects. An algorithm for solid-fluid interface reconstruction has been
proposed to recover an approximated linear interface on fluid computational grid.
The algorithm works with arbitrarily shaped quadrilateral affine elements so it
can be used with non-regular grids bi-dimensional grids. Two different tests have
been performed, to evaluate the accuracy of the present method with the cases of
static and moving solid body. Obtained results have shown a good agreement with
reference data [38, 39, 44, 40, 41, 42].

Future developments of the present method will involve an extension to three-
dimensional problems. Interface orientation can be easily calculated, while inter-
face reconstruction is a more difficult task, due to a greater number of possible
intersection types [29]. Moreover the immersed boundary formulation can be ex-
tended to problems involving heat transfer and fluid turbulence. In particular the
use of wall function boundary conditions can be an interesting strategy to deal
with turbulence and immersed boundaries [45]. CFD simulations have been per-
formed for this kind of geometries and mesh generation is not a trivial task [46, 47,
48, 49]. Complex geometries as wire wrapped nuclear reactor bundles can then
be simulated using a mixed approach with body conforming mesh and immersed
boundary method for modeling the wire geometry.
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Chapter 4

Turbulence modeling

With the present PhD study a new logarithmic formulation of a four parameter
turbulence model is proposed with the intent of providing a reliable tool for nu-
merical study of heat transfer in low Prandtl number fluid turbulent flows. In the
present Chapter the derivation of the four transport equations that are used in the
four logarithmic parameter turbulence model is described. After a brief discussion
on turbulent flow problems, the Reynolds Averaged Navier-Stokes system of equa-
tions (RANS) are introduced together with reference solutions that are used in the
modeling process. The transport equations for turbulence representative variables
are obtained from the RANS system and the modeling of eddy kinematic viscosity
v, and turbulent thermal diffusivity «; is explained.

Turbulent behavior of fluid flow is encountered in many everyday life situa-
tions. Since the first observations of Leonardo Da Vinci on fluid flow, with the
drawings shown in Fig. 4.1, fluid turbulent behavior has been studied by scientists
and researchers. For a given domain, with a representative space length [, with
characteristic fluid velocity u and kinematic viscosity v, the turbulent behavior is
normally observed when the Reynolds number Re = ul/v has a high value, be-
ing Re > 10 a good hint. Different from the laminar case, turbulent flows are
irregular and chaotic with vortex structures that develop on a wide range of length
scales. Increased diffusivity comes with the chaotic behavior, so friction and heat
exchange are enhanced on solid walls. For Newtonian fluids, with density p and
specific heat c,, transient turbulent incompressible flows can be simulated using
the Navier Stokes system of equations, consisting in a mass conservation equation,
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Figure 4.1: Leonardo Da Vinci drawings from observations of water turbulent
behavior.

a momentum balance equation and an energy balance equation as follows

V.-u=0, 4.1)
ou 1

T 1

o | wvr="tv.q. 4.3)
ot PCp

where (4.1) represents the constrain for incompressible flows, (4.2) the momen-

tum balance equation and (4.3) the energy balance equation. The state variables,
describing the fluid in this system of equations, are the velocity vector u, tempera-
ture 7', the stress tensor o and the heat flux q. The buoyancy force F, is calculated
with Boussinesq assumption as F, = g(1 — §(T" — T,.)), where (3 is the thermal
expansion coefficient, g the gravity vector and 7;. a reference temperature. We set
T, such that p, = ST, with p, the reference density. In order to close the system
of equations, the stress tensor is modeled as

o=-pl+T1, “4.4)
where p is the pressure field and 7 the viscous stress tensor that, for a Newtonian

fluid, is

2 2
T:2uD—§u(V-u)I:u(Vu—|—VuT)—gu(V-u)I. (4.5)

In case of an incompressible fluid the viscous stress expression reduces to T =
2uD, where D is called as strain tensor. The heat flux vector q is modeled using
Fourier’s law

q=—-\VT, (4.6)
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where ) is the fluid thermal conductivity. The system of equations is then trans-
formed into

V-u=0, 4.7)
a—11+(u V)u——lv +V.7-F (4.8)
8t - 0 p b .

%—f +u-V7T =aV?T. (4.9)

The above system of equations may be used to simulate both laminar and turbulent
flows if a proper grid resolution is adopted. In turbulent flows, eddies develop on
a wide range of characteristic lengths. Larger eddies take place in the bulk flow
region. Their structure is then stretched and distorted and the kinetic energy is
transferred to smaller eddies. This process, called energy cascade, continues until
the kinetic energy is dissipated to thermal energy by action of viscous forces. A
balance equation for the mechanical energy can be written by multiplying (4.8)
with velocity u, obtaining

2
gaalt = —gu-VuZ—V-(pu)+pV-u+V-('r-u) —7:Vu+F,-u. (4.10)
On the right hand side of (4.10), the first is the convective term, the second repre-
sents the pressure work, the third takes into account the conversion of mechanical
energy into internal energy due to expansion/contraction, the fourth and the last
the viscous force and buoyancy force work, respectively. Since the viscous stress
tensor is a symmetric one, the term € = 7 : Vu can be written as

T:Vu:%T(Vu—i—VuT):,uD:D, (4.11)

and it is then always positive. Having a negative sign in (4.10), € always acts
as a dissipative term which transforms mechanical energy into thermal energy.
This is related to velocity gradients, so it is higher where higher velocity gradients
occur. The size of the smallest eddies can be estimated with the Kolmogorov
characteristic lengths that are determined using fluid kinematic viscosity v and the
dissipation of kinetic energy ¢, as dissipation occurs at the finer scales by action
of viscous forces. Reference scales for velocity, space and time are then obtained
as

up = (ve)’t, L= P/, = (v/e)Y2. (4.12)

On a bulk scale, the reference velocity and length are labeled as u( and [, and are
used to define the Reynolds number Re = wugly/v. During the energy process the
kinetic energy is transferred from larger to finer eddies at a constant rate ¢, so its
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order of magnitude can be estimated using bulk reference scales, ¢ ~ u3/ly. The
ratio bulk to Kolmogorov reference scales leads to the following values [50]

U/ up, = (V€)_1/4U,0 = (uolo/u)l/4 = Re'/*, (4.13)
lo/l = (V3 /e) "y = (nu® Judld) Y4 = Re3/* (4.14)
to/te = (1)) "2ty = (ugly/v)V/* = Re'/? . (4.15)

Turbulent flows can be fully resolved with (4.7-4.9) if the grid resolution is smaller
then Kolmogorov length scale, i.e. with a number of elements that is proportional
to Re”/* for a three-dimensional simulation. For theses reasons complex systems
require a huge amount of resources when studied with Direct Numerical Simula-
tions (DNS).

Turbulence models have been developed with the aim of overcoming the com-
putational requirements of DNS simulations still retaining the main physical fea-
tures of the flow. Among them, Reynolds Averaged Navier Stokes systems of
equations (RANS) are widely used. They are based on a decomposition of instan-
taneous variables as the sum of a mean and a fluctuating value

a=a+a, (4.16)

where (-) stands for the mean operator and (-)’ for the fluctuation value. The RANS
approach involves time averaging

t+At

E(X,t):é / a(x, )t @.17)

t

where the time interval At needs to be sufficiently large to establish an unique
mean value a. It is remarked that the average of an averaged value @ is still equal
to @. Having this in mind, from equations (4.16) and (4.17) the following relation
holds

G=a+d=a+d — d=0, (4.18)

so the mean value of the fluctuating component is always considered to be equal
to zero. Some useful properties on time averaging can be recalled as follows [51]:

¢ independence from constant multiplication
ch=co

e addition has no effect on averaging

V+o=v+¢
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e commutation for differentiation and integration

The mean value of the product between fluctuations cannot be considered null, so
the mean value of the product between to instantaneous properties a and b is equal
to

ab=(a+a)b+b)=ab+a-V+d-b+al =ab+al.

4.1 The Reynolds Averaged Navier Stokes system of
equations

The RANS system of equations is obtained by applying the mean operator to the
system (4.7-4.9). For the continuity equation, incompressibility constrain must be
satisfied by both instantaneous and mean velocity field, leading to

V- -u=0
V- u=V.ua+V-ud=V-u=0. (4.19)

As a consequence, also the fluctuating velocity field u’ is incompressible. The
mean momentum balance equation is

oua 1

8—1: +u-Vvu= —;Vﬁ+ V- [v(Va+va')] +

~V-uu +Bg(T-T,). (4.20)

Equation (4.20) is very similar to (4.8), with the term V - wu’ being the only
exception. In particular this term, known as Reynolds stress tensor, represents a
transport of momentum due to fluctuating velocities. In a similar way the mean
energy balance equation is obtained as
or — _ S

E%—u-VTzV-(aVT)—V-u’T’. 4.21)
As for the case of mean momentum balance equation, an unknown term is intro-
duced in (4.21) as a consequence of convective term averaging process. This new
term V - w7” is known as turbulent heat flux and represents a transport of energy
that combines fluctuating temperature and velocity fields. The averaging process
gives a new system of equations that can be solved with a smaller amount of com-
putational resources if compared to those required by DNS simulations. On the
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other hand, information on instantaneous fields are lost, as a consequence of the
averaging process, and new unknown terms are introduced in the system (4.19-
4.21), namely the Reynolds stress tensor 7" = —pu/u’ and the turbulent heat flux
q" = —pc,W'T’, which depends on fluctuating velocity and temperature fields.
These terms are important and need to be carefully modeled since it is through
them that the effect of turbulence on the mean flow can be studied. Unknown
components of 7" and q" can be calculated by solving a proper transport equation
for each one of them, that consists in a system of nine additional equations for a
three-dimensional problem. This approach increases the computational cost and
requires an accurate modeling for the unknown term such as the 7" and " com-
ponents. A widely used closure strategy consists of modeling Reynolds stresses
and turbulent heat flux components with mean velocity and temperature gradient
components and two turbulent diffusion coefficients, the eddy kinematic viscosity
vy and eddy thermal diffusivity oy

7_-7“ = Ql/tbl"]' s (422)

/L?j

@ =a, VT -1, (4.23)

where D is the mean strain tensor and i is the i-th unit vector direction. The
new turbulent diffusion coefficients are modeled with the turbulent kinetic energy
k=05 m and characteristic time scales 7;;. In the present work we use a four
logarithmic parameter turbulence model, i.e. a model composed by a system of
four transport equations that are solved to obtain turbulent characteristic quantities
as a function of the turbulent kinetic energy £, its dissipation rate ¢, mean squared
temperature fluctuations ks = 0.5 7”1 and their dissipation rate €,. Characteristic
time scales for dynamical and thermal turbulence are calculated with these new

variables, leading to the following simplified equations for v, and oy
v = Cykr,(k,e), ap=Cukta(k, e, ko, cq), (4.24)

where C, and C',, are model constants and 7, and 7, are two modeled time scales.
In the following sections the exact transport equations for k, ¢, kg and €4 are de-
rived and discussed. The four logarithmic parameter turbulence model is obtained
and, finally, the models for 1, and o are presented. As it will be shown, the closure
problem cannot be solved with the introduction of £, ¢, ky and €4 exact transport
equations because many unknown terms, i.e. higher order moments, appear in
those equations. It is then necessary to model unknown terms in order to get a
closure of the interested system of equations. For this reason some hypothesis are
introduced [52]:

1. Turbulent diffusion of a variable ¢ is considered proportional to its gradient.

2. Small eddies are isotropic.
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3. All turbulent quantities depend on uguj, wT", k, e, kg, g9, 0, T, p, v and a.
4. Turbulent scales are function of k, € and v, in particular (k, ) for large

eddies and (v, ¢) for small eddies.

Among the above mentioned hypothesis, 2) implies that off-diagonal components
of Reynolds stresses are zero and that diagonal components are all equal to 2/3k
[53]. A clear explanation of the physical meaning of isotropic turbulence at small
scales can be found in the work of Bradshaw [54].

4.1.1 Law of the wall

///////////////////////////////////////////////////////////////////////////
///////////////////////////////////////////////////////////////////////////

26

/////////////////////////////////////////////////////////////////////////
///////////////////////////////////////////////////////////////////////////

Figure 4.2:  Sketch of a bi-dimensional channel, with x being the mean flow
direction and ¢ half channel width along wall normal direction .

A useful reference solution for the fully developed turbulent channel flow can
be obtained from the non-buoyant version of (4.20). We consider a bi-dimensional
domain €2, as shown in Fig. 4.2, where z is the main flow direction and ¢ the half
channel width in y direction. As a consequence of fully developed turbulent flow
hypotheses, velocity gradient components along main flow direction vanish. From
the incompressibility constrain and no-slip boundary conditions on the wall we
obtain

P
3—”:0, Tw=0 — 5=0V(z,y) Q. (4.25)
Y
Wall shear stress is labeled as 7,
. (4.26)
dy

and the friction velocity u. is defined as

up = -2, (4.27)
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where p is the fluid density. Friction velocity and fluid kinematic viscosity v are
used as reference parameters for the calculation of non-dimensional variables

ut =L =ty (4.28)
Us v

Friction Reynolds number Re, = u,0/v is finally defined.
The steady equation (4.20) along x and y directions is then written as

op 0 (omw ——\ op Oy

@d_d () _2r_ — 4.2
or 0Oy <,u dy pu U) ox dy 0 (4.29)
dp

3 = (4.30)

where 7¢/7 is the effective stress, i.e. 7¢/f = 7 — pu/u’. Mean pressure field
is a function of z, while effective stress component T;ij changes only along y
direction as a consequence of fully developed turbulent flow hypothesis. Equation
(4.29) is then satisfied only if

o[ ou __ op
— _— Iyl = = — 4. 1
oy (“ay puv) ¢ ox’ (4.31)

where C'is a constant value. By integrating (4.31) along y direction, from the wall
up to an arbitrary 3 coordinate, we obtain

o —1Y  0p
— —put| =y —. 4.32
{u oy Y } TV (4.32)
At the wall effective stress component 7';5 I reduces to wall shear stress value 7,
as velocity fluctuations approach the no-slip boundary condition, so

0T — op
ua—z — pulv' = T;;f =Ty + y'a—i . (4.33)

Integrating (4.31) from the wall to the channel half-width we obtain

op _  Tw
— = —— 4.34
ax 5 Y ( )
as the channel half-width is a symmetry plane both viscous and turbulent stress
components 7,,, and Tg are null. By substituting (4.34) inside (4.33) the following
expression for effective stress component Tg J can be written
ou
oIl =, (1 . %) - “a_Z — v, (4.35)
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Figure 4.3: Non-dimensional velocity ' profile plotted against logarithmic values
of non dimensional wall distance y* for a fully developed turbulent flow in a plane
channel with Re, = 4400.

or, in non-dimensional form, as

TTRa +
ai_u/+vl+:1_ Yy

oyt Re,

(4.36)

It can be seen that effective stress component T;{:f decreases linearly with wall
distance y from the wall value 7,,. For small values of the ratio y*/Re,, Tafg ! can
be considered constant and equal to 7, so for higher friction Reynolds number
values T;?J; ! is approximately constant over a wider range of positions y*. At the

wall, from (4.36) we obtain
out

where )\ is a constant value and it is equal to zero from the no slip boundary
condition. In the near wall region, non dimensional velocity u™ increases linearly
with non dimensional wall distance y™. On the other hand, viscous contribution
to effective stress is considered to be negligible in the region far from the wall and
Reynolds stress component Tx@ to be constant and equal to wall shear stress value
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Tw = 2, so that u, can be used as a reference velocity value even in the region far
from the wall. Derivative of mean velocity component u along y direction is then
considered

on  u,

ghe_ 4t (4.38)

dy Ky
where k is a constant value. From Boussinesq hypothesis, where

Ju Ov

—u'v' =1, (8_y + 0_:5) , (4.39)
we obtain that eddy kinematic viscosity grows linearly with wall distance

Vi = KUy . (4.40)
From effective stress component equation we obtain

0 0

I = (v + 1) a_Z - ““Tya_z = pu?, (4.41)
or, in non-dimensional form,

out 1

— = 4.42

oyt kyt (4.42)

From integration of (4.42) the well known logarithmic velocity behavior is ob-
tained

ut = —In(y") + B. (4.43)

Constants x, known as Von Karman constant, and B are equal to 0.41 and 5.2
respectively. The flow region can then be divided in two different zones: the first,
closer to the wall, labeled as inner layer, and the second, labeled as outer layer,
located far from the wall. Within the inner layer the linear and logarithmic velocity
profiles can be observed in the range y* € [0;5] and y* € [30; 300] respectively,
as shown in Fig. 4.3, where the non dimensional velocity profile u™ is plotted
against non dimensional wall distance for the case of fully developed turbulent
channel flow at Re; = 4400. The layer y™ € [5; 30] is defined as buffer layer and
it is characterized by a velocity profile bending from linear to logarithmic.

Although the above velocity behavior, known as law of the wall, has been
derived with simplifying assumptions, it has been observed in Direct Numerical
Simulations of turbulent flows and is then used as reference behavior that must be
reproduced by turbulence models.
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Figure 4.4: DNS temperature profiles for fully developed turbulent flows in plane
channel. Molecular Prandtl number Pr = 0.71 a), Pr = 0.025 b) and Pr = 0.01
¢). Profiles compared with linear law Pr y*, Kader law and Duponcheel law.
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Figure 4.5: Comparison of DNS results for Pr = 0.025 and Pr = 0.01 with
Duponcheel law and the newly proposed.

Law of the wall for temperature profile

For the case of a constant and uniform heat flux applied on solid boundary, near
wall temperature profile exhibits a linear dependence on wall distance. In partic-
ular, non-dimensional temperature 7" = T'/T, where friction temperature 7', is
defined as q/(u,pc,), is proportional to non-dimensional wall distance y* through
molecular Prandtl number, i.e. T = Pr y*. The existence of a temperature loga-
rithmic behavior, in the region far from the wall, has been questioned in literature
[55]. For a simple flow configuration, as the fully developed turbulent flow in
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plane channel, the logarithmic behavior has been observed from DNS simulation
results. A first logarithmic law has been proposed by Kader [56, 57]

Tt = % In (1+y") + B(Pr), (4.44)

B(Pr) = (3.85Pr'/* —1.3)" + % In(Pr). (4.45)

The relation that includes both linear and logarithmic temperature behaviors con-
tains exponential blending functions

T =Pryte “+ % In (1 + y*) + B(Pr) e VG (4.46)
G = 0.01(Pry")*/(1+5Pr*y"). (4.47)

As can be seen from (4.44), the coefficient /3 is a function of the molecular Prandtl
number, while for turbulent Prandtl number Pr; the suggested value to use is
0.85. The correlation allows to fairly reproduce temperature profiles of fluids with
a molecular Prandtl number close to 1, as represented in Fig. 4.4 a), but fails with
low Pr fluids, Fig. 4.4 b) and c). A different formulation has been proposed by
Duponcheel et al. [58], based on the heat flux conservation hypothesis in the near
wall region. It is then obtained

dT dT q
C, L) — = —_— = 4.48
pp(a—i—a)dy “ = dy  pCp(a+ ay) (4.48)
or, in non-dimensional form,
dT+ P
! (4.49)

dyt - 1+a./a

A linear behavior of a; is assumed using molecular kinematic viscosity v, non-
dimensional wall distance y* and turbulent Prandtl number Pr; = 2.0

K 4 dT Pr
Pr, dy*t 1+ K P?”y+
P?”t

The above equation can be integrated over y*

7= Py (1 + ’iprf) . 4.51)

K Pr,

For low values of y* equation (4.51) approximates very well the linear behavior,
while for high values of y* it leads to a logarithmic law. When dealing with low
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Prandtl number fluids, Pr; = 2.0 can be a good assumption in the region close to
the wall, while as wall distance increases the turbulent Prandtl number decreases.
As it will be shown in Section 4.3 for the modeling of «;, we assume a constant
turbulent Prandtl number equal to 1.3, for the region far from the wall. We propose
here a new logarithmic law for mean temperature profile, formulated as

7= Ly (v")+C, (4.52)
K

where C' is a constant value that is determined through (4.51). New temperature
law (4.52) is intended to be a correction of (4.51) for the region far from the
wall and it is obtained assuming that the viscous contribution to effective heat
flux is negligible. We calculate the non-dimensional coordinate Pry™ = ¢' for
which the derivatives of (4.51) and (4.52) have the same value. Constant C' is then
determined so that the following function

Pt _ PTrtlln <1—|—’}D—i{’y+) , Pri=20 VPry" <y 453)
Pyt +C, Pr2=13 VYPry* >t '
is continuous. We obtain
PrlPr? Pr! Kk Pr Pr?
~t ¢ T t ~t t ~¢
= t7 't s O="_"tInl1 ——1 4.54
y k(Pri — Pr?) K n( + 2 y) K n(y) (459

so the value of non dimensional coordinate 7' is ' = 9.6833 and constant C,
for molecular Prandtl numbers Pr = 0.01 and Pr = 0.025 is Cy 9 = —16.97,
Co.025 = —14. A comparison of (4.51) and (4.53) with DNS results for Pr = 0.01
and Re, = 180, 395, 590, Pr = 0.025 and Re, = 180, 395, 640 is reported in
Fig. 4.5.

4.1.2 Transport equation for turbulent kinetic energy

In this section we derive the exact transport equation for the turbulent kinetic en-
ergy k. We introduce the equation for the evolution of fluctuating velocity field
as this equation will be used as a starting point for obtaining both £ and ¢ trans-
port equations. The Navier Stokes equation for instantaneous velocity field can be
written as follows

oua ou

E%—E—i—[(ﬁ%—u')-V](ﬁ—i—u’):

1 1
= —;Vf) — ;Vp’ + vV + vV - Bg(T+T —T,), (4.55)
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where all solved variables have been decomposed as the sum of a mean and a
fluctuating value. A transport equation for the fluctuating velocity field can be
obtained by subtracting (4.20) from (4.55)

ou’

BT V- uu =

- ‘;wwwuf—ﬁgm. @50

Equation (4.56) is more conveniently written in scalar form for a generic ¢-th com-
ponent of u’, obtaining
/ 1o Wi
ou  Oufu;  Ouju, N oulsu; B oulyu;
ot a.fL'j 81’]- 835]- 8.1'j
10 , 0

—_ —— p+y

p Ox; axf

— By T". (4.57)

Starting from (4.57), the exact transport equation for a generic component u; u’ of
Reynolds stress tensor can be obtained. We refer to £q,; as the transport equatlon
(4.57) written for fluctuating velocity component u;. Transport equation for W is
obtained by multiplying £g,; with u; and Eg,; with v’. Finally the mean operator

is applied to the sum of the two equations, namely u; - £q,; + uj - Eq,. The
resulting equation is the following

am —8m 9 117 51] 7 61] / 7 am
BN + U or, o, [u U U+ ) wp + — P v oz,
! b
1 o ou’, ou; ouy
Y et ) / i 1o ¢ / /_l
o O, + O, [ ]ulaxj +ujuiax]} (4.58)
111 ?\7
8u ou; E—
vo ot =[BT + BoyuT] .
* N

v

The labeled terms represent I) the convective contribution, 11) a diffusion term
that depends on fluctuating pressure and velocity components and V) represents
the molecular diffusion of the Reynolds stresses component. Term I11) represents
the interaction of fluctuating pressure with the fluctuating part of the strain ten-
sor. This term is responsible for kinetic energy redistribution among the normal
stresses, in an effort to recover an isotropic condition. The production term for
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Reynolds stresses is represented by contribution 1V) where Reynolds stresses in-
teract with the mean velocity gradient components. Term V) is the dissipation
term of the Reynolds stresses and term VI is a source depending on the interaction
between gravity vector and turbulent heat flux components for buoyant flows. The
exact transport equation for turbulent kinetic energy is obtained by setting sub-
script j equal to 7 in (4.58) and by performing a summation over 7 index, as, by
definition

The resulting equation is

% _I._u_% — _i lulu/u/ _|_ %ul /o V% +
ot 0x;  Ox; |27 p P Oz,
T _oh L (4.59)

u;u,; 4
J . . .
0% E)x] 0%

— BgjuiT".

As we see, the pressure strain term is not present in k£ equation as the trace of
fluctuating strain tensor D’ is equal to zero by effect of incompressibility constrain.
The pressure strain term performs then a net redistribution of turbulent kinetic
energy among the normal stresses, without altering the total value. The diffusive
term related to pressure fluctuations is normally negligible and it is not considered

here. The triple moment wjuju’; is modeled using a Simple Gradient Diffusion
Hypothesis (SGDH) [59]

o8 (4.60)

where o}, is a model constant and 14 the eddy kinematic viscosity used to model
the Reynolds stresses with Boussinesq assumption. The production term P*

—0u;
k _ 1
P* = —uju; oz, (4.61)
is modeled using (4.22), so
ou; Ou; 2 ou;
PF = : J ik | —. 4.62
|in <8$J+8xl) +3 J :| 8@ ( )

It is easy to see that d; ;0u;/0x; is equal to zero for an incompressible flow. We
introduce the anti-symmetric tensor {2, whose generic component 2, ; is defined

as
1 (o  Ou;
B — 4.

" 2 <(9IEJ al’l) ’ ( 63)
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and obtain

P¥ =2u,D;; (Dyj + Q) (4.64)
The production term is finally expressed as

P* = 2u,D;;S;; + 2v,Di; Qi = 2D Dy . (4.65)

The product D;;€2;; vanishes as the dyadic product between a symmetric and an
anti-symmetric tensor is equal to zero. The dissipation of turbulent kinetic energy
is labeled with ¢ and it is not modeled as it is obtained from the solution of a
proper transport equation. The transport equation for turbulent kinetic energy is
then written as

k
%—Fﬁ-Vk::V-{(V—%?)Vk}—l—]?k—eJrﬁg-q’“. (4.66)
k

4.1.3 Transport equation for turbulent Kkinetic energy dissipa-
tion

Turbulent kinetic energy dissipation rate € transport equation is needed for two
main reasons: ¢ is an important term inside k equation as it rules the dissipation of
turbulent kinetic energy at fine scales, so the solution of € equation allows to obtain
more accurate prediction of fluid flow instead of using a modeled €. Moreover ¢ is
chosen to model eddy kinematic viscosity by defining a characteristic time scale
T. = k/e. The exact transport equation for turbulent kinetic energy dissipation ¢,
Eq., is obtained by performing the following operation

ou!
Eq.:=)» Y 2w——"-Eq,. (4.67)
k

8xk

i
With some subscript manipulation the resulting terms can be grouped to obtain the
following equation

% _1_72 — 9 Ou; Ouy, ~ Ouy Oup \ O n
ot ox; Ox; Ox;  Ox; Oz,

I

o, 0%u; Ol dul; o < o2 )2
2 v

8:Ek;

N

_ 2 / 1 _ .
Uk Bz, 0,00, - Oy, Oy, O, ;0 (4.68)
e m W
ou' oT"  Oule’ o ou. op 0?%e
2B — v — P4 .
+2vBy Oz, Oy, v oz; V@xi Oz, Oxy, V@x?
—_—— Y/
v VI v VI
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4.1. The RANS system of equations

Terms I — V represent source contributions to ¢ transport equation. Under the
assumption of isotropic turbulence, which means that out of diagonal components
of Vu' tensor are equal to zero, term I can be written as

. <au [0d, | O O > 0 _ o5 O (4.69)

8:61 8xl 8:(:1 8xk 8.Tk ox k

As a result of continuity equation, this contribution is null for incompressible
flows. Term 1I) is related to mean velocity field second space derivatives. An
estimation of its impact on € can be performed through an order of magnitude
comparison with terms 111) and 1V) which both depend on fluctuating velocity
field gradients. Assuming that the reference length for mean flow gradients is [
and that [, is the one for fluctuating velocity gradients, we obtain

/ 2— 2
ou:, 0w, - Uy,

Po,=2 ! 4.70
Vi dxj Ox;0xy, Y Bl (470)
ou’s dul; O u3

P ~p-k 471
&Uk oxy, 8333 l3 @.71)

0%l \? u? u3 v us

I.=2 d ~prk =k —k 4.72

<”axjaxk> Y T B B (472)

as the Kolmogorov characteristic length based Reynolds number is equal to 1.
From the ratio (4.70)/(4.71) we obtain

P uy [l ? —5/4
A .1 — 4.73
e (I @73

where the last equality has been obtained using (4.13) and (4.14). Term II) is
then considered negligible as it is Re®/* times smaller than P.;. Terms I1I) and
V) represent then the source and dissipation contribution to € transport equation
and are modeled using k equation production and dissipation terms, multiplied by
the inverse of characteristic time scale 7, = k/e. The buoyancy related source
term V) is labeled as P.;,. Diffusive contributions are represented by terms VI) —
VIII), in particular and VI) — VII) are turbulent contributions, related to velocity
and pressure fluctuations, while VIII) is the molecular diffusion of . With &’ we
label the instantaneous dissipation rate of turbulent kinetic energy, i.e. ¢ = ¢/. The
turbulent diffusion terms are modeled using a SGDH, leading to

ou;, Op v, Oe
- + ot =2 4.74
v (u e L xk) ~on, 4.74)
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The modeled transport equation for turbulent kinetic energy dissipation rate is then
written as

Oe £
a0 Ve=V. [(v+ ) Ve| + 2 (caPP —cg) + Py, (475)
ot O k ’

where 0., c.; and c.o are model constants that will be defined in following sections.
Once that the expression for 7, is provided, the closure of the dynamic RANS
system of equations, for non buoyant flows, is obtained.

4.1.4 Transport equation for mean squared temperature fluc-
tuations

During the years many closure strategies have been developed to model Reynolds
stresses, with an increasing level of complexity. Starting from zero equation mod-
els, like Prandtl mixing length model where an eddy viscosity is introduced and
algebraically defined, n equation models have been developed, where n additional
transport equations are solved. Two equations are introduced in the case of a k
- ¢ model like the one described above, or six for a three dimensional simulation
with Reynolds Stress Model where a transport equation is solved for each compo-
nent of 7". Thermal turbulence closure issue is widely addressed with Reynolds
analogy, where a similarity between velocity and temperature field is assumed.
A constant and uniform turbulent Prandtl number Pr; ~ 0.9 is then introduced
in order to calculate eddy thermal diffusivity «; as oy = v,/ Pr;. While this ap-
proach allows to obtain accurate predictions of turbulent heat transfer for fluids
with a molecular Prandtl number Pr ~ 1, non negligible overestimation of heat
exchange is obtained when simulating low Prandtl number fluids. Transport equa-
tions for mean squared temperature fluctuations kg and their dissipation rate 4 are
obtained in order to model eddy thermal diffusivity «; as symbolically described
in (4.24), which means by using a time scale 7, that depends on both dynamical
and thermal turbulence characteristic time scales.

Similarly to the case of velocity fluctuations, we introduce the balance equa-
tion for instantaneous temperature field, decomposed into its mean and fluctuating
value

or or _or ,0T _or 0T

+ U — U — T + U
ot ot JaZL’j JaZL’j J@xj J(‘?xj

=V.-aVT+V-aVT' . (4.76)

The transport equation for fluctuating temperature field is obtained as subtraction
of (4.21) from (4.76)

or 0T or ,or
ot “Yigr, TYig, T Yas, TV @77)
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In the following we refer to Eqr as the transport equation for 7" (4.77). Exact
transport equation for mean squared temperature fluctuations Fqyy is obtained as

Eq :=21"- Eqp . (4.78)
The resulting equation is

8k9 +_a]€9 o 62]{39 1 8U;T/2 B
ot i 8[Ej -«

B 0T 9T 9T'
dxs 2 Oxy i Oz, a@xj oz (4.79)
——— —_—— —— ——

1 11 111 v

On the left hand side of (4.79) the time derivative and convective term are shown.
On the right hand side 1) represents the molecular diffusion term. Turbulent diffu-
sion contribution I1) is modeled using SGDH, leading to the following expression

e AL

. 4.80
27 Ok 89@- ( )

Production and dissipation terms 111) and 1v) will be labeled with P? = q" - VT'
and gy. The final expression of the modeled £y transport equation is

ot Oko

In the present formulation of the four parameter turbulence model, for mean squared
temperature fluctuations dissipation rate €y a transport equation is derived, as
shown in the following. In literature thermal turbulence models can be found
involving a modeled ¢y [60]. The thermal to dynamic characteristic time scale
ratio R is introduced and defined as

k
Q‘i‘ﬁ'Vk’g:V'|:<a+&)Vk91+P9—€9. (4.81)

k
R.=10_r £ (4.82)
Tu o k

If a value of R is fixed, then ¢y is simply calculated with algebraic relation (4.82),
circumventing the problem of modeling a proper transport equation. On the other
hand, the validity of assuming R = Ry;,.q should be questioned case by case,
depending on the simulated geometry and on fluid properties.

4.1.5 Transport equation for mean squared temperature fluc-
tuations dissipation

The balance equation Fq.y governing the evolution of mean squared temperature
fluctuations dissipation rate is obtained as

9T 9Eqr
Eqo = 2052 (4.83)
k
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After some algebraic manipulation the following equation can be written

0n Oz, (90w OT | (GTOT owi
ot j&cj N Ox; 0x; | Oxy, Ox,; Oxy, | Ox

N~ N~
I IT

oo L T ) ou’; 9T' OT' 5 o*T’
— 2au — — 20— —2| «
k@xj axkax] ka aZL’k 8xj

111 v v

(4.84)

[ J/

8xk8xj

2
a(? o Ogyuy
—_—
VI

Vil

Terms 1) — 1V) represents different production terms for €4 transport equation.
The first, labeled as P.yy, 1s related to interaction with mean temperature gradi-
ent, while term 11), labeled as F.y2, depend on the interaction of mean velocity
gradient. Term III) is a production term that is normally considered negligible.
Terms 1V) and V) represent respectively the main production F.y, depending only
on velocity and temperature fluctuations, and dissipation Y.4 contributions to &g
transport equation. The remaining terms are the molecular and turbulent diffusion
contributions. The latter is modeled using SGDH, so

Qi 869

T — St e 4.85
“ok oe, Ox, ( )

The modeled transport equation for €4 is then written as

&7

Oeg
8—:+u-V69:V- KOH—

We see that the final form of transport equations (4.66), (4.75), (4.81) and (4.86)
are very similar and can be expressed in a general form as

) V€9} + P.o1 + Peoo + P., — X0 - (4.86)

Ogy

To+Co—Dy—Po+S,=0, (4.87)

where, for the given variable a, the modeled transport equation consists of a bal-
ance between a temporal-derivative term 7, a convective term C,, a diffusion term
D,, due to both molecular and turbulent diffusion, a production term P, and a dis-
sipative term S,,.

As a completion we finally derive the transport equation Eq,; for turbulent
heat flux components W We use both instantaneous velocity and temperature
fluctuations transport equations as follows

Equ :=T'Eq, + u,Eqp . (4.88)
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After some algebraic manipulation and applying incompressibility constrain, the
final equation can be written as follows [50]

ouT'  OugulT’ ; ,87 — 0y 8p
i 7 — _ il T/ . _T/
ot " om, (“Z“Ja i 8$]> o on
N - W—/
! ! (4.89)
8u + v+ a) O*ulT (v+a) ou; oT'
v+« — (v
aZL'] 8xj8xj @ 8
\ J N ~ J/ \ ~~ / VI
111 v \'

On the right hand side of (4.89), term 1) is a production term due to interaction of
Reynolds stresses and turbulent heat flux components with mean temperature and
velocity gradients respectively. Term 11) is a dissipation term due to an interaction
between temperature fluctuations and fluctuating pressure gradient components
[61]. Turbulent and molecular diffusion contributions are represented by terms I1T)
and 1V) respectively. The dissipation term of turbulent heat flux components &y; is
V), while VI) acts as a source term due to buoyancy. Most commonly (4.89) is used
to derive an algebraic expression for turbulent heat flux components [62, 63, 64]
by neglecting convective and diffusive contributions (both molecular and turbulent
one), term II and also dissipation €y;. The time derivative is approximated as

ouw,T"  wT"
~

~ 4.90
8t CoTo ’ ( 9 )

so it is assumed that turbulent heat flux components change on a characteristic
thermal time scale cy7y. The algebraic equation is then written as

- oT —Ju;
wT" = —cymy (cluluja— + cout; T’a— + 0359ZT’2) (4.91)

The characteristic thermal time scale 7y is usually expressed as 7y = Rr,, where
R is thermal to mechanical characteristic time scale ratio and 7, is the mechanical
characteristic time scale 7, = k/«.

4.2 Calibration of the turbulence model

In previous section the exact transport equations for the system (k, €, kg, £9) have
been derived starting from the equations for fluctuating velocity and temperature
fields. In order to get a closure of the system, many terms need to be modeled
and boundary conditions must be specified for all solved turbulence variables. It
is indeed very important to accurately reproduce the correct behavior of turbu-
lence variables in the near wall region, where viscous forces are more important
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and dissipation of turbulent kinetic energy takes place. In the present section ex-
act boundary conditions are provided for all turbulence variables. Moreover all
remaining terms of (4.66), (4.75), (4.81) and (4.86) are modeled.

4.2.1 Near wall behavior of turbulence variables

Exact near wall behavior expressions for turbulence variables can be obtained by
performing Taylor series expansions in near wall region of mean and fluctuating
velocity and temperature. In order to do this we refer to y as the wall distance
From no slip boundary conditions we obtain

N (4.92)

while from incompressibility constrain the following equations must be satisfied.

ou ov 0w _
or Oy 0z (4.93)
9o ,, 9, 90, '

We refer to T and v” as mean and fluctuating velocity component along wall normal
direction. As no slip boundary condition is valid along each wall position then

ou ow

T PR s

P ' (4.94)
%w: 0z sz.

From (4.93) and (4.94) we obtain

ov
dy

81/
_ 0. 4.
w_o ; 0 (4.95)

w

We recall that the value of a generic variable .A(x) can be calculated from a Taylor
series expansion near position x = I as

Alz) = AF) + ) L 0 nA‘~(x —F)". (4.96)
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Near wall expansion approximations of mean and fluctuating velocity components
are then the following

Ay + Asy® + Asy® + O(y")
Bay® + B3y’ + O(y*),
Chy + Coy® + Cay® + O(y"),
= a1y + asy® + azy® + O(y*),
= bay® + bsy® + O(y*)
"=y + oy’ + ey’ + Oy,

L8 < g
I

(4.97)

E < 2

where no slip boundary condition and incompressibility constrain have been taken
into account. Near wall behavior of k£ and ¢ is obtained by recalling their consti-
tutive expression, i.e.

k._égui, 6'—”Z(axj) . (4.98)

i7j

Expressions for k and ¢ are truncated at first term, obtaining

1
knw = é(a% + c?)gf , (4.99)

Enw = (a2 +c2), (4.100)

where the subscript nw stands for near wall behavior. Turbulent kinetic energy has
a null value along the wall and increase along wall normal direction as o< /2, while
e reaches a non null value at the wall. It is observed that €,,,, = 2vk,,,/ y? and that
coefficients a; and c; are related to velocity fluctuations and cannot be estimated a
priori. As a consequence an exact Dirichlet boundary condition cannot be imposed
on ¢ and the wall value must be estimated from k,,,,. As it regards temperature
field, similar expressions can be obtained

T =T, + Hy+ Hy* + Hsy* + O(y"),

4.101
T' =T, + hiy + hoy® + hay® + O(y*). ( .

In the case of a constant wall temperature boundary condition, namely 7" = T, the
condition must be fulfilled by both instantaneous and mean temperature values, so
that 77 = 0 along the wall. On the other hand, if a constant heat flux is applied then
temperature fluctuations can either be considered null or not null. The constitutive
expressions for mean squared temperature fluctuations ky and their dissipation rate
€p are

AN 2
ko =-T72, ggi=a) (aT') . (4.102)




Chapter 4. Turbulence modeling

The following near wall behavior relations can be obtained

1 1
ko nw = §T{3 + i(hf + 2T h2)y? (4.103)
0. = a(h] + 2T h3), (4.104)

where a smooth change of &y near the wall is assumed, i.e. Oky/0y = 0 and £gy,
is obtained from steady transport equation for ky with negligible convective and
production terms, as described in [65]. For thermal turbulence system of equations
we distinguish the following boundary conditions for the case of constant heat
flux:

e Mixed type (MX): zero temperature fluctuations along the heated wall, then

1
ko mw = §h? 2 Comw = ah?, (4.105)

As for the dynamical case, kg increases proportionally to the squared of
wall distance while ¢4 has a non null value on the heated wall. This value
depend on temperature fluctuations, it cannot be imposed exactly and so it
is iteratively imposed as g9 = 2aky /vy

e Constant Heat Flux (CHF): temperature fluctuations are not considered null
on the heated wall. Their value cannot be estimated a priori, so the follow-
ing boundary conditions are set

ak’@ 859
_ —0. 4.106

w

In previous section eddy kinematic viscosity v, and eddy thermal diffusivity oy
were introduced to model Reynolds stresses and turbulent heat flux

ou; O — oT
—upu = vy (8@ + &Ei) , —uT = oy oz, (4.107)

With he above expressions near wall behavior of v; and «; can be calculated. For
eddy viscosity we obtain
W . aq b2 3
ou N A7
oy Ox

so v, grows with the third power of wall distance. For eddy thermal diffusivity

Vy =

(4.108)

ap =

T 2 + byy®) (T3 i
v (bay” + b3y ) (T, + hay) {CX Yy~ CHE (4.109)

9T H, x ¥ MX
Jdy
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We see that near wall behavior of eddy thermal diffusivity depends on applied
boundary conditions for the thermal turbulence model. A proper model of these
terms is then required to reproduce the correct behavior of both v; and «.

Before proceeding with the turbulence model calibration, we introduce the
turbulent Reynolds number R; = k?/(ve), that is representative of the energy-
containing turbulent eddies and the non-dimensional length R; which is calculated
as the ratio between the wall distance § and the Kolmogorov characteristic length
scale I, = (v3/¢)Y/* [66]. These quantities will be widely used to model many
transport equation terms. As we have already introduced, characteristic dynamical
and thermal time scales are respectively computed as 7, = k/e and 79 = ky/ey.
Model calibration is performed in order to reproduce some limiting behaviors that
can be encountered in special cases.

The four parameter turbulence model is then made of the following system of
equations

ok
—+ﬁ-Vk;:V-{(y%—i)Vk]nLP’“—sqtﬁg-q’", (4.110)
ot O
e _ v €
E‘FU'V&‘:V' |:(V—|-J—:) VE} —I—E(Cglpk—Cngag) +P5b7
4.111)

Oky _ 7 6
—4+u-Vkg=V-||la+— ) Vky| + P" — ey, (4.112)
ot Oko
% G Ve =V Ka+ﬂ)w@]+
ot Ocp

+ P.o1 + Peoo + Pey — Xeo - (4.113)

Reynolds stresses and turbulent heat flux components have been modeled as
or
E)xi ’

leading to the following forms of production terms

(4.114)

- 2 o
—ugu; = vy Dij + 55@'/?, —uwT" = oy

P*=2u,D;;Dy;, P’=o,VT-VT, Py=pgq =—poug VT. (4.115)

Production and dissipation terms in ¢ equation have been modeled using P* and
¢ itself, i.e. source terms of k equation, multiplied by the inverse of characteristic
time scale 7, two constants c¢.; and c., and function f.. In a similar fashion P., =
P,/7,. Source terms of kg transport equation do not require further modeling,
while for g4 equation we follow the approach used in [67]

Cpl g €0 1 2 €oE
Py + Pego + Py — Xeo = —P" + cpo—P" —cq1-— — cio—— . (4.116)
To ]f k?g ]{J
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Chapter 4. Turbulence modeling

Mechanical source terms are then introduced, each one multiplied by a model
constant ¢ and function f and by the ratio 4/k in order to match their physical
dimension with other terms. Source terms of ky equation are multiplied by the
inverse of characteristic thermal time scale 7.

From a near wall analysis of (4.111), in steady state condition, the convective
term, the turbulent diffusion and the production terms can be neglected, obtaining
the following equation

62

vVi = —c. fﬁ . 4.117)

Diffusive term on the left hand side is of order y°, while the dissipation contribu-
tion on the right hand side is of order f.y 2. It is then required f. to be of order
2. The requirement is fulfilled by using the following expression

fo= (1= e Rl (1 - 03¢ 1220) (4.118)

The value of constant c.» is inferred by examining (4.110) — (4.111) in the case
of homogeneous turbulence. If z is the main flow direction, the decay law of
homogeneous turbulence is given by k£ oc ™", where n varies from 1 — 1.25 in
the first period and 2.5 in the final period. The system of equations states

T— =—¢, — e=unz ", (4.119)
dx
de g2
ﬂ% Cssz—:E ) (@.120)
leading to
1
ofe= "2 4.121)

n

At first period, n ~ 1.1 and fe = 1, so c.o = 1.91. At final period n = 2.5 and
f- = 0.7 as e Fi/4225 ~ 1  Constant c.; value is obtained by applying (4.110) -
(4.111) in the constant stress layer [68]. In this region velocity profile exhibits a
logarithmic behavior, so that it’s gradient component du/dy is equal to u, /(ky),
with u, friction velocity. Moreover, turbulence production P* is balanced by dis-
sipation ¢, so that turbulent kinetic energy has a constant value k = u?/ C’}/ 2,
Convective terms can be neglected and, from (4.111), the following relation is
obtained

%2

050;1/2 '

(4.122)

Ce1 = Ce2 —
Constant o is assumed 0. = 0, = 1.4, leading to c.; = 1.5.
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4.2. Calibration of the turbulence model

For the thermal turbulence model no further modeling is required in (4.112),
while for g4 transport equation some constants need to be calibrated. A similar
approach can be used by considering system (4.110) — (4.113) in the condition of
homogeneous decaying turbulence and of constant stress - flux layer [69, 70]. In
the first case the system of equations becomes

ﬂgﬁ::—e, (4.123)
dx
de g2

ﬂ% = _Ce2f6E ; (4.124)
dk

T—2 = ¢y, (4.125)
dx
de 1 &2 EgE

@ﬁ:—?mé—%%ﬁ (4.126)

where the coefficient 1/2 appears in front of thermal dissipation term of 4 as
the original equation in [69] was obtained considering mean squared temperature
fluctuations 772 as state variable instead of k; = 0.5772. In this flow condition
it is observed that thermal to mechanical time scale ratio R has a constant value
R = 0.5 and does not change along flow direction. Equation (4.124) can be
rewritten by setting ¢ = Regk/ky in the time derivative term. After substitution of
(4.123) and (4.125) the two following equations are obtained

_deg  egg g2

_ 1—cof.)— -2, 4.127
u dﬂj k ( C 2f ) ]i?e ( )

deg €2 £0E
U—2 = —2¢c. -2 ¢ 200 4.128
u Cd1 » C2 = ( )
leading to

Cq2 = CEQfE -1 s Cq1 — 2. (4129)

We set cgo = Cyo fa2, Where Cyo is a constant and fyo a function. Equation (4.129)
is also valid for the initial period, so f. = fgo = land ¢gy = c.o — 1 = 0.9. In
the latter case the following assumptions are made: production terms of k and kg
are balanced by dissipative terms € and g4, both mean velocity and temperature
exhibit a logarithmic behavior, namely @ = u, In(y*)/k and T = T, In(y*)/x,
and eddy thermal diffusivity «; is considered proportional to v; through a constant
turbulent Prandtl number Pr,. In this region oy > «. From steady version of
(4.113), when the convective term is negligible, we have

O 10| _cnco
oy o, Oy | 2 ke

2
P+ c,,f—;P’“ - %Z—‘; = adz? . (4.130)
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Cel Ce2 CM Ok O¢ Oky Ogy Cdi Cp1 Ci2  Cp2

1.5 19 009 14 14 14 14 1.1 1025 19 09

Table 4.1: Alternative values of the model constants for (4.110) and (4.113).

With the above mentioned assumptions and by expressing kg as a function of R,
the following relation is obtained

2
R Cd1 — Cp1

W :édg—cp2+ oR (4131)
€9 t“

Coefficient ¢, is taken equal to 1.9 [70], and ¢, = 0.733 is calculated using
(4.131) with R = 0.5, o9 = 0., = 1.4 and Pr, = 1.5. The above set of coefficient
is obtained by considering reference cases, i.e. decay of homogeneous turbulence
and constant stress-flux region, and some assumptions as logarithmic behavior of
mean temperature profile and proportionality between o, and 1. These assump-
tions can be too strong. Mean temperature field can exhibit a logarithmic behavior,
but differently from the velocity field, where linear and logarithmic behaviors are
encountered in well determined ™ ranges, the non dimensional reference length
is Pr y* instead of 3. For turbulent flows with a Prandtl number close to 1 tem-
perature and velocity logarithmic behaviors can occur in the same region, but as
Pr decreases the two logarithmic layers occur at different distances from the wall.
Good agreement with reference data has been obtained also with a different set of
constant values, namely the ones reported in Table 4.1 [71, 72, 73].

4.3 Models for eddy kinematic viscosity and eddy
thermal diffusivity

In previous sections we introduced variables k, €, ky and €y as key parameters for
modeling eddy kinematic viscosity and eddy thermal diffusivity. In general 1, and
oy are calculated as functions of k and two local characteristic time scales 7, and
Ti9, the first for the dynamical turbulence and the latter for the thermal turbulence,

Vy = C;LkThu Qy = Cgk‘Tlg . (4132)

The local characteristic dynamical time scale 73, is modeled as sum of different
contributions [10, 74, 70, 75]

Ty = (fluAlu + f2uA2,u) > (4133)
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1071 [
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Figure 4.6: Representation of local characteristic dynamic time scale 7, for a fully
developed turbulent flow with Re, = 950. The time scale is plotted against the
non-dimensional wall distance 3" together with the terms f; pA1y and fo, Agy, used
to model 7y,.

where

fi, = (1 — e Ra/lty2 (4.134)

Ay =T, (4.135)

for = frpe 20X10RE (4.136)
5

AQ# = TUW . (4137)

The term A, is the bulk dynamical time scale while A,, is the correction term
for the near wall behavior. The function f5, decreases rapidly as the wall distance
increases, so the term f5, A, is significant only in the near wall region, as can
be seen in Figure 4.6. In this Figure the time scale 7, and the terms f;,A;, and
fouAs, are reported as functions of the non-dimensional distance from the wall y*
for a test case with Re, = 950. In the near wall region, y* < 3, the value of 7, is
almost equal to f5, Ay, while far from the wall, at y* > 20, the value of the local
dynamical time scale is equal to the bulk term f;,A;,. With this modeling we can
correctly reproduce the near-wall behavior of the eddy viscosity v, oc §°.

The time scale 739 is modeled as [10, 74, 70, 11, 12, 75]

Tio = (fr9B1o + f20Bag) , (4.138)
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Figure 4.7: Representation of the local characteristic time scale 759, plotted against
the non-dimensional wall distance y*, together with the various terms used to
model 7;9. The time scale is for the case of fully developed flow with Re, = 950
in a plane channel.

where
Fip = (1 _ ex/ﬁRd/lg) (1 _ eRd/14) 7 (4.139)
Tu
Big = Pr , (4.140)
t,00
2R 2R 1.3
fo0B2o = Tu | frad 77— + foo\| 5 —F—371 | - (4.141)
C,+R Pr \/ﬁRf/‘L
with
foas = frge™(Fe/00° (4.142)
forp = frge™(Fe/200° (4.143)

The time scale 734 is calculated as the sum of two terms: the first, Bjg, is a bulk
term that is a function only of the dynamical time scale 7,. This term is the most
important in the region far from the wall. The second term, Bsy, is the sum of
two contributions: a near wall term that is proportional to the time scale 7,7/ R =
\/TuTg and a term that is proportional to the mixed time scale 7, = 7,R/(C, + R).
This last time scale is calculated as the harmonic mean between the time scales
7. and 7p. In Figure 4.7 the plot of the local time scale 79 as a function of the
non-dimensional distance from the wall y* is given together with the terms used

110



4.4. The four logarithmic parameter turbulence model

to model the timescale itself. With By, and Bsyg;, we refer to the following terms

2R
C,+R’

4.144

B 2R 1.3 ( )
b = Tu\| =— —— .
20N Pr PR

We can see that in the near wall region where y™ < 4 the main contribution to
the local time scale is given by the term Byg,. In the region far from the wall,
yT > 300, the main term is By while in the intermediate region the time scale
719 18 influenced by both Bjy and Byy,. With this formulation the model is able to
reproduce the near wall behavior of the eddy thermal diffusivity, which is a;
53, when no thermal fluctuations are assumed on the wall surface, and o; o< 2,
when thermal fluctuations are present on the wall surface [70, 74, 10]. After the
introduction of v, and oy, the final form of the RANS system of equations is the
following

B29a =Ty

V-u=0, (4.145)
Ju 1
§+u-vu:—zvp+

+ V- [v+u) (Vu+Vu')| +g8(T - T,), (4.146)
oT Q
N vVT=V. T)+ —=. 4.14
8t+u v V. l(la+a)V ]—l—pCp (4.147)

4.4 The four logarithmic parameter turbulence model

In Section 4.1 the exact transport equations for turbulence variables £, €, ky and ¢
have been derived and subsequently modeled in Section 4.2. The four parameter
turbulence model has been used in the past providing reliable results for several
flow configurations [10, 11, 12], but its numerical stability, in particular for the
thermal dissipation rate €y, has been questioned, see [76] and reference therein.
The purpose of this PhD work is to provide a new formulation of the turbulence
model with an increased numerical stability. In the present section the four loga-
rithmic parameter turbulence model is described. First of all, two new turbulence
variables are introduces, w and wy, defined as the turbulent kinetic energy and the
mean squared temperature fluctuations specific dissipation rates. The constitutive
expressions of these two new variable are

wi= = Wy = . (4.148)
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The new turbulence model is obtained in two steps: first the &k - € - ky - €9 (KE)
system of equations is transformed into a k - w - ky - wy (KW) turbulence model
and finally into a logarithmic parameter model K - €2 - Ky - 2y (KLW). The dou-
ble transformation is performed in order to obtain an increased numerical stability
of the turbulence model. The KW model has been proposed with the intent of
improving the numerical stability of the KE model by enabling the possibility to
impose exact Dirichlet boundary conditions on w and wy over near-wall regions.
From a combination of k, ¢, ky and €4 near wall behaviors the following expres-
sions are obtained

Enw v
nw — =2 5 4.149
I ke Cuf? ($:149)
Wy = 20— 9 & (4.150)

Cka,nw - C,uy2 .

As can be seen, both w and wy near wall behaviors (in the latter case for the con-
dition of zero temperature fluctuations along the heated wall) do not depend on &
and ky values. Exact Dirichlet boundary condition can then be imposed on solid
boundaries as the value is exactly calculated using physical (v and «) and geo-
metrical (y) properties. The constrain of zero fluctuations on the wall, for both
velocity and temperature, leads to infinite values of w and wy. Because of this sin-
gular behavior, the boundary is considered at a distance ¢ from the wall, in order
to impose exact and non singular Dirichlet boundary conditions. Characteristic
dynamical and thermal time scales 7, and 75 become

Tu =

. 4.151
Cuw’ 7 gg Cuwy ( )

k 1 kg 1
. =

so the thermal to dynamical time scale ratio R is simply w/wg. On solid bound-
aries, if temperature fluctuations are zero, R has a finite value equal to molecular
Prandtl number. For simplicity of notation, we now refer to u, 7" and p as mean
velocity, temperature and pressure, and we label as yéf s and aiff the effective
viscosity and thermal diffusivity for the turbulence variables transport equations,
namely

. 1% ; (67
g =va s aly=at it (4.152)

Transport equation for w and wy are obtained from those of ¢ and €y by using the
following rule

Oe 1 ow ok Oeg 1 Owy Oky
L (A 9o _ (e, 9 4.1
ds C, (k ds +w85> T 0s  C, (ke s T s) (153

112



4.4. The four logarithmic parameter turbulence model

where s can either be a space coordinate or time. The k - w - ky - wy turbulence
model is then made of the following system of equations

ok
o tuVk=V.- (v Vk) +Pi = Cukw+ B, (4.154)
Ow w 2
a5 +u-Vwu=V. (l/efwa) + EVefka - Vw+
+ (e —1) %Pk — O (cenfe — 1) w? + (cp — 1)%1%,, (4.155)
ok
a—te +u- Vk’@ =V. (Oé];?kag) + Pkg — CM ke Wwe , (4156)
B +u-Vwy=V_. (ozeﬁwag) + k—eaeﬁkae - Vwg+
—1
+ Wy %P}CQ + CL]:Pk — (Cdl — 1) CMWQ — CdQC,uw . (4157)
0

As a consequence of the change of state variables, in w and wy transport equa-
tions some additional diffusion terms are introduced, namely the cross diffusion
contributions

2 2
Ve Vk - Vo, k—aa?ﬁkaa - Vwp. (4.158)
Production and dissipation terms of w and wy are obtained as
1 w 1 w
w— 7.~ e T 7 ) w T T N e T T 5 4.15
P kCMP kPk S kCMS kSk (4.159)
1 We 1 We
wd — 7~ Te0 — 7 5 Sw = —Sg — —S8 . 4.160
P.o RC, Peo s Pro 0= o T Ty ( )

It is important to notice that model constants c.i, cz2 f-, ¢p1, 41 and ¢, need to be
greater than one to ensure that the same physical processes that act as production
- dissipation for € and €4 act in the same way also for w and wy.

Another improvement to this model is the possibility of maintaining the state
variables and the modeled quantities, such as v; and «a;, always positive during the
solution process, because negative values do not have physical meaning and lead
to numerical instability. Ilinca et al. proposed the use of logarithmic variables as a
way to naturally avoid this problem [77]. In the paper the authors used the change
of state variables into their natural logarithm as a new method to increase numer-
ical stability of existing turbulence models. As great advantages of this approach
they showed that original variables are always kept positive, logarithmic variables
have smoother profiles and that once the problem is formulated with logarithmic
variables, all turbulence two-equation models can be written as a linear combina-
tion of different turbulence models. The approach of logarithmic variables is used
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in this thesis to provide an increased numerical stability of the four parameter tur-
bulence model. In particular the transformation of state variables into logarithmic
values is applied to the system (k,w,ky,wy) in order to take advantage of the ben-
efits of both logarithmic and omega variables, w and wy. The system of equations
can be transformed using the following general rule

or  10i
ds  i0s’
the four parameter turbulence model with logarithmic variables (K,(2,Ky,{2y) is
written as

1=In(i), (4.161)

OK
o7 T VK=V [0, VK] 4+ v, VK- VRS
P B
+e_lf+cbe_’f —C, e, (4.162)
E + u- VQ == V ° [VeffVQ] + 2VeffVK * VQ+
1 — 1
+ V5 VRV S P
-1
O Py — Cp(Cofory — 1) €2, (4.163)
e
81(9 Ko Ko
ﬁ +u-VKy=V_. [OéeffVKg} + OéeffVKg - VKyp+
P,
+ 6799 —C, e, (4.164)
899 Q Q
SE UV = V- ol V| + 208, VK VO
Cp1 — 1 c
+ OV VO + TPyt TPt
— (cq1 — 1) Ce™ — o0, (4.165)
Source terms can be written as
1 1
P, = _1731. S = _ISZ‘ (4.166)
e e

In the system (4.162-4.165), the cross diffusion terms

VS VK- VK | 1, (2VK+VQ)-VQ
Oé;ngKg -VKy a?ff (QVKO + VQ9> - V.

can be seen as additional convective terms. We introduce the fictitious velocities
Uy, Uqg, Ugg, Ugg and rewrite the cross diffusion terms as

Ug - VK , uq- vQ N VKQ , U - VQQ .

114



4.4. The four logarithmic parameter turbulence model

Model ~ Wall | Model ~ Mx CHF
ok 2k 2kg kg
—== kg = 2 =0
k—w 8y ko — wy y 9y
w 2v o — 2a % _0
CCuy? 0= C.y? oy
ok _2 oKy _ 2 ok _,
K—Q 0Jy vy Kg—Q 9y y 593/_
2u 20 Qg
Q=In|— Y=h|(—] =2=0
! (CMZUQ) ’ ! <CMZUQ> dy

Table 4.2: Boundary conditions on solid walls for both KW and KLW turbulence
models.

Boundary conditions for KLW turbulence model are summarized in Table 4.2.
We again remark that v; values are limited in a natural way with the logarithmic
formulation and the condition v, > 0 is always satisfied. An upper limit is imposed
from a physical realizability condition [78, 79]. The limits are derived as follows.
The strain tensor D, in principal axis coordinates, becomes diagonal and its non
zero components lead to

M4+ A2+ A2 = D, (4.167)
M+ A+ 23 =0. (4.168)

For a two-dimensional case A\, = /|DJ|?/2, while for a three-dimensional case
Ao < /2|DJ?/3. From the model of Reynolds stresses

2
u? = —2u\, + gk, (4.169)
so that if \,,, = max(\,), then the following must hold
2
20 A < gk 4.170)

as normal Reynolds stresses are positive. From an estimation of the maximum
admissible value of ), a local upper limit for 1, can be calculated. For three-
dimensional cases it is obtained that )\,, > |D|/v/6, leading to the following
upper bound for 14

2 k
<H/=-—=. 4.171
Vt \/;‘D| ( )

As turbulent kinetic energy production term is P, = 21,4|D|?, an upper bound is
also derived for P}, namely

P, < \/§k|D|. (4.172)
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For a two-dimensional simulation (4.169) can be re-written as

u? = =2u )\, + k, (4.173)

so the limit to be satisfied is 214\, < k. The bounds for v; and Py are easily
obtained as

1
v < —— P, =+2k|D|. 4.174
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Chapter 5

Fully developed turbulent flows

In this Chapter the results of fully developed turbulent flows are discussed. Perfor-
mances of KLW and KE models are evaluated and compared by simulating a fully
developed turbulent flow in plane channel geometry. The comparison is provided
to demonstrate the increased numerical stability of the KLW turbulence model.
A more detailed study of the plane channel, cylindrical pipe and hexagonal 19
pin nuclear reactor bundle is then reported. Different values of both Prandtl and
Reynolds numbers are considered, in particular Pr = 0.025, that is representative
of Lead-Bismuth-Eutectic (LBE) and Pr = 0.01, that is representative of liquid
sodium. With these simulations the turbulence model performances can be eval-
uated with simple and well studied cases for which DNS results and experimental
correlation are available. In the first case, a detailed evaluation of the model can be
performed by reproducing the flow features obtained with DNS simulations. In the
latter, the model can be validated on an integral scale, for example by calculating
Nusselt number values for heat transfer evaluation.

For the study of fully developed flows some simplifying assumptions can be
made. If a straight domain is considered and a constant heat flux is applied on
a boundary wall, from the energy balance equation (4.147), it is well known that
the temperature grows linearly along the axial coordinate in absence of volumetric
source term (). The temperature gradient along this direction can be calculated by

integrating (4.147) on the whole domain, obtaining
dr 4
— = q—fh 7 (5.1)
dz  WpiapCpDy,

where z is the axial direction, w,,;q 1S the cross section average axial velocity,
Dy, is the hydraulic diameter and f}, is the ratio between the heated and the wet
cross section perimeter. In this case the temperature field 7', solution of (4.147),
is usually transformed into a cross section temperature field T defined as

dTl’
T((L’,y, Z) = TwO - T(fL‘,y) + E(z - Zm) ) (52)
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where T, is the reference inlet surface temperature. The temperature field 7' (z,y),
which is the temperature distribution on the transverse section of the domain, does
not change with the axial coordinate. The energy balance equation, rewritten with
the state variable T, becomes

4q fn

oT . . )
—4+u-VI'=V. |:<Oé+at)VTi|+u‘aWC'p_Dh’

ot
where a is the unit vector in the axial direction. The last term in (5.3) is a source
which depends on the heat flux on the wall and on the fluid velocity and geometry.
This change of variables allows us to impose an periodic boundary conditions also
on the temperature field and [10, 72, 80]. The RANS system of equations is then
modified as

(5.3)

V-ou=0, (5.4)
M Vu=-lvpiF.
ot i

+ V- [(v+u) (Vu+Vu')] +gB8(T - T,), (5.5)
oT ~ ~ . Aqfn
i VT =V - T fa—— 2 .
ot tu-v v [(a + )V } u awmidepDh ’ (>.6)

where F', is parallel to mean flow direction and represents the pressure gradient
force that drives the fully developed turbulent flow. The magnitude of F, can be
set in order to obtain a certain Re, case. In particular, |F,| can be computed from
(4.37), for y = 0 we obtain

o°P 1, pu?

dr &9
Friction velocity u, can be written as a function of friction Reynolds number Re.
in the following form

OP  pRe2v?

dx B
Fully turbulent flows in several geometries are considered in this Chapter, namely
plane channel, cylindrical pipe and 19 pin nuclear reactor bundle, in Sections 5.2,
5.3 and 5.4 respectively. Results for both dynamical and thermal fields are shown
and compared with DNS results, whereas available, or with experimental correla-
tions.

All the results reported in the following have been obtained from solution of
the RANS and KLW system of equations using finite element method in FEMuS
code. Time derivatives are discretized using backward Euler method. The al-
gebraic system of equations is solved using the Generalized Minimal Residual
method (GMRES) with Incomplete LU factorization (ILU) preconditioner [81].

5.7

(5.8)
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Figure 5.1: Sketch of the plane channel simulated domain.
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Value .
Property Symbol Pr—001 Pr—0.025 Unit
Viscosity u 5.433-107* 1.844-107% Pas
Density P 914.6 10340 Kg/m3
Thermal conductivity A 74.02 10.77 W/(m K)
Heat specific capacity Cp 1362.3 146 J/(Kg K)

Table 5.1: Physical parameters for fluids with Pr = 0.01 and Pr = 0.025.

Var. Lsym Ty U e T'w
u u=20 ?:O u=20
Y

ox 8z ox

k %_0 87_0 %_%
I
_— = _— = = 27V

0 5, =0 5,=0 9 1n<0#52)

Table 5.2: Boundary conditions imposed for the simulations of fully developed
turbulent flows-dynamical fields in a plane channel.

5.1 Comparison between KLW and KE models

In the present Section results are shown to demonstrate the enhanced numerical
stability of the four logarithmic parameter turbulence model KLW with respect to
original KE formulation. The comparison is made with the KE formulation since
this formulation has been more widely used, so it would be of great interest to
increase the performances of existing model implementations [82, 83, 84, 85]. The
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Figure 5.2: Comparison of R values obtained for k, ¢, K and {2 for using same
time discretization step.

fully developed turbulent flow in plane channel, with a friction Reynolds number
Re,. = 2000 and fluid molecular Prandtl number Pr = 0.01 is chosen as a test
case to investigate turbulence model performances. A more detailed study of fully
developed turbulent flows in plane channel geometry is presented in the following
Section. The simulated geometry is sketched in Fig. 5.1 and consists of two plates
located at a distance L = 0.0605 m. The condition of fully developed turbulent
flow is imposed with periodic boundary conditions on the inlet and outlet of the
channel. The physical parameters used to obtain the present results are listed in
Tab. 5.1. Because of the symmetry of the problem only half of the physical domain
is simulated. We indicate with I';,, the inlet surface, with I',,; the outlet surface,
with I, the wall surface and with I',,, the surface on the symmetry plane. The
boundary conditions we impose are reported in Table 5.2. Stationary solutions are
obtained with a time marching scheme. Thermal fields, for this case, are passive
scalars, so first the solution for velocity and dynamical turbulence variables is
obtained and then the one for mean temperature and thermal turbulence variables.
To better evaluate the performances of the two models we introduce variables M,i
and N, ; calculated as

Ny = |®i — PitallL, Noi = ||®i — Psteadyl| L - (5.9)

The value of N; 1,; Tepresents the L, norm of the difference between two consec-
utive printed solutions, ¢ and ¢ 4+ 1, while NQJ‘ is the Lo norm of the difference
between the solution at times step ¢ and the final one, labeled as ®;c,q4,. Another
useful parameter to monitor is the sum of weighted residuals R. For a generic
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5.1. Comparison between KLW and KE models

partial differential equation Fg; written in the form

Eq: Lu—f=0, onf), (5.10)
the residual R of approximate solution uy, is calculated as

R=Lu,—f. (5.11)

The weighted residual is obtained from integration of equation 5.11 over domain
(2, after it has been multiplied by test function ¢. For a given domain discretization
2, with N nodes, the sum of weighted residual R is calculated as

N
R = ZI/Q(Luh — F)idS2. (5.12)

It is clear that when u;, tends to exact solution u, the sum of weighted residuals
becomes zero. Differently from the values of norms N; and N>, the value of R
contains information on how approximated solution wy, is close to exact one wu.
The initial conditions for dynamical turbulence variables are provided as uniform
fields over the domain, with equivalent values for k, € and K, {2, namely

k=kin, €=cn, (5.13)

6.
K=In(ky), Q=In ( - > . (5.14)
Ckin,

A fine mesh in the near-wall region is used, so that viscous layer can be resolved.
Natural boundary conditions are set for £ and K, from near-wall behavior
Ok 2kny

a6 0

where ¢ is the wall distance. Essential boundary conditions are used for € and 2.
In particular for ¢ the following defective scheme is used

knw = A%, — (5.15)

. . 2 .
el =¢el,+7 (5—5k2w — %) , (5.16)

in order to avoid huge oscillations in € values. For €2 the near-wall value is constant
in time since it depends only on kinematic viscosity ~ and wall distance d

Q=1In (%) . (5.17)
o

In Fig. 5.2 obtained values of R, for k, K, € and 2 are plotted against the num-
ber of iterations N performed. The evolution of R is here shown for the first
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Figure 5.3: Comparison of Ly norms N; and N values obtained with KLW and
KE. Values refer to time evolution of k£ and ¢ variables.

performed iterations, in order to make a comparison between the behaviors of
the two turbulence models. The results have been obtained using the same ficti-
tious time discretization step. For the KLW turbulence model it is observed that R
present some oscillations, at the very first iterations, and then stabilizes, with €2
variable having a more rapidly decreasing value of R with respect to K. For KE
turbulence model the initial values of R are smaller than those obtained with KLW
but as soon as € wall value begins to change R rapidly diverges. A smaller time
step is then required for the solution of KE model, at least for an initial amount of
iterations. Complete time evolution of A, and N5 norm values is reported in Fig.
5.3. In this Figure norms are calculated on k£ and €, so KLW model results have
been transformed back to natural values of k£ and ¢, in order to make a comparison
between norms of the same variables. Time evolution is described as a function
of normalized number of iterations Ny, namely the number of iteration divided
by the number of iterations to final convergence of KLW model. For KLW model
the same time discretization step has been used for the entire simulation. After
an initial solution guess, norms A; and N> rapidly decrease with the number of
iterations. A smaller initial time step value is used with KE model. After some
initial iterations, when norms N/ start to monotonically decrease, time step value
can be increased. It can be seen that the solution with KE model required a total
number of iterations approximately 2.5 times bigger than those required for the
solution of KLW model. A comparison of the obtained results is shown on the left
of Fig. 5.4, where non-dimensional value of v™, k™ and ¢ are plotted against
non-dimensional wall distance y™. The models reproduce the same results, as
expected, with only a small difference in the near wall value of €.

122



5.1. Comparison between KLW and KE models

25 4

20 A

+»
>
10 4
54
" T T -
10° 10! 10% 10%
ot
Y
0.6
44
0.5
3
0.4
+ +=
< <
24
0.3
14 0.2
0.1
0-
T T T T T T T -
10° 10! 102 10* 10° 10! 10% 10*
— ot
Y Y
0.20 4 141
1.24
0.15 104
2
—
© C 0.8
0.10 o
W
0.6
0.05 0.4
0.2
0.00
T T T T T T > i
10° 10! 10? 10 10° 10! 10? 10

Figure 5.4: Comparison of results obtained with KE and KLW formulations of
four parameter turbulence model. Plots are taken on channel cross sections and
reported as a function of non dimensional wall distance y*. On the left results
for dynamical turbulence and on the right thermal field results for CHF boundary
condition.

Once that the solution for dynamical variables has been obtained, the compu-
tation of thermal variables is set up. For each field an initial uniform value is set,
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Figure 5.5: Comparison of L, norm N; and N, values obtained with KLW and KE
models for simulation of turbulent heat transfer in plane channel, CHF boundary
condition, Re, = 2000 and Pr = 0.01.
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Figure 5.6: Comparison of R values obtained for ky, 4, Ky and €2y for case MX
and solution with same fictitious time step.

with equivalent values for ky, £y and Ky, {2y, namely
ko = koin, €o=¢oin, (5.18)

£0.in
=1In(ke;n), Qo=In—"—]. 5.19
Ko = In(kg in) 9 = In (Cuke,m) (5.19)
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5.1. Comparison between KLW and KE models

Both CHF and MX boundary conditions for thermal turbulence variables are inves-
tigated. For CHF case the boundary conditions are set for both systems of thermal
turbulence variables (kg, £9) and (Kg, 29) by imposing a zero gradient value in the
direction normal to interested boundary side. Thermal dissipation rate £y does not
suffer from a dependence on £y value, and KE and KLW models behave in the same
way, as described in Fig. 5.5. Results of thermal fields are shown on the right of
Fig. 5.4, where non-dimensional values of temperature 7, mean squared temper-
ature fluctuations k, and their dissipation ¢, are plotted against non-dimensional
wall distance y. One can see that the two different model formulations lead to
the same results, as expected. Plots of norms N; and A, norms are reported as
a function of variable N,.,. For this case N.,, the ratio of number of iterations
versus number of iterations to convergence for CHF case, is in the range of 0 to
1. Values of A} and N>, for KLW model, have been calculated on (ky,ey) val-
ues obtained from (Ky, €y) in order to compare them with those obtained with KE
model. For this case the same fictitious time step has been used for both turbu-
lence models, leading to an equivalent time evolution of the solutions. A different
behavior is observed with the setting of MX boundary conditions. Simulations are
performed starting from steady solution obtained for CHF case. Natural bound-
ary conditions are still set for £y and Ky, since their near-wall gradient component
along wall normal direction can be expressed as a function of wall distance 9. Es-
sential boundary conditions are used for €4 and (24: for the first variable a Dirichlet
boundary condition is set according to

200
Ehnw = ﬁke, (520)

while for the logarithmic omega variable the following value

2av

is imposed. In order to prevent high oscillating wall values of 4, Dirichlet bound-
ary condition for &g is updated with a defective method, i.e. as

S = Sl T <§—‘§kémﬂ - eému) , (5.22)
where i + 1 is the actual time step, k), is the last updated near-wall value of
kg and ~y is a constant value smaller than one. If v = 0 then the near-wall value
of ey 1s kept equal to the last computed value, i.e. the first imposed value if
is not changed during the simulation, otherwise for v = 1 the new value of ¢y
is completely determined on the last updated value of ky. In Fig. 5.5 the time
evolution of norms N; and N, values is reported as a function of N, variable.
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From the side of KLW model, MX boundary conditions introduce high gradients
of )y field in the near-wall region, requiring a smaller fictitious time step than
the one used for the solution of CHF case. Convergence is then obtained after the
value of Ny, is greater than 1. For the KE model the used time step is equal to one
tenth of that used with KLW, for a matter of stability as with higher dt values the
solution diverges. This behavior can be easily seen from Fig. 5.6, where values
of R have been plotted against V., values, for solutions of (kg, ) and (Kg, €29)
using the same value of dt. ‘R value for the system (ky,cy) are initially small, as
the starting solution is the steady one of CHF case and ¢y wall values are updated
with (5.22). After some iterations R begins to oscillate until the solution diverges.
For (Kg, €2) system the correct wall value of €y is imposed at the first iteration,
leading to initially high values of R. After a few iterations, characterized by some
oscillations, R stabilizes. Again from Fig. 5.5 it is clear that KE model requires a
greater number of iteration to solution convergence.

From this simple test case it has be shown that the double turbulence model
transformation, i.e. from ¢ variable to w ones and from “natural” variables to log-
arithmic values, allows to obtain an increased numerical stability. In this light
of view the above mentioned turbulence model transformation can be seen as a
generic mathematical tool that can be applied to existing k-¢ turbulence models to
increase their numerical stability. The analysis has been performed by comparing
the performances of KLW an KE models in simulating a steady fully developed
turbulent flow. A major limitation of the KE model is represented by the boundary
condition imposition for € and €4 variables on wall boundaries. Small time steps
are required to limit € and £y oscillations on wall boundaries while €2 and (2 are
not affected by this issue. Transient simulations have not been considered since
in this thesis only steady simulations are performed. Anyway, while simulating
transient situations, small time steps are required to reproduce phenomena occur-
ring on small time scales. In this framework the KE model should suffer less of
the boundary condition issue, but the logarithmic formulation is yet expected to
be more stable due to the natural lower limitation of all solved variables. Orig-
inal solved variables are in fact prevented from becoming negative so that lower
threshold values do not need to be set in order to avoid numerical instabilities.

5.2 Plane channel

5.2.1 Dynamic turbulence

The plane channel is one of the simplest types of geometry that can be simulated
and many Direct Numerical Simulations are available for this kind of flow. In
particular for fully developed turbulent flows results of the dynamical turbulence
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kT wt v

Near wall x yt? OLW x yt3
m
1

i Kyt
v/ Cu Kky/Cpyt

Table 5.3: Reference profiles, as a function of non-dimensional wall distance, for
k*,w' and v;" in both near-wall and constant stress layer.

Const. stress

for the cases of friction Reynolds number Re, = u,6/v ~ 180, 395, 590, 640,
950, 2000 and 4200 are available [86, 87, 88, 89]. The simulation configuration is
the same used for the performance comparison between KLW and KE models and
described in the previous Section. In particular the physical domain is sketched
in Fig. 5.1, while fluid physical properties and boundary conditions are reported
in 5.1 and 5.2 respectively. Six test cases with Reynolds number Re ~ 5700 (A),
14000 (B), 24000 (C), 37000 (D), 86000 (E) and 198000 (F) are considered. They
correspond to friction Reynolds numbers Re, ~ 180, 395, 640, 950, 2000 and
4200. All simulations are performed using a spatial discretization of the physical
domain in order to have the first mesh point at y* < 1.

Profiles of non-dimensional turbulent kinetic energy k* = eX/u?2, specific
dissipation rate wt = €% /u? and eddy kinematic viscosity v, = v;/v are shown
in Fig. 5.7 for all the simulated cases. Reference behaviors for each variable are
shown. In particular, these are the ones obtained in Section 4.2 and summarized
in Table 5.3 for both near-wall and constant stress layer.

Quadratic dependence on y* and uniform value in the constant stress layer
are perfectly reproduced by the solved K fields. Specific dissipation rate w is
proportional to the inverse of quadratic wall distance, in the near-wall region, and
to the inverse of wall distance in the constant stress layer. The obtained results
are in very good agreement with the reference behaviors. Finally eddy kinematic
viscosity grows with the cubic power of wall distance, in the viscous region, and
then in the logarithmic region. The cubic behavior is fairly reproduced and a
better agreement is obtained with the linear behavior. In Figure 5.8 a comparison
of non-dimensional velocity values is shown between the results obtained with the
KLW turbulence model and those obtained from DNS simulations for the cases of
Re, = 180, 395, 640, 950, 2000 and 4200. The linear behavior v* = y™ and the
logarithmic one v+ = 1/0.41In(y™) + 5 are well reproduced in both cases and the
results are in good agreement with DNS ones for each simulated case.

5.2.2 Thermal turbulence

Direct Numerical Simulations results of fully developed thermal turbulent flow for
a fluid with Pr = 0.025 are available for the cases of friction Reynolds number
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Figure 5.7: From top to bottom: non-dimensional turbulent kinetic energy k™,

specific dissipation rate w* and eddy kinematic viscosity v;" as a function of non-
dimensional wall distance y™ for all the simulated cases.
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Figure 5.8: Non-dimensional velocity profiles plotted against non dimensional
wall distance y* and compared with DNS results and characteristic linear and log-
arithmic behaviors.

Re, = 180, 395, 640, 1020 [86, 90]. For the case of Pr = 0.01, DNS results
are provided for the study of conjugate turbulent heat transfer in plane channel
with Re, = 180, 395, 590 [87]. Moreover Large Eddy Simulation results at
Re. = 2000 are described in [58] for both Pr = 0.01 and Pr = 0.025. The
boundary conditions imposed to the solution of the thermal turbulence system of
equations are reported in Tab. 5.4. On wall boundary I',, a uniform heat flux
of 3.6 x 10> W/m? is applied and both MX and CHF boundary conditions are
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Var. Lsym T U s T
5 oT oT 3
T — =0 — =0 T=0
ox oy
0Ky 0Ky OKy 2 0Ky
50, o or ‘o0
G =0 HI=0 9= ( 2 52) S =0

Table 5.4: Boundary conditions imposed for the simulations of fully developed
turbulent flows - thermal fields - in plane channel.

+ + +
ky Wy oy
B.c. type MX CHF MX CHF MX  CHF
Near wall xyt? oyt Ci/“ xyt0 oyt ocyT?
Const. stress ! 2 Prisy™
2Pri\/Cp ka/Cuyt thY

Table 5.5: Reference profiles, as a function of non-dimensional wall distance, for
k;, w, and «;f, in near-wall and constant stress-flux layer, and for both MX and
CHF boundary conditions.

considered for Kg-$2y.

Non-dimensional mean squared temperature fluctuations k; = e*¢ /T2, ther-
mal specific dissipation rate w, = €%v/u? and eddy thermal diffusivity o =
ay /v are shown in Fig. 5.9 as a function of non-dimensional wall distance y*.
The profiles are obtained from simulations with both MX and CHF boundary con-
ditions applied on the system Ky-{29. The reference behavior, for near-wall and
constant stress-flux regions, is summarized in Tab. 5.5 and plotted in 5.9. It is
easy to see that for MX boundary conditions, quadratic behavior of ky is captured
up to y* ~ 2 while, for higher values of y*, ks grows quickly between linear
and quadratic order. The thermal specific dissipation rate wy decreases, as wall
distance increases, proportionally to the inverse of y+2. The cubic growth of eddy
thermal diffusivity is almost well captured up to y* ~ 10. For the case of CHF
boundary conditions, both &, and w; are characterized by flat profiles in the whole
viscous layer. The quadratic behavior of o is well captured with modeling func-
tions described in Section 4.3. Differently from the dynamic variables examined
in Fig. 5.7 the computation of thermal turbulence variables in the bulk region is
difficult because of the small Prandtl number. In Fig. 5.10 non-dimensional val-
ues of mean temperature 7't = T'/T,, for cases with Pr = 0.025 and Pr = 0.01,
and non-dimensional velocity are plotted against non-dimensional wall distance.
The friction Reynolds number of the considered cases varies from Re, = 180 to
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Figure 5.10: Plots of non-dimensional temperature values, for Pr = 0.025 and
Pr = 0.01, and non-dimensional velocity profiles against non-dimensional wall
distance. Viscous and logarithmic regions are shown for both temperature and
velocity fields. Red circles show the points where the newly proposed temperature
law (4.53) and Duponcheel’s (4.51) meet.

Re. = 11600. The comparison is proposed in order to notice the different y™
ranges of 7" and v characteristic behaviors. For the velocity field the linear law
is observed in the range y* € [0, 5] and the logarithmic one starting from y* ~ 30
and up to an y* value that depends on Re,. Temperature values obtained with
Pr = 0.025 show a departure from the linear behavior at about y* = 40. Tem-
perature logarithmic behavior is obtained for cases Re, = 2000, Re, = 4200 and
Re, = 11600 from non-dimensional wall distance y* = 400. Duponcheel’s law
(4.51) for temperature approximates very well the viscous and buffer layer, while
the newly proposed one (4.53) perfectly overlaps temperature profiles in the log-
arithmic region. From Fig. 5.9 one can see that eddy thermal diffusivity profiles
are approximated quite well by the behavior

K
af = — A

- 2
2ut M T 133+ (5-23)
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Figure 5.11: Comparison of non-dimensional temperature values, for Pr =
0.025, with DNS and LES results, as a function of non dimensional wall distance
y* [86, 58].

upon which Duponcheel’s relation and the newly proposed one are based, in the
range y € [20,400] and y* € [400, 2000].

Source Case [Fe,]

180 395 640 950 2000 4200 11600
KLW 562 677 752 892 1272 2044 43.15
LES [58] 8.36 14.39

CHENG & TAK 545 646 744 884 1205 1995 44.11

Table 5.6: Comparison of Nusselt number values for the plane channel simula-
tions with LES and reference correlation values.

Results for Pr = 0.025

A comparison with DNS and LES results for non-dimensional temperature profiles,
with Pr = 0.025, is shown in Fig. 5.11. Results for Re, = 180, 395 and 640 are
from [86], while LES solutions for Re, = 2000 are from [58]. The results are in
very good agreement with DNS ones, while a sensible difference is observed with
LES results for case Re, = 2000. These results were obtained in [58] using a
combined LES - DNS approach, i.e., a LES simulation where a subgrid-scale stress
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Figure 5.12: Comparison of non-dimensional root mean squared temperature
fluctuations 7" , plotted against non dimensional wall distance y*, with DNS

rms?

values for Pr = 0.025 and cases Re, = 180, 395 and 640 [86].

model had been used for the solution of the momentum equation while for the
energy equation no subgrid-scale turbulent heat flux model had been used. The
reason behind this approach is that for very low Prandtl number values the small-
est thermal scales are yet much bigger than velocity ones, so that with a particular
fine grid resolution the temperature field can be captured without a subgrid model.
Following the procedure described in [58] the Nusselt number values are here cal-
culated, in order to have a measure of heat transfer performance, and compared
with the correlation of Cheng and Tak [91] that will be better introduced in the
section of thermal results for cylindrical pipe geometry. Nusselt number values
are reported in Tab. 5.6. It can be seen that the values obtained with KLW model
are in good agreement with the correlation of Cheng & Tak on a very wide range
of Peclet values, namely from Pe = 144 for Re, = 180 to Pe = 15500 for
Re; = 11600. Results from LES simulations show a bigger discrepancy with ref-
erence correlation, in particular for the case Re, = 2000. Results obtained with
KLW model can then be considered rightful ones. Non-dimensional root mean
squared temperature fluctuations 7). = = \/ﬁ /T profiles are plotted in Figure
5.12 against non-dimensional wall distance y and compared with DNS relative
values [86]. With MX boundary conditions, temperature fluctuations increase with
wall distance and reach a maximum value that, for high Re, values, occurs in the
constant stress-flux region, as previously seen in Fig. 5.9. Temperature fluctua-
tions are slightly overestimated, with respect to DNS values, in the region close to
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Figure 5.13: Profiles of non-dimensional wall normal turbulent heat flux compo-
nent u/+T"* plotted against non dimensional wall distance y* and compared with
relative DNS data for cases Re, = 180, 395 and 640 and Pr = 0.025 [86].

the wall, while a better agreement is obtained as wall distance increases after ky
peak value the positions. Profiles of non-dimensional turbulent heat flux compo-
nent along wall normal direction

S or 1
qf-l- = T+ = —y— -

—_— 5.24
ox u,T.’ (5.24)

are plotted in Fig. 5.13 and compared with corresponding DNS values. An overall
good agreement is obtained, with a slight overestimation of ¢** peak value for
case Re,; = 180 and a slight underestimation for case Re, = 640.

Results for Pr = 0.01

A DNS study on conjugate turbulent heat transfer for fluids with Pr = 0.01 has
been discussed in [87] for cases Re, = 180, 395 and 590. They consider the in-
teraction between a solid, with thermal conductivity A, and a fluid, with thermal
conductivity A;. Conjugate heat transfer is studied by varying the ratio A/,
with two limiting cases, i.e. A;/A\; = 0 and Af/\; — oo. The first case is repre-
sentative of ideal non fluctuating temperature boundary condition, while the latter
stands for ideal fluctuating temperature boundary condition, i.e. the boundary
conditions that have been labeled here as MX and CHF respectively. The bound-
ary conditions used for the present simulations are reported in Tab. 5.4. Values
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Figure 5.14: Comparison of non-dimensional temperature values, plotted against
non dimensional wall distance y* and for Pr = 0.01, with DNS and LES results
[86, 58].
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Figure 5.15: Comparison of non-dimensional root mean squared temperature
fluctuations 7). ., plotted against non dimensional wall distance y*, with DNS
values for Pr = 0.01 and cases Re, = 180, 395 and 590 [87].

of non-dimensional temperature 7 are reported in Fig. 5.14 and compared with
DNS values, characteristic linear profile and relation (4.53). For these small values
of Re, and very low value of molecular Prandtl number, characteristic logarithmic
profile does not develop. For the case of free temperature fluctuations along the
heated wall a slightly smaller mean temperature value is obtained. This behavior
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Figure 5.16: Profiles of non-dimensional wall normal turbulent heat flux compo-
nent u/+T"+, plotted against non dimensional wall distance y and compared with
relative DNS data for cases Re, = 180, 395 and 590 and Pr = 0.01 [87].

is reproduced by the KLW model but a small underestimation of temperature is
observed with respect of DNS data. Root mean squared temperature fluctuations
are described in Fig. 5.15. For the case of zero temperature fluctuations along
the heated wall a good agreement with DNS data is obtained, with 7" = profiles
similar to those obtained for Pr = 0.025. With free temperature fluctuations,
almost flat profiles of 7} develop from wall position up to non-dimensional dis-
tance y™ ~ 30. This behavior is captured by the KLW model although temperature
fluctuations are overestimated with respect to DNS data. In particular from DNS
results it appears that the different boundary conditions have not a great impact on
temperature fluctuations values in the bulk region, while sensible higher values are
obtained with KLW model. A re-calibration of )y equation coefficient could lead
to future improvement of the model in predicting free temperature fluctuations. Fi-
nally non-dimensional turbulent heat flux values are plotted in Fig. 5.16. For MX
case a good agreement is obtained, with DNS values, especially for Re, = 590
case. As a general behavior, higher values of turbulent heat flux are obtained,
leading to higher temperature fluctuations.

5.2.3 Wall function approach

In this section results obtained with wall function approach are presented for case
Re. = 2000 and Pr = 0.025. Accurate flow prediction requires the use of highly
refined computational grids near wall boundaries, in order to solve the viscous
layer. This requirement can be very demanding even though a RANS simulation
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VISC. REGION

%

VISC. REGION

Figure 5.17: Sketch of computational grid for Low-Re approach, on the left,
and for wall function approach, on the right. Yellow regions stand for non-solved
physical part of the domain.

Variable Boundary condition

u vVu - = u?

K yt <10: VK-n=2/§ yt>10: VK-n=0

Q yt<5: Q=In(2v/(C,6%)) yt >5: Q=In(u;/(k/Cud))

Table 5.7: Boundary conditions used for the dynamical sets of variable, i.e. u, K
and ().

Variable Boundary condition

T T=T,2-In(1+ xkPry*/2)/k

Ky yT <10: VKg-n =2/ yT>10: VKg-n=0

Qp yt <5: Q=In(2a/(Cud%) y* >5: Qy=In(u,/(Rr\/CLd))

Table 5.8: Boundary conditions used for the thermal sets of variable, i.e. T, Ky
and .

is being performed instead of a LES or DNS one. Wall function approaches have
been developed to soften the level of refinement needed for the computational
grid, providing a strategy for more “economical” computational simulations of
turbulent flows. Many wall function approaches have been developed, based on
the hypothesis that inside the viscous layer and also in the logarithmic one, state
variable behaviors can be predicted using universal laws [51]. In the present for-
mulation wall function approach is used to “cut” part of the physical domain from
the simulated one. In Section 4.4 it has already been introduced the fact that with
the four logarithmic parameter turbulence model boundary conditions are placed
at a distance 0 from real wall boundaries because both logarithmic values of £ and
w, but also ky and wy for MX b.c., are not bounded on wall surfaces. Boundary
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5.2. Plane channel

conditions have then been provided using u, 7" and K-{2-Ky-{)y behaviors in the
viscous layer. Different boundary conditions must be used when wall distance
0 is high enough so that the first mesh point lays outside the viscous region, as
sketched in Fig. 5.17. The boundary condition used for the dynamical set of vari-
ables are reported in Tab. 5.7 and are derived from the characteristic behaviors
of u, K and {2 in both viscous and logarithmic regions that have been observed in
Fig. 5.7. More difficult to determine are the boundary conditions for the thermal
system of variables 7', Ky and {2y. A Dirichlet boundary condition is imposed for
the temperature field by using (4.53) since this relation well approximates tem-
perature profile over a wide range of y* values. For Ky zero gradient along wall
normal direction is imposed while for 2y a Dirichlet boundary condition is set
using €2 value and the thermal to dynamical time scale ratio R, with R = 0.5.
The boundary conditions are summarized in Tab. 5.8. A precise estimation of the
friction velocity w. is important for setting correctly the boundary conditions with
wall function approach. For a given value of wall distance J, kinematic viscosity
v and tangential velocity boundary value u;, = ‘up . t|, friction velocity can be
calculated from linear and characteristic law as follows

UplV

Ur lin = T ) (5.25)
Urlog = 1 uTlogé . (5.26)
—In|—— )+ B
K v

As already mentioned, linear and logarithmic behaviors are observed in region
yT € [0,5] and y* > 40 respectively. If the first mesh point lays in the inter-
mediate region, y* € [5,40], then a different relation than (5.25 - 5.26) must be
used. For this reason the Musker law is introduced [92]. A velocity law is derived
starting from a model for v;. Eddy kinematic viscosity is known to grow propor-
tionally to cubic power of y ™, in viscous region, and as xy* in logarithmic region,
while the behavior in the buffer layer is not known. A blending between cubic and
linear laws is then proposed for the numerical evaluation of v;/v as an harmonic
mean between these two reference behaviors

v 1 1

= + — ,

(5.27)

where (' is a constant value. Equation 5.27 can be written into 4.41, leading to the
following non-dimensional relation
du™ K+ Cyt?

— _ 5.28
dyt  k+ Cyt? + kCy+? 28

For the calculation of C' equation (5.28) is integrated with respect to non-dimensional
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Figure 5.18: Modeled eddy viscosity ratio 4 /v with Musker relation (black line)
compared with cubic and linear characteristic behaviors, blue and red lines respec-
tively.
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Figure 5.19: Non-dimensional velocity profile modeled with Musker law for v,
compared with linear and logarithmic behaviors and DNS data for Re, = 2000
[88].

wall distance y™, requiring that for y© — oo the logarithmic behavior is obtained

uwm=—In(y")+ B, k=041, B=50, (5.29)
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Figure 5.20: Calculation of u, using linear, logarithmic and Musker velocity
laws, red, blue and green lines respectively.

leading to C' = 0.001093 [92]. The final form of non-dimensional velocity u™ is
then obtained as

2t — 8.1
vt = 5.424 arctan (%) +4.16931In (y* + 10.6) +
— 0.86861n (y+2 —8.15y" + 86) _352. (5.30)

Modeled eddy kinematic viscosity with (5.27) is plotted in Fig. 5.18, while veloc-
ity profile (5.30) is represented in Fig. 5.19 with characteristic linear and logarith-
mic laws and DNS results for case Re, = 2000. It can be easily seen that Musker
law allows to accurately model the velocity profile within the buffer layer. In Fig.
5.20 the results for u, are shown. On y-axis the value of velocity modulus w; on
boundary side is calculated as a function of u,, v = 1077 and 6 = 10~*, with the
following expressions

25
linear up = u; , (5.31)
Musker up = urM(ur, 6,v), (5.32)
) ) 1. ud
logarithmic up, = u, [ —In + B, (5.33)
K v
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no

yfgg > 407

yes no

Figure 5.21: Algorithm for calculation of u..

where M (u,, 0, ) represents equation (5.30). For a given value of wy, three dif-
ferent values of u, can be calculated, i.e. (5.25-5.26) and

Up

Ur mus = m .

Numerical evaluation of w, with (5.26-5.34) is iterative as many nonlinear terms
are present and a direct calculation is not possible. It could be stated that Musker
relation alone could be used to handle u, calculation, but because of its more
complicate expressions it is used only when really needed. The algorithm used
for u, is sketched in Fig. 5.21. Friction velocity w.,;, is always solved and it
is used as final u, value if the ylfn = du, /v < 5, condition represented with
node A in Fig. 5.20. Otherwise, if yl“:n > 5 then u, 4 1s calculated and used
as final value of u, only if yfgg = 0Uyj0g/V > 40, condition represented with
node B in Fig. 5.20. Musker velocity law M (u,,d,v) is used when y;; > 5 and
ylf)g < 40. Results obtained with the wall function approach are reported in Fig.
5.22 for v*, kT, wt, T, k and w, . One can refer to fully developed channel
flow with Re, = 2000 and Pr = 0.025. Several cases are reported, in terms of
y™ value on the first resolved mesh node, namely y™ = 16.4, 32.3, 64, 124 and
180, and compared with reference solutions previously discussed, with y* = 0.66.
The pressure gradient is determined from (4.37). If physical half channel width is
labeled as h, then the following expression is obtained

0P pRe2v?
or  h2(h—96)"

(5.34)

(5.35)
For the velocity profiles the reference DNS results are reported. It can be seen

that friction velocity is well predicted for each of the simulated cases as veloc-
ity profiles start from reference values. The most problematic case is the one with
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Figure 5.22: Results obtained with wall function approach for plane channel case
Re, = 2000 and Pr = 0.025. Variable profiles are translated to obtain better

visibility.
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y™ = 16.4 as within the buffer layer k changes greatly from the parabolic behavior
to the slightly decreasing one and w cannot be predicted yet with its characteristic
behavior of logarithmic region. The boundary condition imposed on w is slightly
overestimating w value with respect to the reference case with y* = 0.66 and k
values are under-predicted. Since y™ value of the first mesh point increases, a
better agreement is obtained between wall function approach and fully resolved
viscous layer. Temperature equation is first considered. In order to solve a simpli-
fied case, temperature field has been transformed into a cross section temperature
field 7', hereinafter referred to as 7', so that periodic boundary conditions can be
imposed. As a result of the field transformation, a source term S, has been added
to temperature equation, namely

4q fn

Si=u-a—h__
wmidepDh

(5.36)

where w,,;4 1s the averaged mean velocity along axial direction. Mean velocity
Wmiq Should be calculated over the entire “physical” domain and not restricted on
the computational domain. Musker velocity profile has been used to model the
velocity field of the non-solved layer, so, once that u has been calculated, w4 is
obtained as

+

Yq h
1
Wiia = 7 V//\/l(y+)dy++/udy . (5.37)
0 5

It is clear that for more complex geometries this approach is difficult to use. The
results of the temperature field are in good agreement with reference values and the
effect of zero gradient boundary condition can be seen on ky values. Close to the
boundary ky reaches an almost flat profile and then recovers its behavior. Values of
wy are slightly overestimated over the entire simulated domain. Determination of
wy characteristic behavior is sure a key point for the realization of a more accurate
wall function approach. Future studies should be performed in this direction, in
order to provide a turbulence model that can be used over a wide range of flow
configurations.

5.3 Cylindrical pipe
In the present section results obtained with the KLW model for the simulations of
fully developed turbulent flows in a cylindrical pipe are reported. The cylinder

has a diameter D = 0.0605 m and the cylinder axis is located at » = 0, where r
is the radial coordinate, as shown in Fig. 5.23. The problem is axially symmetric
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Figure 5.23: Sketch of the simulated domain for the case of fully developed flow
in cylindrical pipe.

so the mean velocity, the mean temperature and all the turbulence model variables
depend only on the radial coordinate. In the computational domain we identify
with I'y,,,, the symmetry axis, with I',, the wall surface and with I';, and I, the
inlet and outlet surfaces. Since turbulent thermal field DNS results for low Pr fluids
are not available, results are validated on an integral scale by comparing obtained
values of Nusselt number with reference correlations. Several fully developed
turbulent flow cases have been simulated, in particular with Re, = 180 (A), 360
(B), 550 (C), 1000 (D), 3580 (E), 5840 (F) and 6860 (G). The corresponding values
of the Reynolds number for these cases are 5760, 12770, 20700, 41000, 165000,
286000 and 341000. For each simulated case both Pr = 0.01 and Pr = 0.025
values are considered. As in the plane channel case, all the simulations for the
cylindrical pipe are performed refining the mesh in the near-wall region in order
to have the first mesh point with y* < 1. A uniform heat flux is applied on
wall boundary. Imposed boundary conditions for dynamical and thermal fields are
analogous to those used for the plane channel simulations and reported in Tab. 5.2
and Tab. 5.4. For the thermal turbulence variables only MX b.c. have been used.
The Kays correlation has also been considered for modeling the turbulent heat
transfer since it is generally suggested for RANS simulations of liquid metal flows
[58, 93]. This model can be used to compute the eddy thermal diffusivity a; by
means of a turbulent Prandtl number Pr; and of eddy viscosity v;. The dynamical
turbulence model of KLW model is used to calculate 14 while oy is computed as

0.7
- Pry =085+ —— (5.38)
P?‘t =t

v

ay

where v, /v is the eddy viscosity ratio and Pr; is the turbulent Prandtl number
modeled with Kays correlation. The main advantage of the model is that it does
not require the solution of additional transport equations and that Pr; is a function
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of local parameters, instead of being a uniform value as in classical Simple Eddy
Diffusivity model. On the other hand, the major limitation of the model is repre-
sented by the fact that eddy thermal diffusivity o is still calculated as a function
of only dynamical turbulence variables.

The heat transfer between a wall surface and a fluid flow is usually evaluated
through Nusselt number. This is a non-dimensional parameter that takes into ac-
count the thermal conductivity A of the fluid, the hydraulic diameter D;, of the
transverse section of the pipe and the convective heat transfer coefficient h. The
Nusselt number is then calculated as

kD,
-2t

For the case of a constant heat flux per unit surface q applied on wall surfaces, the
convective heat transfer coefficient can be expressed as

Nu (5.39)

q
h=—— 5.40
T (5.40)
where T, is the wall surface temperature and 7, is a representative temperature of
the fluid. Normally 75, is the bulk temperature of the fluid

_fATu-ﬁdA

= [yu-ndA

(5.41)
where 7 is the unit vector normal to the transverse section A of the pipe. In
literature many correlations based on experimental results of liquid metal flows in
cylindrical geometry for the calculation of the Nusselt number are available. The
general form of these correlations is

Nu= A+ aPe", (5.42)

where Pe is the Peclet number and A, a and n are constant positive numbers. We
report here some of the main correlations for the case of cylindrical pipe heated
with constant heat flux with their range of validity expressed in terms of Reynolds
number value or Peclet value.

0.8
Nu="7.0+0.025 <%) 10* < Re <5-109, (5.43)
Nu = 4.82 + 0.0185 P87 10" < Re <5-109, (5.44)
Nu = 6.3 + 0.0167Pe"% pr0-08 10* < Re < 5-10°, (5.45)
Nu = 4.5+ 0.014Pe"8 10" < Re <5-10°, (5.46)
Nu = 3.6 4+ 0.018 Pe"® 88 < Pe < 4000. (5.47)
Nu = 4.5+ 0.018 Pe®® 10" < Re < 5-10°. (5.48)
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Figure 5.24: Cylindrical pipe heated with constant heat flux. Representation of
the Nusselt number experimental correlations (5.43)—(5.48) as a function of the
Peclet number.

All these correlations (5.43)—(5.48) are plotted in Fig. 5.24. The correlation pro-
posed by Lyon (5.43) is one of the first correlations for liquid metals and uses
the turbulent Prandtl number Pr; [94, 95]. In Fig. 5.24 the Lyon’s correlation is
plotted with Pr, = 0.9. As we can see the correlation gives values of the Nus-
selt number which are much greater than the ones of the other correlations. The
Skupinski and Sleicher correlations (5.44, 5.45) were obtained using experimental
heat transfer data of NaK [96, 97]. Ibragimov derived (5.46) using experimental
data of LBE heat transfer while (5.47) is based on values of heat transfer obtained
using mercury by Stromquist [98, 99]. Recently Kirillov proposed a new corre-
lation based on a long analysis on existing correlations and experimental data as
(5.48) [100].

As it can be seen from Figure 5.24 there is an overall disagreement between
the different correlations that have been proposed for the Nusselt number. An
explanation for these discrepancies is given in [91]. By a comparison with the
only freely available experimental data present in literature [91, 101] it is shown
that the Kirillov correlation is the one that fits better the experimental points in
the low Peclet region (Pe < 1000), while in the high Peclet region (Pe > 2000)
the Stromquist correlation shows a better agreement with the experimental values.
For this reason the authors in [91] proposed a new correlation based on a fit of
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Figure 5.25: Cylindrical pipe. Nusselt number values for the simulations per-
formed for fluids with Pr = 0.025 and Pr = 0.01 with KLW and Kays model.
The values are compared with the Kirillov correlation and with the Cheng corre-
lation.

these two correlations in the range of their best approximation,

Nu = A+ 0.018Pe"®

4.5 Pe <1000, (5.49)
A= 54 —9x 107*Pe 1000 < Pe < 2000,
3.6 Pe > 2000.

This new correlation is equal to the Kirillov one in the low Peclet region and it is
equal to the Stromquist in the high Peclet region, with an extension of its validity
beyond Pe = 4000.

In Figure 5.25 the results obtained with the KLW and with Kays model for
the simulations of fully developed turbulent flows of fluids with Pr = 0.025 and
Pr = 0.01 are compared with the Kirillov correlation and the one reported in
[91]. For a better interpretation of the results the obtained Nusselt number values
are also reported in Table 5.9 along with those of Kirillov and Cheng correlations
and compared for the different cases in terms of Reynolds number. As it can
be seen, for the case of Pr = 0.025 the values of the KLW model are closer to
the Kirillov correlation than to the Cheng correlation as it concerns Pe > 1000,
while the values obtained for Pr = 0.01 are closer to the Cheng correlation. In
general it is observed that the values obtained with the KLW model lay between
the Kirillov and the Cheng correlations, in the high Peclet region, while in the low
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Reynolds number

Pr Source
34-10° 2.8510° 1.65-10° 4.1.10* 2.1-10* 1.27-10* 5.76-103
KLW 29.40 26.16 18.56 9.21 7.53 6.65 5.63
005 Kays 4291 38.18 27.01 12.40 9.38 7.94 6.33
: Kirillov ~ 29.62 26.30 18.57 9.11 7.16 6.31 5.45
Cheng 28.72 25.40 17.67 9.08 7.16 6.31 5.45
KLW 15.93 14.40 10.84 6.72 6.05 5.74 5.34
0.01 Kays 22.93 20.71 15.44 8.61 7.17 6.50 5.71
: Kirillov  16.61 15.00 11.28 6.72 5.78 5.37 4.96
Cheng 15.71 14.10 10.69 6.72 5.78 5.37 4.96

Table 5.9: Nusselt number values obtained with the KLW and Kays model for
Pr =0.025 and Pr = 0.01 compared with the Kirillov and the Cheng correlation.

Property Symbol Dimension Value
Pitch to diameter ratio X - 1.4
Rod diameter d [mm)] 9.2
Bundle hydraulic diameter dh bun [mm] 7.7
Sub-channel hydraulic diameter dh,sch [mm] 9.5
Minimum rod to adiabatic wall distance Omin [mm)] 1.716
Heated to wet perimeter ratio f - 0.733

Table 5.10: Geometrical parameters of the simulated 19 pin nuclear reactor bun-
dle.

Peclet region they are slightly greater than the Kirillov correlation. As it regards
the results obtained with Kays model, Nu values are generally higher than those
obtained with KLW model and than reference ones, with bigger discrepancies as
Peclet values increase. This fact can be explained by looking at the definition
(5.38): if the eddy viscosity ratio becomes very high, as it happens for high Peclet
numbers, the average turbulent Prandtl number of the channel as computed in
(5.38) approaches 0.85 which is known to be not valid for liquid metal flows.
Given the inability of Kays model to reproduce the integral heat transfer in this
very simple geometry it is not recommended to use this model in the simulation
of liquid metal turbulent flows.

5.4 Nuclear reactor bundle

In the present Section the KLW model is used to study a 19 pin nuclear reactor
bundle whose cross section is sketched in Fig. 5.26 a). Many works involving
numerical simulations of turbulent heat transfer in nuclear reactor bundles can be
found in literature for triangular [11, 80] and square [12, 80] lattices. Hexagonal
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Figure 5.26: Schematic representation of whole bundle cross section a) and sim-
ulated domain, boundary definition and triangular sub-channels b).

Boundary u K&Q T Ky & Qy

Lwn no-slip near-wall b uniform heat flux ¢  near-wall b
I'w.ad no-slip near-wall b null gradient null gradient
I'w.simm  null gradient null gradient null gradient null gradient

Table 5.11: Boundary conditions imposed on boundaries represented in Fig. 5.26
b).

bundle, in lattices of 19 or more rods, are studied in bare, wire-wrapped and with
spacer grid configurations [102, 103, 104, 47]. Fully developed turbulent flows
occurring in a bare rod lattice configuration are here considered, in order to pro-
vide results in a simplified geometry that can be used as a starting point for future
analysis. The computational domain can then be reduced to a fraction of the whole
geometry by taking advantage of the presence of symmetry planes, as shown in
Fig. 5.26 b), where a sketch of simulated geometry is represented together with
the different types of boundary surfaces, namely symmetry planes, heated walls
and adiabatic wall. Rod lattices are usually classified using the pitch-to-diameter
ratio y, where pitch p is the distance between two adjacent rods center lines and
diameter d is the rod diameter, as sketched in Fig. 5.26 a). Within the simulated
geometry three different triangular sub-channels can be depicted, as done in Fig.
5.26 where they are labeled as (2,051, {2scn2 and g 3. It is interesting to investi-
gate the influence of adiabatic wall on sub-channel performances in terms of heat
transfer. Numerical values of the bundle geometrical properties are reported in
Table 5.10 and refer to experimental setup studied in [102, 47]. In particular rod
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Figure 5.27: Comparison of computed Nusselt values with experimental cor-
relations of Ushakov and Mikityuk, experimental values from [102] and values
obtained with Kays and Pr; = 0.9 models for turbulent Prandtl number.

diameter d is equal to 8.2 mm, with a pitch to diameter ratio y = 1.4. Adiabatic
wall is located at a distance d,,, from heated rods, leading to a bundle hydraulic
diameter dj, p,,, = 7.7 mm, while the triangular sub-channel hydraulic diameter
is dp scn = 9.52 mm. The ratio of heated to wet perimeter f is equal to 0.733
and it is used to calculate the source term in 7' temperature equation. The sim-
ulated coolant fluid is Lead Bismuth Eutectic with a molecular Prandtl number
Pr =0.025.

5.4.1 Results

In order to compare obtained results with literature data, two different Reynolds
numbers are introduced, namely the bulk Reynolds number Re, = updp punp/ ths
based on bundle hydraulic diameter, and sub-channel Reynolds number Reg., =
updp scnp/ 11, based on sub-channel hydraulic diameter. Turbulent heat transfer
occurring inside the bundle geometry is studied from the solution of system of
equations (5.4-5.6). The boundary conditions used for the present simulations
are reported in Table 5.11, where “near-wall b” means that the imposed bound-
ary conditions are in accordance with the near-wall behavior. Differently from
the case of plane channel and cylindrical pipe, a Dirichlet boundary condition
on temperature field T cannot be imposed on heated walls as temperature field
is not uniform. A Neumann boundary condition is then used, by imposing the
heat flux ¢ on heated walls. Resulting temperature field is obtained up to an arbi-
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Figure 5.28: Maximum non-dimensional wall temperature values: thermocou-
ple positions of [102], on the left, and comparison of values from triangular sub-
channels, whole geometry and inverse value of Ushakov and Mikityuk correla-
tions.
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Figure 5.29: Triangular sub-channel ()., ; with reference points A, B, C' and D,
on the left, and non-dimensional temperature field €2,.5; overpath A—B—C —D
for the four simulated cases.

trary constant value. For thermal turbulence variables MX boundary conditions are
imposed. Four different values of bulk Reynolds number are examined, namely
CASE A : Rey, = 1.4 x 10% CASEB : Re, = 2.2 x 10%, CASE C : Rey, = 3.1 x 10*
and CASE D : Re;, = 5.4 x 10*. In order to compare the results with reference data
we follow the methods used in [102, 47]. Nusselt number is thus calculated using
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sub-channel hydraulic diameter,

qdh,sch

V=@ - 1)

(5.50)

where A is the fluid thermal conductivity and (7},) is the bundle mean temperature
over heated walls. Bulk temperature 7}, is computed as

_fSTu-ﬁdS

= Jsu-ads

(5.51)

where § is the cross-section surface. Nusselt number values are compared with
Ushakov experimental correlation [105], as done in [11]

Nu =755y — 20y "2 + ﬂpeomo-m . (5.52)
90x?
This correlation is used to predict Nusselt number values in regular rod lattices
with pitch-to-diameter ratio values y € [1.3,2.0] and for values of Peclet number
smaller than 4000. Mikityuk correlation [106] is used in [102, 47] to compare
experimentally obtained Nu values. The correlation is formulated as

Nu = 0.047(1 — e 380D (P77 1 250) (5.53)

and is valid for Pe in the range [30,5000] and for a slightly wider range of ¥,
namely [1.1, 1.95]. Obtained results are shown in Fig. 5.27, where they are plotted
against Peclet number based on sub-channel Reynolds number. In particular Pe
values are Pe = 372 for CASE A, Pe = 705 for CASE B Pe = 1616 for CASE
C and Pe = 2373 for CASE D. In the Figure, KLW results (with black markers)
are compared with both Mikityuk and Ushakov correlations, experimental values
and others obtained with two different turbulent Prandtl models, i.e. Kays model
and the more common Pr; = 0.9 model. Results obtained with KLW model show
a well defined trend being approximately 5% smaller than Ushakov correlation.
Kays results lay in the range of +10% of Ushakov values, with an under estima-
tion at low Pe values and an over estimation in high Pe region. Following the
trend of obtained results, for higher Pe values Kays results would seem to lay out-
side £10% range of Ushakov correlation. Turbulent Prandtl number equal to 0.9
clearly leads to a sensible overestimation of heat transfer, with obtained Nusselt
number values much bigger than reference correlation. Experimental values from
[102] predict higher Nu values. As explained by the authors, this could be related
to measuring apparatus, as it was located on spacer grids. Having a solidity value
e = 0.29, defined as the ratio between grid cross section to bundle cross section,
the presence of spacer grids leads to a sensible fluid acceleration with consequent

153



Chapter 5. Fully developed turbulent flows

heat exchange enhancement. In [102] it has been seen that Mikityuk correlation
can be used to estimate the maximum wall super-heat, i.e. the maximum value of
non-dimensional temperature O,

(T = T;)A

e =
dh,schq

(5.54)
In Fig. 5.28 the maximum wall super-heat is analyzed. In particular non-dimensional
temperature © values are observed from points representing thermocouple loca-
tions of [102]. The maximum O value among these points is compared, with red
dots, with inverse values of both Ushakov and Mikityuk correlations. Moreover
for the triangular sub-channels three different non-dimensional O fields are also
considered, namely O, 1, O4cn2 and Oy, 3, calculated using a sub-channel bulk
temperature. In this way the sub-channels are analyzed as standalone channels of
a triangular rod lattice. The influence of adiabatic wall presence can then be stud-
ied. Maximum values of non-dimensional temperature O, ; are obtained among
wall temperature values of each sub-channel. In the small Pe values region sub-
channels (2., 2 and $2,., 3 have a similar maximum value of O, 1, slightly higher
than reference correlations, while sub-channel €2, ; has a smaller value, denoting
a more homogeneous temperature field for the inner sub-channel. For all inves-
tigated cases maximum values of ©,., ; are smaller then reference correlations.
As Pe increases the maximum super-heat of sub-channel (2., 2 and . 3 de-
crease, converging to the value of {2, ;. It can be concluded that as Pe values
increase the presence of adiabatic wall has a smaller influence on thermal behav-
ior of triangular sub-channels. A similar trend is observed for © values computed
on the whole geometry. For CASE A and CASE B obtained values are higher than
reference correlations. These results have been obtained also in [47], with even
higher super-heat values for low Pe, where simulations with code Star-CCM+
have been conducted using Pr, = 0.9. For CASE C and CASE D the obtained
super-heat values are below reference correlations and are close to those obtained
for sub-channel €., ;. Experimental values discussed in [102, 47] are well rep-
resented by Mikityuk correlation over the entire range of examined Pe values. In
the present study buoyancy effects are not considered. In the low Pe region it is
possible that they influence heat transfer by enhancing coolant fluid motion in the
region close to heated walls. This would then lead to smaller wall temperature
values and so to smaller super-heat values. A study of {2,.,; non-dimensional
temperature O, ; is shown in Fig. 5.29. Four representative points are depicted
on (41 domain, A, B, C, D, as represented on the left of Fig. 5.29. Non-
dimensional temperature Oy, ; along path A—-B-C-D are plotted on the right of
Fig. 5.29. Obtained values can be compared with results discussed in [11], where
simulations of triangular rod lattices with x = 1.2, 1.3 and 1.5 have been per-
formed with a four parameter turbulence model, and in [80], where triangular rod
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Figure 5.30: Non-dimensional temperature field ©. From left to right simulated
cases A, B, C and D.

lattices with x = 1.2 and 1.4 have been simulated with several different algebraic
models for turbulent Prandtl number. As Pe increases a flatter temperature profile
develops. From point A, where T value is close to bulk temperature, temperature
increases moving towards the heated rod. A non uniform temperature field is ob-
served along path B—C', with maximum super-heat occurring on point 5. From
wall position C' towards sub-channel middle point D temperature decreases. Val-
ues of €2, ; along the same path are shown in [80] for case Pe = 1440. Closest
to this Pe value is CASE C having Pe ~ 1510. Results are comparable, with
smaller values for the case of KLW results, due also to slightly higher Pe value.
Non-dimensional temperature field © is shown in Fig. 5.30 over the whole simu-
lated domain for each simulated case. It can be seen that temperature measuring
positions reported in Fig. 5.28 can be used for a comparison of super-heat values
with literature data for triangular sub-channels but are not representative of bundle
maximum super-heat locations. Maximum temperature values are in fact observed
in the corner region, where cooling fluid velocity values are much smaller. In Fig.
5.31 turbulent Prandtl distribution on the bundle cross section are shown for each
of the simulated cases. One can see that high Pr; values are obtained in the region
close to heated walls. Maximum values in those regions are in the range of [2, 3]
and tend to decrease as the Reynolds number increases. It is commonly suggested
to set Pr; = 1.5 [80] when using an algebraic model for turbulent Prandtl num-
ber. This assumption can be a good compromise as in the center of bundle cross
section the computed Pr, is approximately equal to 1.5, but it would lead to an
under estimation in the near-wall region, predicting thus a higher turbulent heat
exchange.

The present study has provided solutions for a simplified case of turbulent heat
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Figure 5.31: Turbulent Prandtl number distribution on the simulated domain for
increasing Reynolds number values. From left to right CASE A, CASE B, CASE C
and CASE D.

transfer occurring in a 19 pin hexagonal nuclear reactor bundle. As a major sim-
plification fully turbulent flows are considered. The computational domain can
be reduced to a fraction of the whole bundle geometry by taking advantage of
the presence of symmetry planes. The simulated coolant fluid is Lead Bismuth
Eutectic, with a molecular Prandtl number equal to 0.025. Four cases have been
simulated with Peclet number values ranging from 370 to 2370, defined using tri-
angular sub-channel hydraulic diameter. Results have been obtained using two
algebraic turbulent Prandtl number models, namely Pr; = 0.9 and Kays correla-
tion, and the four logarithmic parameter KLW. Nusselt number values have been
compared with reference correlations of Ushakov and Mikityuk, used respectively
in [11, 102, 47] to compare results for triangular rod lattices and 19 pin hexag-
onal bundles. Results of KLW model are about 5% smaller then Ushakov corre-
lation, for all simulated values of Pe. Kays correlation results lay in the range
of +10% of Ushakov correlation values, while model Pr; = 0.9 predicts much
higher heat transfer values. Super-heat phenomenon has been investigated with
two approaches. In the first wall temperature values have been observed on some
selected points of the simulated geometry, in particular on those positions where
experimental temperature values have been measured in [102]. Among these val-
ues the maximum temperature has been used to calculate non-dimensional temper-
ature O, ,,q, and compare it with reference correlations of Ushakov and Mikityuk,
as done in [102]. Experimental temperature values lay close to reference correla-
tion for all investigated Pe numbers. Super-heat values obtained with KLW model
are in good agreement with reference correlation, for high Pe values, while for
Pe < 1000 higher values are obtained. As second approach the three triangular
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sub-channels have been studied as standalone channels of a triangular rod lattice,
by computing local non-dimensional temperature field ©,.,; defined with local
bulk temperatures. This procedure allows to evaluate the influence of bundle adi-
abatic wall on heat transfer. As Pe value increases sub-channel super-heat values
converge to values of inner sub-channel, showing a smaller influence of the adia-
batic wall on sub-channel heat transfer. Future studies will consider the presence
of buoyancy forces to see if they are important in the low Pe region. Finally the
turbulent Prandtl number distribution obtained with KLW model has been shown.
The results are everywhere grater than one, with maximum values Pr; ~ 3 occur-
ring in the near heated wall region. A fixed Pr, value equal to 1.5 appears to be a
fair approximation only in the bulk region and for relatively high values of Pe.

A more detailed study of this case can be performed in future, in particular
by considering the wire wrapped configuration or the presence of grid spacers.
For these geometry configurations, the immersed boundary method presented in
Chapter 3 can be a suitable method for modeling the wire geometry or the grid
spacers, in an hybrid approach with a boundary fitted grid. This strategy would let
to create the geometry model in a more simple way and to have a stronger control
of mesh resolution close to wall boundaries.
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Chapter 6

Turbulent heat transfer over vertical
backward facing step

In the last few years, the turbulent flow over a backward facing step, a simple
geometry that can be encountered in many engineering applications, has been ex-
tensively studied also for low Prandtl number fluids, in particular liquid sodium,
in order to investigate the influence of buoyant forces on fluid behavior and heat
exchange [107, 108, 76]. In the following, the flow regime will be defined for
different values of the Richardson number Ri = gSATh/U?, where g is the mod-
ulus of gravity acceleration, 3 the thermal expansion coefficient, AT a reference
temperature difference, h the step height and U, the bulk velocity. With R: = 0 we
refer to the pure forced convection flow regime. A DNS simulation with Ri = 0, is
provided in [109], for a particular geometry where a constant heat flux is applied
on the whole wall behind the step. For the same simulation case, i.e. geometry

z
T Y}y
g

Figure 6.1: Sketch of backward facing step geometry.
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configuration and Reynolds number Re, other studies are performed [82, 107, 76].
In [82] a comparison is provided between the results obtained from DNS simula-
tion and from the solution of a Reynolds Averaged Navier Stokes (RANS) system
of equations closed with various turbulence models. The results are obtained only
for Ri = 0 case. It is shown that two equation heat transfer turbulence models,
coupled with non linear expressions for Reynolds stresses, allow to improve the
predictions of heat flux within the re-circulation zone. In [107] a DNS study is
performed for the cases 2 = 0 and [z = 0.338. In particular, for the mixed
convection case, i.e. 7 = 0.338, a different domain configuration is considered
as an adiabatic section is added behind the heated wall in order to minimize the in-
fluence of the outlet on the flow behavior over the heated wall. In [107] the effect
of buoyancy results in a diminished re-circulation length, with respect to the case
of pure forced convection, and in an increased heat exchange. The same study, in
terms of Reynolds and Richardson numbers, is made in [76], where the turbulent
flow is simulated using a linear k-c-ky model with a novel algebraic formulation
of turbulent heat flux, used for the first time for the simulation of a relatively more
complicated case as the backward facing step. A quasi DNS method has been used
to investigate the influence of molecular Prandtl number on forced convection tur-
bulent heat transfer [110]. In particular the considered geometry is the same as
above, while for molecular Prandtl number the values Pr = 0.01, 0.025, 0.1 and
1.0 are considered. It is shown that for large Pr values the position of maximum
heat transfer is located downstream of reattachment point, while for small Pr val-
ues it coincides with bigger vortex reattachment point. Effect of buoyancy aided
flow and adverse buoyancy force are studied in [111], where values of Richardson
number R: = —0.04, R: = 0.1 and R: = 0.2 are taken into account for the sim-
ulation of turbulent LBE flow, i.e. with Pr = 0.025. The work represents a first
attempt to study adverse buoyancy force for low Prandtl number fluid turbulent
mixed convection over a backward facing step. It is observed that as I?¢ increases
the secondary vortex increases as well, until it leads to a complete detachment of
the bigger vortex from the heated wall. With adverse buoyancy force both skin
friction and Nusselt number over the heated wall decrease, on the contrary of
what happens with R: > (. Many of simulations have been performed also for
higher Reynolds number, namely Re = 10000, for forced and mixed convection
cases [112, 108, 83, 84, 113]. In [112, 108, 83] DNS simulations are performed
for various values of the Richardson number, ranging from O to 0.4, showing that
re-circulation length decreases and heat transfer increases within the re-circulation
zone as Ri increases. These studies provide useful data for the evaluation of turbu-
lence models. In [83] Large Eddy Simulations are performed for higher Reynolds
numbers, namely Re, = 20000 and Re; = 40000. Numerical simulations with
RANS models are reported in [84, 113]. In the first work a comparison is per-
formed between the results obtained using a four parameter turbulence model [10,
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Lin/h Ln/h Lo/h E, W/h Re, Method  Ri

[109] 2 20 0 1.5 4 4805 DNS 0

[82] 2 20 0 1.5 4 4805 DNS/RANS O

[107] 2 20 10 1.5 4 4805 DNS 0,0.338

[76] 2 20 10 1.5 4 4805 RANS 0, 0.338

[110] 2 20 0 1.5 - 4805 DNSs 0

[111] 2 20 0 1.5 - 4805 DNS -0.04,0.1,0.2

[112] 2 20 10 2 4 10000 DNS 0,0.12,0.2

[108] 2 20 10 2 4 10000 DNS 0,0.12,0.2,0.4
10000 DNS

[83] 2 20 10 2 1 20000 LES 0,0.2
40000 LES

[84] 4 20 20 2 - 10000 RANS 0,0.2

[113] 4 20 20 2 - 10000 RANS 0,0.12,0.2,0.4, 1

Table 6.1: Comparison of literature studies on sodium buoyant turbulent flows
on backward facing step, as a function of geometrical parameters and of Reynolds
and Richardson numbers.

11, 12, 47] and a two equation turbulence model [114], for modeling the Reynolds
stresses, and the Kays correlation for modeling the eddy thermal diffusivity [93].
It is shown that similar results are obtained using the two different models, for
that particular Reynolds number case. In the latter work a study on a wider range
of Richardson number values is performed. Here the RANS system of equation
is closed by using a two equation model and the Kays correlation. A comparison
between the previously mentioned literature data is reported in Table 6.1, where
the backward facing step geometry is parameterized by using the step height A
and the length labels for inlet section L;,, heated section L, adiabatic section L,,
domain width W and downstream channel height £, as sketched in Figure 6.1.
We refer to E, as the expansion ratio, calculated as £, = E/(E — h). Follow-
ing this line of research the present Chapter deals with the simulation of turbulent
liquid sodium flow over a backward facing step by using the four logarithmic pa-
rameter turbulence model. The simulated case is the same studied in [82, 107,
76, 110]. The test case is used to evaluate the accuracy of the KLW model in sim-
ulating turbulent heat transfer in a more complex geometry, where recirculation
occurs, for forced and mixed convection cases. Moreover a coupling with Open-
FOAM is considered in order to use dynamical turbulence models different from
the one of the KLW model. In this way, by using the computational platform, a
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more extensive set of dynamical turbulence models is made available, without the
need of implementing it in FEMuS code. In Section 6.1 results are provided and
discussed for simulations performed with FEMuS code while in Section 6.2 the
coupling between OpenFOAM and FEMuS is discussed. Dynamical turbulence
models that are present in OpenFOAM are tested, for the simulation of the back-
ward facing step problem, and coupled with the two equation thermal turbulence
model derived in Chapter 4. Two different code couplings are realized: for forced
convection case a one way coupling is obtained while for the mixed convection
case a two way coupling is built as dynamical turbulence field are transferred
from OpenFOAM to FEMuS and temperature field is transferred in the opposite
direction for buoyancy force calculation.

6.1 Simulations with FEMuS code

6.1.1 Mathematical model

The liquid sodium turbulent flow over a backward facing step is simulated using
a RANS set of equations. Assumptions of incompressible flow and Oberbeck-
Boussinesq approximation for buoyant flows are considered. The system of equa-
tions consists then of the following

V-ou=0, (6.1)
ou 1
5 T (@ Vju= —;VP+

+ V- [(v+ur) (Vu+Vu')] —gB(T - Th), (6.2)
%—f +u-VI'=V . [(a+a)VT]. (6.3)

Eddy kinematic viscosity v; and eddy thermal diffusivity a; are modeled with
the fields obtained from the solution of the four logarithmic parameter turbulence
model

0K
p b

+ o e = Cue (64)
o0 0 o
5 T V=V v, VO + 20, VK- VO

a1 — 1
+ VeV Vo = Pt
-1
+ @ Pb - Cu (C£2fexp - 1) 6Q (65)

eK
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OK
5t VKg =V [0, VK] +alf VK - VK
P
+ 6799 —C,e%, (6.6)
)

LV = V- [aff, V| + 208, YKy Y+

ot
cp1 — 1 c
+ OV VP Pt
— (cq1 — 1) C’ueﬂ" — chC”eQ , 6.7)

where v, ueg} s a;‘ﬁ s and agjﬁ’f are effective viscosity and thermal diffusivity for
the turbulence variables transport equations, namely

V;ff:l/—f—;i, aiff:oz—ka—j. (6.8)

For the mixed convection case an additional source term P, is considered [52]
Py=—-pg-uT"'=aopg-VT. (6.9)

Coefficient ¢ is set equal to 1.44. As can be seen from (6.9), the P, can assume
both positive and negative values, depending on relative orientation between grav-
ity vector and mean temperature gradient. Turbulence is then enhanced in the
regions where mean temperature gradient is aligned with gravity vector.

Model for v; and o,

Turbulent viscosity is modeled using the two time scale model derived in Chapter
4. For eddy thermal diffusivity three different models of a; are considered. Kays
turbulence model [93] is a simple algebraic model where o is calculated through
a modeled turbulent Prandtl number Pr;

0.7

PTt = PTt,k‘ = 085 + . (610)
Pruv,

The pros of this model are that oy is not calculated with a constant and uniform
Pr, value, Pr, is a function of local quantities, i.e. modeled turbulent viscosity,
and it does not require the solution of transport equations for additional turbulence
variables that are representative of thermal turbulence. Obviously, as cons, there
is the fact that oy is still modeled using only variables representative of dynamical
turbulence. The multiple time scale formulation of oy = CykTyy, presented in
Chapter 4, is here recalled

Tio = (fr9B1o + f20DBag) (6.11)
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Lo/l Ln/h Lo/h E, W/h Re, Method Ri
2 20 0 15 0 4805 RANS 0-0.338

Table 6.2: Non-dimensional parameters for the classification of the studied cases.

4PMK 4PMC 4PCK 4PCC 2P K

Table 6.3: Simulated cases and relative line formatting for all the plots reported
in the present work.

where
fio = (1 B e\/ﬁRd/w) (1- eRd/14) 7 (6.12)
TU
Biy = S (6.13)
t,00
2R 2R 1.3
By = 7, | foup—22 Y e S R 6.14
Jo9Bag = T, <f2 907+R+f2b9 P?“\/P_er/4> (6.14)

Term By is used to model o in the region far from the wall, where it is assumed
that turbulent transport is governed by velocity fluctuations and not by temperature
ones. With this hypothesis a turbulent Prandtl number can be used and, in partic-
ular, both values Pr; = 1.33 and Pr; = Pr;, are tested. By using Kays modeled
turbulent Prandtl number it is expected to gain more accuracy with respect to the
case of a constant and uniform value.

6.1.2 Results

In the present work we report the results obtained for the simulation of a vertical
backward facing step case similar to those studied in [109, 82, 107]. The geomet-
rical parameters of the simulated domain are reported in Table 6.2, in accordance
with the classification proposed in the Table 6.1.

The system of equations (6.1-6.7) is discretized in FEMuS using quadratic
Taylor-Hood finite elements and Stream-wise Upwind Petrov Galerkin stabiliza-
tion [115]. Time derivatives are discretized using backward Euler method. The
algebraic system of equations is solved using the Generalized Minimal Residual
method (GMRES) with Incomplete LU factorization (ILU) preconditioner [81].
The basic mesh consists of 31600 cells with 120801 nodes. A general mesh refine-
ment is performed near wall boundaries to obtain a non dimensional wall normal
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Figure 6.2: Velocity streamlines on a close-up view of the simulated domain,
for forced a) and mixed convection b) cases. On the background non-dimensional
mean temperature increment O fields are reported.

distance y* = du, /v smaller than one on the first mesh point near wall bound-
aries, where ¢ is the wall distance, u., the friction velocity and v the fluid kinematic
viscosity.

On the inlet section of the domain we impose a velocity field and the turbulence
variables obtained from the simulation of a fully developed turbulent channel flow
having a friction Reynolds number Re, ~ 300. The obtained mean velocity leads
to a Reynolds number Re; = 4805. For temperature a uniform value equal to
150°C is set. The same temperature is used as reference value for the evaluation
of the liquid sodium physical properties used in the system (4.1 - 4.165) through
the correlations provided in [116]. We obtain a molecular Prandtl number equal to
Pr = 0.0088.

On wall boundaries we impose no slip boundary condition for the velocity
field, adiabatic boundary condition for the temperature field with the exception of
the wall behind the step where a uniform heat flux ¢ is imposed. For the dynamical
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turbulence variables we use boundary conditions in accordance with their near
wall behavior. Both MX and CHF boundary conditions are tested on heated wall,
for thermal turbulence variables, in order to see their influence on heat transfer,
while on remaining walls only CHF boundary condition is used.

On the outlet section an outflow boundary condition is imposed on the velocity
field, while for all the other variables we set a zero gradient. We study the cases
of pure forced convection, i.e. Ri = 0 by setting 8 = 0, and the mixed convection
case for Ri = 0.338 in order to compare the results with the ones obtained in [82,
107].

In Table 6.3 we report all the simulated cases and relative line formatting that is
used for all the plots reported in the present work. The cases are labeled in the form
model - bound. cond. - bulk term, where model can be 4P or 2P (K — €2 — Ky — 2y
or K — (2), bound cond can be either M or C (MX or CHF boundary conditions)
and bulk term is K or C (KAYS model or constant Pr; value). For cases 4P M K
and 4P C K the bulk correction term used in o; modeling is calculated using KAYS
correlation.

Qualitative comparison between forced and mixed convection cases

Velocity streamlines on a close-up view of the computational domain, are reported
in Figure 6.2 a) and b) for Ri = 0 and Rz = 0.338, respectively. For the forced
convection case two main vortices arise behind the step: a bigger one, rotating in
clockwise direction, and a smaller one, near the corner between the step wall and
the heated one, rotating in the opposite direction. In the mixed convection case, for
this value of the Richardson number, the buoyancy force enhances the fluid motion
in the region close to the heated wall. The clockwise rotating vortex is greatly
reduced in size and it is completely detached from the heated wall. Buoyancy
forces also enhance heat transfer, as can be seen from the non dimensional mean
temperature increment © = (7" — T,,)/AT field shown in Figure 6.2. In the
mixed convection case © maximum value is reduced almost by a factor of two in
comparison with 2z = 0 case.

Dynamical fields

In the present Section obtained results for dynamical fields are compared with
relative DNS data. In particular skin friction values along the heated wall and plots
of non dimensional velocity and turbulent kinetic energy on several channel cross
sections are reported.

Skin friction For forced and mixed convection cases the skin friction ¢y =
27,/ pUZ profile along the heated wall is shown in Figure 6.3 a) and b) and com-
pared with DNS values [107]. As can be seen from the results with Ri = 0,
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Figure 6.3: Skin friction coefficient ¢y for forced a) and mixed convection b) cases

along the heated wall. The results are compared with DNS data obtained from
[107]. Line formatting in accordance to Tab. 6.3.
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Figure 6.4: Plots of non dimensional velocity component v and turbulent ki-
netic energy k" for forced a) and mixed convection b) cases along channel cross
sections taken on several positions y. The results are compared with DNS data
obtained from [107]. Line formatting in accordance to Tab. 6.3.

the c; profile is subjected to a double change of sign, denoting the presence of
two reattachment points. Their positions, expressed in terms of non-dimensional
stream-wise coordinate § = y/h, are at §; ~ 0.85 and ¢» ~ 6.32. The DNS data
give these points at §; pys ~ 1.91 and g pys =~ 7.01.
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Figure 6.5: Non-dimensional turbulent kinetic energy field k™, for the forced and
mixed convection cases, together with flow streamlines.

As well known the diffusion model underestimates the sizes of the two vor-
tices, and consequently the reattachment lengths, in comparison to DNS results,
where reattachment points are shifted further downstream along the heated wall.
For the mixed convection case, as reported in Figure 6.3 b), the c¢; values are al-
ways positive along the heated wall: for this case no reattachment point is found on
the heated wall since the clockwise rotating vortex is completely detached from
the heated wall. Reference results show a c; linear behavior for the range of
stream-wise coordinates 7 € [6, 20].

Results obtained from the solution of RANS system of equations are slightly
smaller than DNS ones, for all the tested models of «; and boundary conditions
imposed on the Ky — €2y system of equations. These results are characterized
by a linear behavior with two different slopes, for § € [6,15] and § € [16,20].
When MX b.c. are used then higher c¢ values are obtained. The same behavior
is observed when Pry k.ys 1s used as bulk correction term of «; instead of the
standard constant one. For 2P K simulated case ¢y values are higher than those of
the four parameter turbulence model for § € [2, 7] while for § € [16, 20] c; shows
a smaller linear increase than the one of all the 4P cases. Results obtained in [76]
are closer to DNS ones, with a unique c; linear slope increase along the heated
wall. A similar behavior, with double linear slopes, is obtained in [84], although
for a different case, namely Re = 10000, R: = 0.2 and E, = 2.
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Figure 6.6: Nusselt number values for forced a) and mixed convection b) cases
along the heated wall. The results are compared with DNS data [107]. Line
formatting in accordance to Tab. 6.3.

Mean velocity and turbulent Kinetic energy A more detailed comparison of
the results with reference DNS data is given in Figure 6.4 where non-dimensional
profiles of velocity and turbulent kinetic energy, taken on channel cross section
planes, are reported for several stream-wise coordinate y/h values, for forced and
mixed convection cases, respectively. For case Ri = 0, profiles of v = v /U,
and kT = k/U? are reported, in Figure 6.4, only for one of the simulated cases,
because velocity field and dynamical turbulence quantities do not depend on the
temperature field.

For Ri = 0 the presence of a re-circulation area can be seen from the plot taken
at iy = 3, where negative values of v™ are present close to the heated wall. After the
re-circulation region the flow evolves towards a classical turbulent channel flow.
For the mixed convection case, a jet flow develops, in the near heated wall region,
due to the presence of buoyancy forces leading to increasing velocity peak values
along stream-wise direction. The comparison of velocity values with reference
results shows an overall good agreement. The main discrepancies regard wall
shear stress predictions and v™* peak values in the jet flow region, for Ri = 0.338.
In a comparison with reference results, on each channel cross section considered
in Figure 6.4, the position of v peak value is well predicted, but the value itself
is slightly smaller than the DNS ones.

The buoyancy forces on fluid turbulence are important as one can be seen in
Figure 6.5, where non-dimensional turbulent kinetic energy k™ fields are reported
for both Ri = 0 and Ri: = 0.338. In the forced convection case the highest
values of k™ are found in the re-circulation area, in particular where the clockwise
rotating vortex develops. Further downstream, for §§ > 6, k™ values decrease
along stream-wise direction. In the mixed convection case a peak of k* field is
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| 4pMK 4PMC 4PCK 4PCC  2PK | DNs

o val 1.484 1.442 1.467 1.439 1457 | 1.45
AT pos 0.26 0.24 0.28 0.22 022 | 1.01
Forced conv.
o. . val 0.796 0.776 0.790 0.775 0.734 | 0.79
™ pos 6.82 6.76 6.82 6.76 698 | 7.32
o val 0.745 0.734 0.718 0.71 0.759 | 0.70
Mixed conv. pos 1.3 1.28 1.32 1.32 1.24 | 1.31
o. . val 0.499 0.495 0.486 0.483 0.501 | 0.44
™ pos 4.9 4.86 4.88 4.84 494 | 393

Table 6.4: Non-dimensional temperature difference along heated wall for Ri = 0
and Ri: = 0.338 cases. Maximum and minimum values, together with relative
position, are compared with DNS data [107].

still found in the re-circulation area. The extent of the high k™ region is sensibly
reduced and its location is shifted closer to the step wall since the re-circulation
area is reduced by the action of the buoyancy force. This can be seen from the fluid
streamlines, in Figure 6.5, where their bending towards the heated wall is more
significant for the R7 = 0.338 case. After the re-circulation area we have low
kT values since the cold fluid is coming from the inlet section. Buoyancy force
accelerates the fluid towards heated wall, generating higher wall shear stresses
along stream-wise direction, as described from c; profile. This enhances turbulent
kinetic energy production as can be seen from increasing values of k% for § > 9.
In the forced convection case the values of k™ are slightly larger than the DNS
ones on channel cross sections at § = 3 and § = 6 in the interval & € [—1,0]. The
four parameter model predicts higher momentum exchange and, consequently, re-
circulation lengths are smaller than reference ones. The agreement between the
results and the DNS reference data improves as the distance from the re-circulation
area increases. A good agreement with DNS results is also obtained for the mixed
convection case. We remark that, in the mixed case, k* results show qualitative
deviations at large y near the heated wall where DNS data are characterized by a
local peak before going to zero at the wall.

Thermal fields

In this Section obtained results for thermal fields and heat transfer are compared
with relative DNS data. As will be shown in the following, DNS results simulate
the case of free temperature fluctuations along the heated wall. Both cases of free
and zero temperature fluctuations along the heated wall have been considered, in
the present study, to see how the four parameter model can reproduce DNS re-
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Figure 6.7: Plots of non-dimensional mean temperature increment © for forced
a) and mixed convection b) cases along channel cross sections taken on several
positions (7). The results are compared with DNS data [107]. Line formatting in
accordance to Tab. 6.3.

sults but also to investigate the influence of different thermal turbulence boundary
conditions on heat transfer and turbulent flow.

Nusselt number Nusselt number profiles along the heated wall, for forced and
mixed convection cases, for different o; models and boundary conditions, are
shown in Figure 6.6 a) and b), respectively. The Nusselt number is computed
as Nu = ¢h/(T — T;,)\, where \ is the liquid sodium thermal conductivity calcu-
lated for 7' = 150°C. As one can see, for Rz = 0, the Nusselt number values are
slightly greater than reference ones in the re-circulation region. For stream-wise
positions y > 9 the values obtained with the four parameter turbulence model are
closer to reference ones. In particular we observe that MX and CHF boundary con-
ditions lead to the same results when a constant is used to model the bulk term in
«;. However when KAYS Pr; is used as bulk term for «;, then some differences are
observed for different MX and CHF boundary conditions. For the 2PK simulated
case, Nu values are slightly overestimated along all the stream-wise positions g.
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Figure 6.8: Non-dimensional components of turbulent heat flux for Rz = 0 a) and
Ri = 0.338 b). In particular wall normal component, on the left, and stream-wise
component, on the right. Reference results (dots) from [107]. Line formatting in
accordance to Tab. 6.3.

For the mixed convection case a quite opposite behavior is observed for all
models of «;. In fact the Nu values are slightly smaller than the reference ones.
The general behavior of Nu profile is well captured for all the simulated cases
with four parameter turbulence model. The results obtained with the KAYS model
show a different behavior that can be well defined by dividing the heated wall on
three different intervals. In the first, for g € [0, 8], the Nu values are smaller than
the ones obtained with four parameter turbulence model. In the second interval,
g € [8,15], the results are crossing the four parameters ones and in the third one,
for y > 15, the Nu values are higher than those of 4P cases. It seems that, on
a domain with a longer heated wall, KAYS results would be even higher than the
DNS ones for y > 20. An over prediction of turbulent heat flux, in the jet flow
region, is therefore obtained with the KAYS model, as one can see from the values
of turbulent heat flux and eddy thermal diffusivity. In the first interval § € [0, §]
all the models are underestimating the Nusselt number values probably due to an
underestimation of convective heat transfer. Boundary condition CHF leads to a
slight increase of the turbulent heat transfer since Nu values are higher than the
ones obtained with MX boundary conditions.

A better insight for the cases Ri = 0 and R: = 0.338 is reported in Table 6.4
where maximum and minimum O values are shown together with the correspond-
ing DNS values. For the Ri = 0 case, positions and values of ©,,,, and ©,,;, along
the heated wall depend clearly on the flow pattern and on the choice of o; model
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Figure 6.9: Non-dimensional components of mean temperature gradient, along
wall normal and stream-wise directions, and non-dimensional eddy thermal diffu-
sivity oy /a profiles on channel cross sections taken at different stream-wise po-
sitions. Dotted lines represent the ratio between KAYS results and MX ones (with
constant o, bulk term). Line formatting in accordance to Tab. 6.3.

and boundary conditions for Ky — €2y variables, as well. The ©® maximum values
are located in the re-circulation area and are close to the DNS value. However
their position is shifted along the upstream direction due to the underestimation of
the smaller eddy reattachment point. Minimum values of © are obtained after the
main vortex reattachment point. In particular we see that the position of ©,,;, is
determined by the choice of «; bulk term: not only the cases 4PMK and 4PCK but
also the cases 4PMC and 4PCC share the same location. The ©,,,;, values depend
on the boundary conditions used for the thermal variables Ky — €2y. Maximum O
value, obtained with KAYS model, is in good agreement with the reference one,
but the minimum one is much smaller, as could be expected by the examination
of the Nu profiles of Figure 6.6 a). As already mentioned, for the mixed convec-
tion case, both minimum and maximum © values are slightly overestimated, with
respect to reference values. We see that both © maximum/minimum values and
their positions depend not only on the turbulence model for o, but also on the kind
of boundary conditions. The best agreement with DNS results is obtained for the
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Figure 6.10: Non-dimensional components of mean temperature gradient, along
wall normal and stream-wise directions, and non dimensional eddy thermal diffu-
sivity i/« profiles on channel cross sections taken at different stream-wise posi-
tions. Line formatting in accordance to Tab. 6.3.

case 4PCC, in terms of maximum and minimum © values.

Mean temperature A detailed comparison of the results with reference DNS
data is given in Figure 6.7 where non-dimensional profiles of temperature change,
taken on channel cross section planes, are reported for various values of stream-
wise coordinate y/h, for forced and mixed convection cases. An overall good
agreement with reference results is obtained for both R = 0 and Ri = 0.338
cases. The major discrepancies with DNS values are found on the plots taken
at y = 0 and y = 3, for the forced convection case, where an over and under
prediction of © values is respectively obtained. As shown in Figure 6.6, for § <
0.5 where the smaller vortex develops, wall temperature values are very close to
the maximum one while, for DNS results a slight increase of temperature at the wall
is observed. This give an over-prediction of © on the plot at y = 0. Downstream
of reattachment point 7;, both DNS and RANS wall temperatures decrease from
a maximum value. From Figure 6.6 we see that the slope of the 4P and DNS
Nu profiles is quite the same but since y; is underestimated the wall temperature
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Figure 6.11: Non-dimensional mean squared temperature fluctuations k, . From
right to left: &, contours for CHF boundary condition, %, contours for MX bound-

ary condition and plots over channel sections (y/h). Reference results (dots) from
[107]. Line formatting in accordance to Tab. 6.3.

© obtained from RANS simulation is consequently smaller than DNS one. The
main difference is observed in the values of © along the step wall for the mixed
convection case. In particular higher values are obtained in the 2PK simulated
case.

Turbulent heat flux and mean temperature gradient In Figure 6.8 the tur-
bulent heat flux components, along wall normal and stream-wise directions, are
plotted over different channel cross sections and compared with DNS results for
the cases B¢ = 0 and R: = 0.338 [107]. Modeling turbulent heat flux with the dif-
fusive oy coefficient and mean temperature gradient V7' is not able to evaluate the
stream-wise component of turbulent heat flux. The reason of this inconsistency to
reproduce the stream-wise heat flux component is a model limitation. The mean
temperature gradient along the stream-wise direction is small, as it can be seen
from Figure 6.9 and 6.10 and DNS results, while turbulent heat flux components
have about the same order of magnitude [107]. It is clear that a unique scalar
diffusion coefficient is not suitable for predicting both turbulent heat flux compo-
nents and an anisotropic heat flux modeling should be considered in the future.
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Figure 6.12: Non-dimensional mean squared temperature fluctuations %, . From
right to left &, contours for CHF boundary condition, k, contours for MX bound-
ary condition and plots over channel sections (y/h). Reference results (dots) from
[107]. Line formatting in accordance to Tab. 6.3.

For the forced convection case in Figure 6.9 the values obtained with KAYS model
are higher than those obtained with four parameters turbulence model and this is
due to higher modeled values of ;. The non-dimensional eddy thermal diffusivity
a;” = a;/a profiles are reported for all the examined channel cross sections.

Mean temperature gradient component V71" - 71 is steeper near heated wall for
the case 2P K. However when the ratio between KAYS and MX values of VT - i
reaches a minimum value close to 0.8 the ratio between KAYS and MX values
of a; has a maximum value close to 5, in the region close to heated wall. The
boundary condition choice for Ky — {2y has a negligible influence on the turbulent
heat flux. Smaller values are obtained when KAYS turbulent Prandtl number is
used. With the four parameter turbulence model the estimated position of turbulent
heat flux maximum values is in better agreement with DNS values, while KAYS
model predicts peak values closer to heated wall. For the mixed convection case
a very good agreement is achieved further downstream while some differences
between DNS data and the numerical results are observed on the plot taken at
y = 3.

As already discussed for the Nu profiles along the heated wall, higher t.h.f.
values are obtained with KAYS model for y > 5, leading to higher Nu values
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with respect to those obtained with 4P simulations. We observe that the choice
of boundary conditions between MX and CHF has a great impact on t.h.f. val-
ues and the influence is predominant in the region close to the step, for y < 9.
The major effect of free temperature fluctuations, on the heated wall, is in the
modeled values of eddy thermal diffusivity, as reported in Figure 6.10, where non-
dimensional mean temperature gradient components and o profiles are reported
on several channel cross sections. Obtained results of mean temperature gradient
VT along wall normal direction are very similar for all simulated cases, while
non dimensional eddy thermal diffusivity values are quite different. When using
MX boundary conditions, temperature fluctuations specific dissipation, wy, is set
equal to 2a/(C,6%) (¢ is the wall distance) while with CHF boundary conditions a
vanishing gradient is imposed along wall normal direction, Vwy -7 = 0, obtaining
much smaller values of wy. For the turbulent kinetic energy specific dissipation w
a MX boundary condition is imposed, i.e. w = 2v/(C,6%). The influence of the
boundary condition used on Ky — {2y is seen on the distribution of thermal-to-
dynamical time scale ratio R = w/wy that is used for modeling «.

Mean squared temperature fluctuations Non-dimensional mean squared tem-
perature fluctuations k; = 2e*¢ /AT? are examined in Figure 6.11 and Figure 6.12
for forced and mixed convection cases, respectively. As one can see in Figure 6.11,
for the case Ri = 0, a comparison with DNS values is shown on several channel
cross sections along stream-wise position 3. Reference results clearly show the
presence of non-vanishing temperature fluctuations along the heated wall. For MX
b.c. temperature fluctuations are underestimated along each channel cross section.
By using CHF b.c. we observe a good agreement with DNS results. As can be
seen from k; contours of Figure 6.11 when the KAYS correlation models the bulk
correction term for o the temperature fluctuations are smaller than those obtained
with a constant bulk correction term for o;. As shown in Figure 6.11 this behavior
is observed with both MX and CHF boundary conditions.

Mean temperature gradient values calculated with the four parameter turbu-
lence model are quite independent from the choice of «; bulk term and Ky — €2
boundary conditions. The turbulent diffusivity a; appears to be smaller when
KAYS Pr; values are used instead of a constant one. This fact leads to smaller
values of the production term P and consequently a reduction of ky. The tem-
perature fluctuations presents a peak in the region close to step corner, where re-
circulation occurs, and growing values along stream-wise direction in the region
close to heated wall.

For the mixed convection case we observe that DNS mean squared temperature
fluctuations do not vanish near the heated wall and decrease along the stream-wise
direction. Results obtained with CHF boundary condition are in good agreement
with the reference ones. As already observed for the forced convection case they
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Figure 6.13: Computational grids used for the simulation of backward facing step
geometry with OpenFOAM.

depends on o, bulk term and decrease along stream-wise direction. Also for R =
0.338 case, the mean temperature gradient values are about the same for all chosen
models of oy, as shown in Figure 6.10, while modeled «; values are smaller when
KAYS turbulent Prandtl number is used instead of a constant one. As for the R =
0 case, smaller production term Fj values are obtained and also ky values. By
examining the ky contours, reported in Figure 6.12, we see that different boundary
conditions lead to a different behavior of k.

For forced convection case, as shown in Figure 6.11, ky profiles are quite sim-
ilar, for both MX and CHF b.c., with a local peak close to the step corner and
increasing values along stream-wise direction. For the mixed convection case we
see that ky peak value is reached behind the step, within ¢ € [0, 3] interval, and
that for CHF boundary condition the peak position is shifted close to the heated
wall. Values obtained with MX boundary conditions decrease along stream-wise
direction and further downstream increase when y > 12. With CHF boundary
condition ky just decreases as y increases.

6.2 Simulations with coupled FEMuS & OpenFOAM
codes

From the results discussed in the previous Section it has been seen that the under
estimation of recirculation region size, for forced convection case, has a sensible
impact on turbulent heat transfer occurring behind the step. Moreover it has been
seen that the thermal turbulence modeling of the KLW model allows to obtain more
accurate results than those obtained with Kays correlation for the eddy thermal dif-
fusivity. A coupling between FEMuS and OpenFOAM codes is then realized, in
particular using OpenFOAM extend Version 3.2. In OpenFOAM several dynami-
cal turbulence model are present, in particular the Launder & Sharma low-Re k-¢
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Figure 6.14: Non dimensional turbulent kinetic energy distributions k%, for
forced convection case with flow streamlines. Results obtained with OpenFOAM
turbulence models RNG, LB, LS, LRR and LC.

(LS) [114], the Yakhot et al. Renormalization group k-¢ (RNG) [117], the Lam &
Bremhorst low-Re k- (LB) [118], the Lien cubic non-linear low-Re k-¢ (LC) [119]
and the Reynolds stress model (LRR) by Launder et al. [120]. The models can be
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Figure 6.15: Skin friction ¢y values, along the heated wall, obtained from simu-
lations with OpenFOAM turbulence models. Results are compared with DNS data
[107] and values obtained with KLW model.

tested in simulating the turbulent flow over the vertical backward facing step to see
which one allows to improve the flow prediction with respect to the dynamical tur-
bulence model of KLW. The great advantage of using the computational platform
is that the dynamical turbulence models can be used without the need of imple-
menting them in FEMuS code since they are already available in OpenFOAM.
Results of the turbulent heat transfer over the vertical backward facing step can
then be improved by using a dynamical turbulence model from OpenFOAM code
and the thermal turbulence modeling of the FEMuS KLW model.

A first comparison of the results obtained with the above mentioned turbulence
models is made by simulating the forced convection case that has been analyzed
in previous Section. Boundary conditions have been set as follows:

e Inlet: fixed velocity profile and zero gradient for £, € and Reynolds stresses

e Wall: no slip for velocity field, wall functions for turbulence variables

e QOutlet: zero gradient on all solved variables
Two different grids are used, as shown in Fig. 6.13. The coarser one, which
consists of approximately 32000 cells, has been used to compare the different tur-
bulence models, while the finer one, consisting of approximately 130000 cells, has

been used to couple OpenFOAM with FEMuS. Both grids have a fine discretiza-
tion in the near wall region, allowing the resolution of viscous layer.
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Model LC LB RNG LS LRR KLW DNS

1 04 232 052 1.6 055 085 1091
Y2 12 69 661 698 428 632 7.01

Table 6.5: Comparison of reattachment point locations for smaller vortex (y;)
bigger vortex (y-) obtained with OpenFOAM turbulence models, KLW model and
reference DNS values.
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Figure 6.16: Plots of non dimensional velocity component v™ and turbulent ki-
netic energy k™ obtained with OpenFOAM turbulence models along channel cross
sections taken on several positions y. The results are compared with DNS data ob-
tained from [107] and KLW model.

Preliminary evaluation of OpenFOAM dynamical turbulence models

Non dimensional values of turbulent kinetic energy k™ obtained with the differ-
ent models are reported in Fig. 6.14, together with flow streamlines. From this
qualitative comparison it can be seen that LB and LS models provide similar re-
sults. Reynolds stress models predicts a higher momentum exchange, as can be
seen from high values of k™ obtained in the region behind the step. Recirculation
area appears to be much smaller than the one obtained with LB and LS models.
This is probably due also to incorrect use of wall function boundary condition
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for Reynolds stresses as first layer of cells, close to wall boundary, should lay in
yT € [30,60] while for the considered case y* < 1 [121]. Reynolds stresses, in
fact, are not forced to vanish in the near wall region, as they should, and high turbu-
lent kinetic energy values are observed also close to the wall. Smaller values of &
are obtained with RNG and LC models, with a particular sensible under-prediction
of k™ in the latter case.

Skin friction values obtained with the above mentioned turbulence models are
reported in Fig. 6.15, where they are plotted against non dimensional stream-wise
coordinate y/h along the heated wall. The values are compared with reference
DNS data and with those obtained with the KLW model. It can be seen that very
different values of skin friction coefficient are obtained, with LS and LB model
results being closer to DNS reference values. Reattachment point locations are
reported in Table 6.5. As it can be seen from Fig. 6.14, LC model predicts a much
smaller momentum exchange in the recirculation area that is then much bigger
than the reference one, with bigger vortex reattachment point at about y/h =
12. Renormalization k-¢ turbulence model under predicts the size of the smaller
vortex, with y; = 0.52, and the reattachment point location y, is closer to DNS
value than that obtained with KLW model. Downstream of y, location much bigger
values of skin friction coefficients are observed for both RNG and LRR models.
Models LS and LB perform better than the previous ones. Both of them predict the
presence of a third small vortex, in the corner region, with a reattachment point
located at y3 = 0.03 and y3 = 0.16 respectively. The presence of such small
vortex is also observed in [110] with a y3 value equal to 0.06.

As a final comparison between the different models, non dimensional values
of velocity and turbulent kinetic energy are plotted on several channel cross sec-
tions in Fig. 6.16. The results are compared with KLW values and reference DNS
data. Non linear k-¢ model LC under-predicts &+ on the whole domain and the re-
sulting velocity field does not reproduce the DNS results. At stream-wise positions
y = 0 and § = 3 RNG model well approximates DNS values of kT, while further
downstream turbulent kinetic energy is over-predicted, leading to an underestima-
tion of recirculation area. This fact can be seen also from the y = 6 plot of non
dimensional velocity, near heated wall, where other turbulence models predict a
small negative velocity value, differently from LRR model. Velocity profiles ob-
tained with RNG model show a behavior similar to those of LRR in the region close
to adiabatic wall although smaller turbulent kinetic energy is predicted. Close to
heated wall the model fairly reproduces DNS values of k™, while an underesti-
mation is obtained moving from k* peak position towards channel center line.
Turbulence models LS and LB show similar values of k*. Within the recircula-
tion region they both underestimate k™, and a better agreement with DNS data is
obtained at positions y = 12 and 15, close to heated wall. For positions y > 6
obtained values of £ are similar to those obtained with KLW model, while for non
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FORCED MIXED
UNCOUPLED COUPLED UNCOUPLED COUPLED

Table 6.6: Simulated cases and relative line formatting for the results of the
coupled FEMuS—OpenFOAM case.

dimensional velocity small differences are observed near the adiabatic wall, with
LB values being slightly higher than KLW and LS models.

Turbulence model LB has been chosen to realize the code coupling between
OpenFOAM and FEMusS codes for both forced and mixed convection cases. Be-
cause of the thermal coupling involved in the mixed convection case, forced and
mixed convection simulations require different code coupling strategies. For forced
convection case a one way coupling is realized from OpenFOAM to FEMuS, so
that a steady OpenFOAM solution can be obtained and then the thermal fields can
be solved with FEMuS code. For the mixed convection case a thermal feedback
is given to OpenFOAM, through the buoyancy term with temperature field solved
with FEMuS code. The coupling procedure is realized by following the steps de-
scribed in Chapter 2. For OpenFOAM a finer grid than FEMusS one is used, so that
a similar number of unknowns is solved by both OpenFOAM and FEMuS codes.
FEMusS fields are interpolated on OpenFOAM grid with the P2P2 field interpolator
and then piece-wise fields are computed. Numerical fields from OpenFOAM are
interpolated on FEMuS mesh using MED conservative piece-wise field projector
and then point-wise fields are recovered from the solution of Galerkin projection.
For both forced and mixed convection cases, obtained results are compared with
those obtained from uncoupled KLW model. Line formatting is described in Ta-
ble 6.6. The reported results are only for the case of free temperature fluctuations
along the heated wall.

Dynamical fields

As already mentioned the simulation of forced convection case is performed as
a one way coupling from OpenFOAM to FEMuS. In particular k, € and v; val-
ues computed in OpenFOAM are used to model eddy thermal diffusivity a; and
source terms for Ky—{2y system of equations. For the mixed convection case, at
each iteration FEMuS solved mean temperature field is used in OpenFOAM, for
the calculation of buoyancy force, and dynamical turbulence fields are sent from
OpenFOAM to FEMuS as for the forced convection case.
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Figure 6.17: Comparison of skin friction values along heated wall obtained from
uncoupled FEMuS and coupled OpenFOAM-FEMuS simulations, for both forced
and mixed convection cases. The results are compared with DNS data [107]. Line
formatting in accordance with Tab. 6.6.

Skin friction Skin friction profiles of both forced and mixed convection cases
are shown in Fig. 6.17. As already seen before, with Lam-Bremhorst turbulence
model the size of recirculation area is better predicted for the forced convection
case, so that an improvement has been obtained from the coupled code solution.
The change of turbulence model, for mixed convection case, has not a well defined
impact on skin friction values. Close to the step, for y/h < 2.5, coupled solution
cy values are smaller than those obtained with KLW model, while higher values
are obtained for y/h > 12.5.

Non dimensional velocity and turbulent kinetic energy In Fig. 6.18 non di-
mensional stream-wise velocity component v* and turbulent kinetic energy k™
profiles are shown on several channel cross sections. As it regards the velocity
field component, for forced convection case the main difference is observed on
plot taken at y/h = 6, where for coupled solution results negative v™ values are
observed on a wider section than that obtained for KLW case. For the mixed con-
vection case, from coupled simulation results a small under-prediction of v peak
value in the region close to heated wall is observed together with higher values
near the adiabatic wall at x/h = 2. For forced convection case, the main differ-
ences in kT values are observed on plots at stream-wise position y/h = 3 where
Lam-Bremhorst predicted turbulent kinetic energy is sensibly smaller than both
KLW and reference DNS values. After the reattachment point, KLW and coupled
case solutions do not differ very much. For mixed convection case slightly higher
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Figure 6.18: Comparison of non dimensional stream-wise velocity component
v™ and turbulent kinetic energy k£ obtained with OpenFOAM-FEMusS solutions,
for both forced and mixed convection cases. Results are compared with uncoupled
case and reference values [107]. Line formatting in accordance with Tab. 6.6.

values of kT are observed on each channel cross section. Local k* peak DNS val-
ues are almost well captured, from coupled simulation, at y/h = 3, 6, 9 and 12,
but higher momentum exchange is predicted in the central channel region.

Thermal fields

Nusselt number The effect of a better recirculation area prediction, for forced
convection case, is noticeable in the profiles of Nusselt number values along the
heated wall, as reported in Fig. 6.19. A great improvement in heat transfer pre-
diction has been obtained in the interval y/h € [0, 7], while further downstream
Nusselt number values obtained with KLW and coupled simulation are identical.
For mixed convection case the Lam-Bremhorst k- turbulence model does not lead
to a more accurate N u prediction, along heated wall, as in the range y/h € [0, 1.5]
Nu values are smaller than those obtained with KLW model, that means a higher
discrepancy with DNS values, and on the remaining part of the heated wall they
are comparable to uncoupled case results.
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Figure 6.19: Nusselt number values along heated wall obtained with coupled
OpenFOAM-FEMuS simulations for both forced and mixed convection cases.
Results are compared with uncoupled case and DNS data [107]. Line formatting
in accordance with Tab. 6.6.

Turbulent and advective heat fluxes In Fig. 6.20 non dimensional turbulent
heat flux component along wall normal direction, q;rn, and mean advective heat
flux components v60 and u™6 profiles are shown on several channel cross sec-
tions. Stream-wise component values of turbulent heat flux are not shown since
also for the coupled case they are not captured. As it regards the values of wall
normal component q;L n» for Ri = 0 case, with the new model a better estimation is
obtained at stream-wise position y/h = 3. Further downstream coupled and un-
coupled KLW predicted values of turbulent heat flux are almost equivalent, with an
under-prediction with respect to reference values. For mixed convection case q;f n
values at y/h = 3 are smaller than KLW ones and for increasing values of down-
stream position y/h less sensible differences are observed. With Lam-Bremhorst
turbulence model a better prediction of advective heat flux component v "6 is ob-
tained at y/h = 3, where the effect of flow recirculation can be seen on the change
of v*6 values. A very good agreement is observed with DNS results, for both
Rt = 0 and Rt = 0.338 cases. The main discrepancy with reference values is
observed, for mixed convection case, in the peak value of v 6, which is slightly
smaller then the reference one. Another improvement obtained from the coupled
code solution can be seen in wall normal component values of mean advective
heat flux u*6, in particular at y/h = 3, where KLW model does not predict the
change of sign of wall normal velocity component. As for previously examined
results, coupled code results are about the same of KLW ones, along the remaining
channel cross sections, and for all mixed case results. A general good agreement
with DNS results is observed.
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Figure 6.20: Profiles of non dimensional turbulent heat flux component along
wall normal direction q;f . and of mean advective heat fluxes v+, u*6 components
on several channel cross sections, obtained with coupled OpenFOAM-FEMuS
simulations. Results are for both forced and mixed convection cases, compared
with uncoupled case and DNS data [107]. Line formatting in accordance with Tab.
6.6.

Mean temperature and temperature fluctuations For non dimensional tem-
perature values the main differences with uncoupled case, for ki = 0, are observed
on profiles taken on channel cross sections at stream-wise locations y/h = 0, 3
and 6, as reported in Fig. 6.21. A better agreement with DNS data is here obtained,
in particular at y/h = 0 and 3, where uncoupled case results respectively overesti-
mated and underestimated reference values as a consequence of incorrect predic-
tion of recirculation area. For mixed convection case sensible differences are not
observed, apart from the plot taken at y/h = 0, where coupled simulation results
predict higher 6 values, as expected from smaller Nu values observed in Fig. 6.19.
Profiles of non dimensional mean squared temperature fluctuations along several
channel cross sections are plotted on the right of Fig. 6.21 and compared with re-
sults from uncoupled simulation and DNS values. For mixed convection case, re-
sults of coupled simulation predicts higher mean squared temperature fluctuations
on the whole domain. Forced convection case results from coupled simulation
are smaller than respective results from uncoupled simulation. On channel cross
section at y/h = 3 the results obtained with coupled OpenFOAM-FEMusS simula-
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Figure 6.21:  Non dimensional temperature and mean squared temperature

fluctuations values, on several channel cross sections, obtained with coupled
OpenFOAM-FEMuS solutions. Results are for both forced and mixed convec-
tion cases, compared with uncoupled case and DNS data [107]. Line formatting in
accordance with Tab. 6.6.

tions better predicts the position of maximum &, value. In Fig. 6.22 a comparison
between k;, from coupled and uncoupled simulations of forced convection case, is
reported together with plots of non dimensional eddy thermal diffusivity on several
channel cross sections. The behavior of shown &, fields is similar: a local peak
of k, values is observed close to the step corner, with a position slightly shifted
downstream for the case of coupled simulation. Higher values of &, then develop
starting from the center of the recirculation region and moving downstream in the
near heated wall region. Within the recirculation region smaller &, values are ob-
tained for the case of coupled simulation, due to smaller values of eddy thermal
diffusivity, so of k; production term, as can be seen from the plots reported on
the right of Fig. 6.22. After the reattachment point the obtained values of o;
are almost the same for coupled and uncoupled simulations. Smaller values of
k, are then obtained, on coupled simulation results, as a consequence of smaller
values encountered in the recirculation region and then advected in the near hot
wall region.
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Figure 6.22: Forced convection case: comparison of non dimensional mean
squared temperature fluctuations, for CHF boundary condition, between coupled
and uncoupled simulations , on the left, and of non dimensional eddy thermal
diffusivity, on the right. Line formatting in accordance with Tab. 6.6.

Overall conclusions The simulation of liquid sodium turbulent flow over ver-
tical backward facing step has been performed for both forced and mixed con-
vection cases. This is an interesting case since a very low Prandtl number has
been considered (Pr = 0.0088) but also a more complex geometry, involving
fluid recirculation. Due to the presence of DNS data, an extensive evaluation of
the obtained results has been performed by comparing them with reference ones.
Simulations have been performed using FEMuS code, with the KLW model, and
using a numerical code coupling between FEMuS and OpenFOAM.

From the KLW model performances point of view, for both forced and mixed
flow regimes the average temperature and velocity profiles match the DNS values.
For the forced convection case, the model underestimates the length of the recir-
culation region, with an influence on obtained Nusselt number values along the
heated wall. Nu values show in fact some main discrepancies with DNS data, in
the recirculation region, while downstream of the reattachment point a very good
agreement with reference values is obtained. For the mixed regime the Nusselt
number and skin friction values along the heated wall are both slightly smaller
than the reference ones. As expected, the turbulence model almost captures the
values of wall normal turbulent heat flux component while it fails in reproducing
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the stream-wise component since the used isotropic model, with a unique scalar
diffusion coefficient, is not suitable for predicting both turbulent heat flux com-
ponents. For this very low Pr value, heat transfer is conduction dominated and
almost accurate results can be obtained even if stream-wise turbulent heat flux
component is not captured. An anisotropic model for turbulent heat transfer, ca-
pable of reproducing both wall normal and stream-wise components, should be
used in applications where turbulent heat flux has a greater influence on global
heat transfer.

From the coupled simulations it has been seen that Lam-Bremhorst k-¢ model
allows to obtain a better prediction of the flow recirculation occurring behind the
step, for the forced convection case. A better agreement with DNS results is then
obtained for all observed variables in the recirculation region, while downstream
of the reattachment point LB and KLW models results do not show sensible dif-
ferences. In the presence of buoyancy forces, the change of dynamical turbulence
model does not lead to a sensible improvement of obtained results since, for the
investigated Ri = 0.338 value, the recirculation region is greatly reduced in size.
The computational platform has then proven to be a useful tool since better results
have been obtained, for the forced convection case, without the need of imple-
menting the LB model in FEMuS or the Ky — {2y model in OpenFOAM. Once
that the coupling routines have been developed, the approach used to simulate the
backward facing step with OpenFOAM and FEMusS can be used in general.
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Turbulent heat transfer is a very complex phenomenon where phenomena at dif-
ferent physical-space scales contribute to determine the fluid motion and its heat
transport. Thermal turbulence modeling for low Prandtl number fluids is a chal-
lenging task required in engineering applications where liquid metals are used as
operating fluids, e.g. concentrating solar power plants and 1V*" generation fast
nuclear reactors. Turbulence models provided by commercial codes are not ad-
equate for the simulation of low Prandtl number fluids, and more accurate and
numerically stable models are needed to help the design process of these complex
systems.

This PhD study has been realized following two main objectives: the inves-
tigation of a four parameters turbulence model capabilities and the development
of a computational platform where more accurate simulations of low Pr turbu-
lent flows can be performed. For the first objective, the four parameter turbulence
model has been considered since it has already been validated with simulations of
fully developed turbulent flows in straight geometries, with Pr = 0.025 [10]. A
new formulation of the model, with logarithmic variables, has been proposed in
this thesis and implemented in FEMuS code, with the intent to enhance the nu-
merical stability of the original model. For the latter objective, a computational
platform has been developed using the open-source software SALOME and the
MED library. In particular, SALOME platform is used for geometry and mesh
generation processes. The MED library is used as a standard data format for stor-
ing numerical fields and meshes in computer memory, allowing to perform data
exchange between different codes within computer memory and not with much
slower read/write operations on files. Several routines, based on the MED data
format, have been developed as C++ classes to facilitate numerical code coupling,
i.e. data exchange and manipulation. In particular, the routines have been de-
veloped to perform numerical field interpolation between different meshes and
numerical field integration and can be generally used, alongside the other routines
provided by MED library, since they are not code specific. With the computational
platform, complex systems can be simulated using several codes, depending on
the physical phenomena that need to be taken into account. For the simulation
of low Pr turbulent flows, finite volume OpenFOAM and finite element FEMuS
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codes have been coupled, with the purpose of taking advantage of the wide set
of dynamical turbulence models implemented in OpenFOAM and of the thermal
turbulence model implemented in FEMuS.

Interpolation routines have been successfully used to define a new immersed
boundary method. In this new method an indicator function is used to distinguish
solid and fluid computational regions. Two grids are used, one for solving equa-
tions, and one for modeling the solid body. Indicator function field is obtained as
a result of projection of a uniform field defined on solid body mesh to the compu-
tational grid. The method can then handle moving bodies with arbitrarily shapes.
Two cases of fluid flow around static and moving objects, modeled with immersed
boundary method, have been studied. Obtained results have been compared with
reference data, showing a good agreement.

The case of fully developed turbulent flows in plane channel has been used to
show the increased numerical stability of newly proposed logarithmic model with
respect to original k-¢ formulation. For the same geometry, validation against
DNS results has been made for a wide range of Reynolds numbers and for both
Pr =0.025 and Pr = 0.01.

Fully developed turbulent flows in cylindrical pipes have also been simulated,
over a wide range of Reynolds numbers, for both Pr = 0.025 and Pr = 0.01.
Since DNS results for thermal turbulence fields at this low Prandtl number values
are not available, obtained results have been compared with experimental correla-
tions in the form of Nusselt number values. A very good agreement with reference
Kirillov correlation has been obtained over the entire range of investigated Peclet
values.

A fully developed turbulent flow of Lead-Bismuth-Eutectic has been simulated
in the geometry of 19 pin hexagonal nuclear reactor bundle, using the four param-
eter turbulence model and also with constant turbulent Prandtl number Pr; = 0.9
and Kays models. Results of Nusselt number and super-heat values have been
compared with experimental values. Obtained Nusselt number values are close
to Ushakov experimental correlation, in the range £5%, while Kays results lay
in £10% and those for Pr, = 0.9 are much greater than reference correlation.
A good agreement of super-heat values has been obtained for simulated cases at
higher Peclet number values, while for Pe < 700 obtained results are higher than
experimental ones. This fact could be related to effect of buoyancy forces, which
is more sensible with small velocities and that has not been taken into account in
the present simulations.

Simulations of liquid sodium turbulent flows over a vertical backward facing
step geometry (BFS), with a Pr = 0.0088, have been performed for both forced
and mixed convection cases, since DNS values are available for model validation.
For this test case FEMuS, as standalone code, and coupled FEMuS-OpenFOAM
codes have been used. From results of the uncoupled case one can see that the
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KLW model leads to an underprediction of the recirculation length behind the step,
with consequent slight discrepancies between obtained results and DNS ones in
the recirculation region. Results have been improved with the coupled simula-
tion, where Lam-Bremhorst £ — ¢ dynamical turbulence model, implemented in
OpenFOAM, has been coupled with the thermal turbulence model implemented
in FEMuS. With the coupled simulation a better estimation of the recirculation
area has been observed, improving the accuracy of obtained results with respect to
DNS values. Far from the recirculation region, similar results have been obtained
between coupled and uncoupled simulations, with an overall good agreement with
reference data. In the mixed convection case, due to the presence of buoyancy
forces, the recirculation region is greatly reduced in size and no significant im-
provement has been observed from the coupled simulation. Again the obtained
results are in satisfactory agreement with reference solutions.

With this PhD study the four parameter turbulence model capabilities and lim-
itations have been investigated. For all simulated cases a good agreement with
reference data, i.e. DNS results and experimental correlations, has been obtained.
The isotropic turbulence hypothesis used to model the turbulent heat flux repre-
sents a limitation of the model since a single turbulent diffusion coefficient is not
sufficient to reproduce both wall normal and stream-wise components of turbulent
heat flux, as observed with BFS simulations. An anisotropic model for turbulent
heat flux is planned to be investigated in order to overcome this issue. Thanks to
the increased numerical stability and to the accuracy of the results, the KLW could
be used with an anisotropic formulation of turbulent heat flux. The computational
platform has then proven to be a useful tool since better results have been ob-
tained, for the BFS forced convection case, without the need of implementing the
Lam-Bremhorst £ — & model in FEMusS or the Ky — €2y model in OpenFOAM. The
approach used to simulate this problem with coupled OpenFOAM and FEMuS
codes can be used in general, also by adding additional codes to the platform,
allowing the possibility to simulate very complex systems.
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