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Abstract

The main purpose of this work is to develop a numerical platform for the tur-
bulence modeling and optimal control of liquid metal flows. Thanks to their
interesting thermal properties, liquid metals are widely studied as coolants
for heat transfer applications in the nuclear context. However, due to their
low Prandtl numbers, the standard turbulence models commonly used for
coolants as air or water are inadequate. Advanced turbulence models able to
capture the anisotropy in the flow and heat transfer are then necessary. In
this thesis, a new anisotropic four-parameter turbulence model is presented
and validated. The proposed model is based on explicit algebraic models
and solves four additional transport equations for dynamical and thermal
turbulent variables. For the validation of the model, several flow configu-
rations are considered for different Reynolds and Prandtl numbers, namely
fully developed flows in a plane channel and cylindrical pipe, and forced
and mixed convection in a backward-facing step geometry. Since buoyancy
effects cannot be neglected in liquid metals-cooled fast reactors, the second
aim of this work is to provide mathematical and numerical tools for the
simulation and optimization of liquid metals in mixed and natural convec-
tion. Optimal control problems for turbulent buoyant flows are studied and
analyzed with the Lagrange multipliers method. Numerical algorithms for
optimal control problems are integrated into the numerical platform and
several simulations are performed to show the robustness, consistency, and
feasibility of the method.






Introduction

Liquid metals, with their low Prandtl numbers, have gained increasing at-
tention in recent years. Compared with other coolant fluids, such as air
or water, liquid metals can withstand large heat fluxes, with moderate
temperature gradients, thanks to their large thermal conductivity values.
Furthermore, due to their high values of boiling temperature, some liquid
metals, like sodium, can flow in the liquid phase at high temperatures with-
out needing pressurized systems [1]. Thanks to these properties, liquid met-
als are currently considered in a broad range of industrial applications, in-
cluding the production of steel and semiconductors, in thermal solar plants
[2, 3] and in Generation IV liquid metal-cooled reactors [4, 5, 6]. Liquid
metal-cooled reactors are expected to play an important role in the future
of nuclear energy production due to their possibility to use natural resources
efficiently and to reduce the volume and lifetime of nuclear waste [7]. The
coolants considered for such reactors are sodium, lead, and lead alloys with
Pr numbers ranging from 0.001 to 0.02.

In the nuclear context, thermal-hydraulics is regarded as one of the key
issues in the project, design, and construction of liquid metal-cooled reac-
tors. To solve thermal-hydraulic issues, nuclear engineers and researchers
rely on analytical and empirical correlations, System Thermal-Hydraulics
(STH) and Computational Fluid Dynamics (CFD) codes. Detailed mea-
surements of local flow parameters in liquid metal-cooled reactors are chal-
lenging due to the opacity of the fluid, the anisotropy of the flows, and
the strong buoyancy influence [8]. Detailed experimental measuring capa-
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bilities are limited and numerical simulations of basic and complex flow
configurations are more important for low Prandtl number fluids than in
usual cases. In this respect, CFD is regarded as a valuable tool to analyze
the thermal-hydraulics behavior of nuclear systems when very sophisticated
models are required to accurately simulate turbulent liquid metals flow and
heat transfer.

To provide an understanding of flow mechanisms, the common tool em-
ployed is the Direct Numerical Simulation (DNS). The DNS method is based
on the complete three-dimensional and time-dependent conservation equa-
tions for mass, momentum, and energy. All the turbulence scales are re-
solved but this approach is affordable only for low and medium Reynolds
numbers. Another approach for obtaining useful data and flow parameters
is the Large Eddy Simulation (LES). With this technique, only the large
and slow scales of turbulence are resolved by the grid and in time. The
small scales have to be modeled by sub-grid scale models. This approach
is a compromise between the accuracy of DNS and the low-computational
cost of the Reynolds-Averaged Navier-Stokes (RANS) technique. RANS
approach is based on the time-averaging operation applied to conservation
equations. The operation introduces new turbulent unknowns, Reynolds
stresses and turbulent heat fluxes, leading to a closure problem for the sys-
tem of equations. This approach is the most commonly used in CFD codes
for the simulation of complex systems. The introduced models to close
RANS equations have to be carefully calibrated to predict accurately the
flow and heat transfer behavior.

In the RANS framework, several models have been developed in past
decades for the computation of the Reynolds stress tensor. First-order
models are based on the isotropic eddy viscosity, while second-order models
use transport equations for Reynolds stress tensor components. First and
second-order models are integrated and available in most of the commercial
codes. The first-order models are simple to implement but fail to predict
flow features in several cases, while the second-order ones allow predicting
the anisotropy in the flows but require a considerably increased numeri-
cal effort [9]. For the turbulent heat flux, only a few models have been
developed and validated. Most of the commercial codes apply the Simple
Gradient Diffusion Hypothesis (SGDH) based on the turbulent thermal dif-
fusivity and a constant turbulent Prandtl number. However, this concept is
inadequate in heat transfer problems involving low Prandtl number fluids
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like liquid metals [10]. More sophisticated heat transfer models are neces-
sary to correctly predict flow features and heat transfer phenomena in liquid
metal flows. One of the most promising heat transfer models for liquid met-
als is the isotropic four-parameter turbulence model which is based on the
SGDH hypothesis and solves two additional transport equations for thermal
turbulent quantities [11, 12, 13, 14].

The abovementioned isotropic four-equation turbulence model is imple-
mented in FEMuS, a finite element code integrated into the multiscale
and multiphysics numerical platform FemusPlatform [15]. The numerical
platform is based on the SALOME project and has been developed over
the last years at the Laboratory of Montecuccolino of the University of
Bologna. It is an environment where several numerical codes can be run
together, allowing the simulation of complex physical phenomena on diffe-
rent physical scales [16, 17]. In particular, the numerical platform includes
the multigrid finite element in-house code FEMuS for heat transfer, fluid
flow, turbulence, fluid-structure modeling and adjoint optimal control; the
open-source finite volume CFD software OpenFOAM; the multiscale neu-
tronic code DONJON-DRAGON; and a STH code for thermal-hydraulic

simulations.

In this framework, this Ph.D. thesis aims to propose and validate a
new turbulence model for flow and heat transfer simulations of liquid met-
als based on the isotropic four-parameter turbulence model implemented
in FEMuS. The new model for the closure of Reynolds stresses and turbu-
lent heat fluxes adopts explicit algebraic models, which belong to a class of
models between first and second-order models. Explicit algebraic models are
characterized by the easy implementation of first-order models but they can
capture the anisotropy in the flow and heat transfer as second-order models.
The explicit algebraic stress and heat transfer model requires the solution
of transport equations for four parameters, thus it is referred to as the
anisotropic four-parameter turbulence model [18, 19, 20]. The new model
is implemented into FEMuS and its validation is performed by referring to
DNS data and empirical correlations. The upgrade of the four-parameter
turbulence model aims to improve the multiphysics and multiscale simula-
tions involving liquid metals performed by using the numerical platform.

In the project, design, and optimization of liquid metal-cooled reactors,
the optimal control theory can be exploited. The optimal design of natural
and mixed convection systems is crucial in the thermal-hydraulics of lead-
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cooled fast reactors, where cooling is guaranteed by natural convection.
Optimization techniques can be used to find the optimal wall temperature
or heat flux to achieve specified objectives inside heat exchangers, nuclear
cores, primary and secondary circuit pipes. There are many objectives of
interest in this kind of application, i.e. flow matching, drag minimization,
enhancing or reducing turbulence, and hot spot reduction.

In liquid metal-cooled reactors, the buoyancy forces have a strong influ-
ence on the flow. In particular, the thermodynamic properties of lead allow a
high level of natural circulation cooling in the primary system of lead-cooled
reactors. In the design and optimization of core cooling in lead-cooled re-
actors, the strong natural circulation characteristics during both operation
and shutdown conditions cannot be neglected [21]. However, optimal con-
trol problems for natural or mixed convection in turbulent conditions have
not been considered so far. Optimal control problems for the Boussinesq
system in laminar condition have been studied focusing on the stationary
boundary and distributed control problems [22) 23, 24, 25, 20] to find the
optimal wall temperature, heat source or force in the case of electrically
conductive fluids as liquid metals. Since the role of turbulence has not been
considered yet in the optimal control for liquid metal flows in mixed and
natural convection, this Ph.D. thesis aims to treat mathematically and nu-
merically the optimal control of turbulent buoyant flows [27, 28]. The new
adjoint solvers for the optimal control of Boussinesq equations in laminar
and turbulent conditions are implemented into the numerical platform, in
particular into the finite element code FEMuS.

This thesis is divided into two main parts, dealing with the turbulence
modeling and the optimal control of liquid metal flows. The first part is
devoted to flow and heat transfer modeling for low Prandtl number flu-
ids. In Chapter 1 the main features of turbulent flows are presented and
particular attention is given to wall turbulence and its characteristics. The
Reynolds averaging operation is presented and applied to conservation equa-
tions. The problem of their closure is treated in Chapter 2. The standard
closure models are presented based on linear eddy viscosity and eddy ther-
mal diffusivity models, focusing on the treatment of wall flows. Then, the
explicit algebraic models for Reynolds stresses and turbulent heat fluxes are
derived and the anisotropic four-parameter turbulence model is presented.
In Chapter 3, a validation of the model is proposed through numerical
simulations performed by using FEMuS and considering several flow con-
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figurations in different conditions of Reynolds and Prandtl numbers. In the
second part, the study of optimal boundary control problems for buoyant
turbulent flows is presented. In Chapter 4 the main features of an optimal
control problem are described for the case of mixed or natural convection
in laminar flows. Numerical results are presented to show and compare the
effectiveness of the main control mechanisms, i.e. Dirichlet, Neumann and
distributed controls. In Chapter 5 the role of turbulence is taken into ac-
count. The optimal control problem is analyzed from a mathematical point
of view for the Dirichlet optimal control. Numerical results obtained by
using FEMuS are presented and discussed.






PART 1

Liquid metals turbulence
modeling






CHAPTER 1

Turbulent flows

In this chapter, we consider the conservation equations of mass, momen-
tum, and energy that describe the state of an incompressible Newtonian
fluid. Buoyancy effects are considered in the framework of the Oberbeck-
Boussinesq approximation. When turbulence occurs, statistical tools for
the description of random variables characterizing turbulent flows may be
required, such as probability density function, mean, fluctuation, and stan-
dard deviation. When the random fields can be decomposed into mean and
fluctuating parts, the conservation equations can be time-averaged following
the Reynolds averaging procedure. With the averaging operation, a set of
equations for the mean fields can be obtained. However, in the attempt to
close the averaged system of equations, new unknown correlations appear
during the averaging process. The well-known problem of the new system
closure is treated in Chapter 2.

Turbulence can be generated by frictional forces acting over solid walls,
or by the flow of layers of fluids with different velocities. The turbulence
generated and continuously affected by fixed walls is designated as wall
turbulence, while turbulence generated by two adjacent layers of fluid in
absence of walls is called free turbulence. In this Ph.D. thesis, we are
particularly interested in wall turbulence and wall lows. The main features
of wall turbulence, like the one occurring in channel and pipe flows, are



12 Chapter 1. Turbulent flows

presented and described in the last section of this chapter.

1.1. Conservation equations for incompressible flows

In this section, the conservation equation of mass, momentum and en-
ergy for an incompressible Newtonian fluid are derived and discussed. The
Oberbeck-Boussinesq approximation is also considered and the correspond-
ing equations are reported. In the following, the Einstein summation nota-
tion is employed.

1.1.1. Conservation of mass

The conservation of mass equation, or continuity equation, states that
the time rate of change of mass in a fixed volume is equal to the net rate of
mass flow across the surface

dp

pu;) =0, (1.1)

where p is the density of the medium and wu; is the i-component of the
velocity vector u. By introducing the Eulerian derivative D/Dt = 0/0t +
u - V, the continuity equation can be expressed in the advective form as

Dp ou;
— =0. 1.2

When the fluid density changes are negligible, the medium is incompressible
and the Eulerian derivative of the density field vanishes. The continuity
equation becomes

aui
8:61-

~0, (1.3)

which is often referred to as the incompressibility condition.
1.1.2. Conservation of momentum

The conservation equation of momentum, or Navier-Stokes equation,
can be written as
8(,01%) 0 (902-]

(o) = ] . 1.4

where 0;; is the Cauchy stress tensor and f; is the i-component of the total
body force vector f. For incompressible flows, the momentum conservation
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equation is reduced to the advective form

Dui 80'ij

- 1.5
P Dy aijrpf (1.5)

The principle of conservation of angular momentum states that in absence
of distributed couples the stress tensor is symmetric o;; = 0. Thus, it can
be decomposed into isotropic and deviatoric parts

oij = —poij + Tij » (1.6)

where p is the hydrostatic pressure and 7;; is the viscous stress tensor. For
Newtonian fluids, the viscous stress tensor is related to the strain rate tensor
Sz‘j by

Tij = CijriSki » (1.7)

where Cjjy; is the fourth-order tensor of viscosities of the fluid and S;; is the
strain rate tensor or rate of deformation tensor

1 8ul Guj
= = . 1.8
5 2<axj * axi) (1.8)

For an isotropic viscous fluid, the fourth-order tensor Cjjj; can be expressed
in terms of the Lame constants n and u

7i; = n(tr S)dy; + 21555 , (1.9)

where (tr S) = S;; denotes the trace of the strain rate tensor S. The second
Lame coefficient  is referred to as dynamic viscosity of the fluid. For an
incompressible fluid (trS) = 0, then Equation (1.9) and (1.6) become

Tij = 2{uSij,  0ij = —POij + 21 - (1.10)

The Navier Stokes equation (1.5) can be then written as

Du; dp 0 Ou;  Ou;
= — . 1.11
or
Du; 1 dp 0 Ou; auj)}
__1op 1.12
Dt pa.%'z + 8!Ej |:V(8!Ej + ox; + f ( )

where v = p/p is the kinematic viscosity.
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1.1.3. Conservation of energy

The law of conservation of energy states that the time rate of change
of the local energy is equal to the sum of the rate of work done by applied
forces and the change of heat content per unit of time. The conservation of
energy can be expressed as

8(,06) 8peul . aqz aO'ij'LLj

ot oz, 0w o

+Q + pfiu; (1.13)

where e = v + %uzuZ is the total energy, v is the internal energy, g; is the -
component of the heat flux vector and () is the internal heat generation. For
incompressible flows, an equation for the internal energy v can be derived

d(pv) | Opvu; g

+Q+9, (1.14)

where ® = 0,;0u;/0x; is a dissipation function that can be expressed for a
Newtonian and isotropic fluid as
aui
P = (—p(sij + Tzk)aix] . (115)
The internal energy equation can be simplified by expanding the derivatives
on the left-hand side of the equation. Using the continuity equation we
obtain the advective form of the energy equation

Dv q;

+Q+ . (1.16)

We now introduce constitutive relations for the internal energy v and the
heat flux ¢; to formulate the conservation equations in terms of the tem-
perature T'. The internal energy can be related to two intensive thermody-
namic variables, such as temperature T" and specific volume v = 1/p, thus
v =v(T,v). The change of internal energy is

o
- oT

ov
dT + —
v + ov

dv = c,dT + (Tﬁp
T

d
v T

U—p)dv, (1.17)

where ¢, is the specific heat at constant volume. When converted to a
material derivative and multiplying for the density p one can write

Duv DT ap
— pe, 2=+ (TZE
Peopr t ( oT

Dv
d - 1.1
"Di Dt .7 ) (1.18)

"Dt
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Since v = 1/p, the term pDv/Dt can be rewritten as Ju;/dx;, and for an
incompressible flow the second term on the right-hand side of (1.18) is zero.
Moreover, ¢, = ¢, = ¢, where c is the specific heat and ¢, is the specific heat
at constant pressure, then pDv/Dt = peDT /Dt for incompressible flows.

The constitutive relation for the heat flux is the Fourier law for heat
conduction, which states that

or

i—— 1.1
Uaxj? ( 9)

¢ =—A
where \;; denotes the conductivity tensor of order two. For an isotropic
medium \;; = Ad;;, where A denotes the isotropic thermal conductivity.
The conservation equation of energy can be then written as

DT 9 (AGT
pe Dt N 61’1 81‘,

>+Q+®, (1.20)

or

DT 0 aT QR ¢
“E x4 = 1.21
Dt Oz (O‘ax) N pc - pc’ (121)
where o« = A/(pc) is the thermal diffusivity. The dissipation function is
important in some special cases involving very high shear rates, such as
bearings and hydraulic systems. In most other cases the dissipation function
can be neglected, and the energy equation further simplifies
DT 0 aT Q
— = —=. 1.22
Dt ox; (a&m) + pc ( )

1.1.4. Approximation of Oberbeck-Boussinesq

The Oberbeck-Boussinesq approximation is a widely used procedure to
solve non-isothermal flows without having to solve for the full compressible
formulation of the conservation equations (1.1), (1.4) and (1.13). This ap-
proximation assumes that variations in density p do not affect the flow field,
except that they give rise to buoyancy forces. Thus, we can consider p = pg
except for the gravity term. Under this approximation, the continuity equa-
tion reduces to the incompressibility condition (1.3). When one considers
pf = pg, where g is the gravitational acceleration, the Navier-Stokes equa-
tion can be written in the following form

Du; op 0 Ou;  Ouj
= — i 1.2
Po Dt ox; + Ox; {M(axj + 89@)} g (123)
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The fluid density p is replaced by a constant density pg except in the body
force term representing the buoyancy force. The buoyancy term can be
rewritten as

pgi = (po + Ap)gi, (1.24)

where Ap = p — po. The buoyancy term Apg; can be further rewritten as
Apgi = (p— po)gi = —po(T — To)Bg; where (5 is the coefficient of thermal
expansion. This yields

POy ~or, + oz, ['u<8xj + 8@” + pogi — po(T —To)Bgi, (1.25)

which is often written as

/
] e, 0
where p’ = p — pgh with h representing the elevation.

In the energy conservation equation, the density p and the heat capacity
¢ are assumed constant and the dissipation function is neglected. Under
the Oberbeck-Boussinesq assumption, the conservation equations are the
following

8Ui .

or; 0, (1.27)
Du; 1 op 0 du;  Ouy

Dt pox; * Oz, [U(ﬁxj * 8@” GipT, (1.28)
DT 0 ( T\ Q@

Dt Ox; (O‘ag;) o (1.29)

where p and c are constant.

1.2. Statistical description of turbulent flows

In a turbulent flow, the velocity field u(x,t), the pressure field p(x,t)
and the temperature field T'(x,t) are random variables. Consider a fluid
flow experiment that can be repeated many times under a specific set of
conditions and consider an event A. If the event A inevitably occurs, then
A is certain; if the event cannot occur, then it is impossible. If A may
occur, or it may but need not occur, the event is random. The fact that
u(x,t), p(x,t) and T'(x,t) are random variables means that they do not
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have a unique value every time the experiment is repeated under the same
set of conditions [29].

The random nature of turbulence arises a consistency issue with the de-
terministic nature of the Navier-Stokes and energy equations. Even though
the conservation equations of mass, momentum and energy are determinis-
tic, the solutions are random because in any turbulent flow there are pertur-
bations in initial conditions, boundary conditions and material properties
and at the high Reynolds numbers of turbulent flows, the evolution of the
flow field is extremely sensitive to small changes in initial conditions, bound-
ary conditions, and material properties [29].

In this section, following the discussion proposed by Pope [29], we in-
troduce various statistical quantities to describe turbulent flows, such as
means, probability density functions, and two-point correlations. For all
these quantities, it is possible to derive evolution equations starting from the
Navier-Stokes and energy equations. In particular, we derive the equations
that govern the mean velocity (u(x,t)), pressure (p(x,t)) and temperature

(T'(x,t)) fields.

Random variables. Let u be a particular component of the velocity at a
specified position x and time ¢. The component v is a random variable. We
introduce an independent variable v defined as the sample-space variable
corresponding to u. Different events such as B = {u < v} or C' = {v, <
u < vy} correspond to different regions of the sample space.

The probability of the event B is written as p = P(B) = P{u < v}. For
an impossible event p = 0, while for a certain event p = 1. The probability
of any event can be determined from the cumulative distribution function
defined by F(v) = P{u < v}. According to this definition, we can write
P(B) = P{u < w} = F(w) and P(C) = P{v, < u < v} = P{u <
v} — P{u < v,} = F(vp) — F(v,). The main properties of the cumulative
distribution function can be consulted in [29].

We can introduce the probability density function f(v), defined as the
derivative of the cumulative distribution function

~ dF(v)

flo)=— = (1.30)

From the properties of the cumulative distribution function, it follows that
f(v) > 0, since F(v) is a non-decreasing function. For other properties, the
reader can consult [29].
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The probability density function f(v) or the cumulative distribution
function F(v) fully characterize the random variable w. Two or more ran-
dom variables that have the same probability density function are said to be
identically distributed or statistically identical. Examples of the probability
distribution are the uniform distribution, the exponential distribution, the
normal or Gaussian distribution, and so on.

The mean of the random variable u is defined as

(u) :/ vf(v)dv. (1.31)

6(w) = [ o) f(0)dv. (1:32)

The means (u) and (¢(u)) are not random variables and ((u)) = (u). The
operator (-, -) is a linear operator, then if ¢(u) and £(u) are functions of w,
a and b are constants, we have

(ad(u) + b&(u)) = a(p(u)) + b(E(u)) . (1.33)
We now define the fluctuation in u as
u=u— (u). (1.34)

The variance of u is defined as the mean-square fluctuation

W = [ (0= () f()dv, (1.35)

—00

while the standard deviation or root-mean-square of u is the square-root of
the variance, i.e. Uy = (u)1/2,

Random joint variables. Since the velocity field u(x,t) is a vector, we
need to extend the definitions presented to two or more random variables.
We consider the components of velocity (uq,us,us) at a specified position
x and time ¢ in a turbulent flow. The sample-space variables corresponding
to the random variables u = {uq,us, uz} are denoted by v = {vy, va,v3}.
Considering the two components u; and us, we can define the cumulative
distribution function of the joint random variables (uq,us) as

flg(Ul,Ug) = P{Ul < V1,Uz < 'UQ}, (136)
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while the joint probability density function is defined as

32]:12(1)1, U2)

f12(U1, Uz) = Dv100y

(1.37)

If ¢(uy,us) is a function of the random variables, its mean is defined by

P(ur,ug)) // (v1,v2) fr2(v1, v2)durdus . (1.38)

Let w) = uy; — (uq), uy, = us — (uz) be the fluctuations, then the covariance
of u; and uy is

(i) = [~ (00 = () (w2 = (ua)) fialvr, vo)dvrdvs (139)

and the correlation coefficient is

(uyus)

P12 = W, (1.40)

and —1 < p15 < 1. We have a positive correlation coefficient when positive
excursions from the mean for one random variable are preferentially associ-
ated with positive excursions for the other random variable. It is negative
when positive excursions for one random variable are preferentially associ-
ated with negative excursions for the other. If p;5 is zero then the random
variables u; and wusy are uncorrelated. If p;o = 1, uy and uy are perfectly
correlated; if p1os = —1, u; and uy are perfectly negatively correlated.

Random processes. Let u(t) be a time-dependent velocity component
at a specified position x. Such a random variable is called random process.

At each time, the random variable u(t) is characterized by its one-time
cumulative density function, F(v,t) = P{u(t) < v}, or by its one-time
probability density function f(v,t) = 0F(v,t)/0v. However, these quan-
tities do not contain information about w(f) at two or more times, then
we introduce the N-time joint cumulative density function of the random
process u(t) defines as

,FN(Ul, tl; . ;UN,tN) = P{U(tl) < V1y... ,U(tN) < UN} , (141)

where {t1,...,ty} are specified time points. To completely characterize
the random process, it is necessary to know the joint cumulative density
function for all instants of time, which is in general impossible. If the process
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is statistically stationary, we have considerable simplifications. A process
is statistically stationary if, for all positive intervals At and all choices of
{t1,...,tn}, we have

flor,t1 + At ..oy, ty + At) = fug,t .. on, EN) - (1.42)

A turbulent flow, after an initial transient period, can reach a statistically
stationary state in which the statistics, for example the mean of the variance,
are independent of time, even though the flow variables vary with time. For
a statistically stationary process, the simplest multi-time statistic that we
introduce is the autocovariance

R(s) = (u'(t)u'(t + 5)), (1.43)

or the autocorrelation function

(u'(t)u'(t + s)
pls) = L),
(u'(t)?)
which is the correlation coefficient between the process at times t and ¢ + s,
then we have —1 < p(s) < 1 and p(0) = 1.

(1.44)

Random fields. Now we are ready to treat the velocity field u(x, t) which
is a time-dependent random vector field. We need to extend the tools pre-
sented so far. We can have one-point or N-point statistics. The one-point
one-time joint cumulative distributed function is

F(v,x,t) = P{lu(x,t) <v;,i=1,2,3}, (1.45)

and then the one-point one-time joint probability density function

PBF(v,x,t)
f<v,x,t) n 81)181]282]3 ’

At each point x and time ¢ this function fully characterizes the random

(1.46)

velocity vector but it does not contain any information at two or more
times or positions. The mean velocity field is

(u(x,t)) = ///_Z vf(v;x, t)dv, (1.47)

and the one-point one-time covariance of the velocity is (uj(x,t)u}(x,t)).
These covariances, as we will see in the next section, are called Reynolds
stresses and are written (ujuj).
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The N-point N-time joint probability density function can be defined
as an extension of (1.41). Considering a specific set of positions and times
{x™ t™} with n = 1,..., N, we can define the joint probability density
function at these N space-time points as

(v x@ ).y (N (V) 3 (V) (1.48)

The determination of this N-point probability density function for all space-
time points is impossible, thus a random velocity field cannot be fully char-
acterized. However, there are some simplifications if the field is statistically
stationary, homogeneous, or isotropic.

The random field u(x,t) is statistically stationary if all statistics are
invariant under a shift in time, which means that fy in (1.48) is unchanged
if (x(™ t™) is replaced by (x™,t™ + At) for all N point, where At is
the time shift. Similarly, the field u(x,t) is statistically homogeneous if all
statistics are invariant under a shift in position, then fy in (1.48) is un-
changed if (x(™, ™) is replaced by (x™ +X® ¢M™) for all N point, where
X (™ is the shift in position. We have homogeneous turbulence when the
fluctuating velocity u’(x,t) is statistically homogeneous. Moreover, turbu-
lent flows can be statistically two-dimensional or one dimensional when the
statistics are independent of one or two coordinates respectively, such as
in a channel flow. The random field u(x,t) is statistically isotropic if it is
statistically homogeneous and statistically invariant under rotations and re-
flections of coordinate system, which means that fy in (1.48) is unchanged if
u(x™, tM) is replaced by w(x™, t() for all N point, where X and T denote
the position and random velocity field in any coordinate system obtained
by rotation and reflections of the coordinate axes.

The simplest statistic containing some information on the spatial struc-
ture of the random field is the two-point one-time autocovariance

Rij(r,x,t) = (uj(x, t)uj(x +1,1)), (1.49)

which is often referred to as two-point correlation.

Reynolds averaging. We have given a definition for the mean of a ran-
dom field u(x,t) in (1.47) using the probability density function f(v;x,t).
The probability density function cannot be determined, then we present av-
eraging operations used to estimate (u(x,t)), introduced by Reynolds. The
three forms of Reynolds averaging most used in turbulent flow experiments
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and simulations are the time average, spatial average and the ensemble av-
erage. For statistically stationary flows the time average over a time interval
At is the most suitable and it is defined as
1 4T
(u(x, 1)) = lim = /t u(x, t)dt . (1.50)

T—o0

For homogeneous turbulence the spacial average is the most appropriate.
We average over all spatial coordinates by doing the following volume inte-
gral

(u(x, 1)) = lim é///u(x,t)dV. (1.51)

For flows that can be repeated or replicated N times, the ensemble average
is defined by

(u(x.0)) = lim jlv né a™ (x, 1) (1.52)

For turbulence that is both stationary and homogeneous, we may assume
that these three averages are all equal.

1.3. The RANS equations

In the previous section, various statistical quantities have been intro-
duced to describe turbulent flows, i.e. mean, covariance, probability density
functions, two-point correlations, etc. It is possible to derive equations for
the evolution of all these quantities starting from the Navier-Stokes and
energy equations. The Reynolds decomposition involves the decomposition
of the dynamic and thermal fields into their mean and their fluctuation, i.e.

u(x,t) = (u(x,t)) +u'(x,1), (1.53)
p(X,t) = <p(X,t)> +p/<X7t)7 (1'54)
T(x,t) = (T(x,t)) + T'(x,1), (1.55)

where the mean operator (-, ) is the time average defined in (1.50).
1.3.1. The Reynolds-Averaged Navier-Stokes equation
Applying the Reynolds decomposition and taking the mean of the con-

(

tinuity and Navier-Stokes equations (1.27)-(1.28), we obtain

A{u;)
8@-

=0, (1.56)
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Dt p Ox;  Ox; ‘

Dw) _ 10(p) 9 [V<a<u@-> N a(uﬁ) ., />}+

)
Ox; Ox; ! (1.57)

—gzﬂ(T) :

The Reynolds-averaged conservation of mass (1.56) is identical to instan-
taneous continuity equation (1.27) with the mean velocity (u) replacing
the instantaneous velocity u. We can show that also the fluctuation u’
has zero divergence, subtracting (1.56) from (1.27). Aside from replace-
ment of instantaneous variables by mean values, the only difference between
the Reynolds-Averaged Navier-Stokes (1.57) and instantaneous momentum
equation (1.28) is the appearance of the velocity covariance (uju), which is
called Reynolds stress tensor.

To understand why we refer to this term as stress, we rewrite the
Reynolds-Averaged Navier-Stokes equation (1.57) as

o0 (o

p ) — (p)dij — plujuj)| — pgiB(T), (1.58)
and the term in square brackets represents the sum of three stresses: the
viscous stress, the isotropic stress (p)d;; from the mean pressure field and
the apparent stress arising from the fluctuating velocity field, p(uju’). It is
as if the turbulent fluctuations have given rise to additional stresses. We
can express the rate of gain of momentum within a fixed control volume V'
due to flow through the surface S as

where the i-component of momentum per unit volume is pu; and the volume
flow rate per unit area into V' through S is —u;n;. The mean of the -
component of this equation is

(V) = § =pl{us) () + {u) )mydS (1.60)
and applying the divergence theorem
(08) = [ —=p- 2 () + (wal))dv (1.61)
A

Thus, for the control volume V', the Reynolds stress that appears in the
Reynolds-Averaged Navier-Stokes equation (1.57) and acts like stresses, ac-
tually represents the mean momentum flux due to the fluctuating velocity
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on the boundary S, p(uju;)n;. Then (uju’) is not a real stress in the con-

ventional sense of the word but it represents the mean momentum fluxes
induced by the turbulence. However, as far as we consider the mean flow,
we can capture the effects of these fluxes by pretending that (uju}) is a
stress.

The Reynolds stress tensor is symmetric, (uju}) = (uju;), and thus has
six independent components. The diagonal components, (u?), (v"?) and
(w'?), are called normal stresses, while the off-diagonal components, (u'v'),
(v'w') and (v'w'), are named shear stresses. The turbulent kinetic energy

k(x,t) is defined to be half the trace of the Reynolds stress tensor

1
k= §<u;u;> ) (1.62)
We can distinguish isotropic and anisotropic stresses, in particular
2
(ujuj) = gk@j + aij (1.63)

where 2/3kd;; is the isotropic stress and the deviatoric anisotropic part is
a;;. Equation (1.63) is often reformulated using the normalized anisotropic
tensor b;;, defined as by; = ((uju}) — 2/3kd;;)/(2k), into the following ex-
pression

2

It is only the anisotropic tensor a;; that is effective in transporting momen-
tum since we have

Dt == (0 300+ (G B ol g
—g:8(T),

and then the isotropic component 2/3k can be absorbed in a modified mean
pressure.

1.3.2. Reynolds-Averaged energy equation

The conservation equation for (7') is obtained by applying the same
procedure used to obtain the Reynolds-Averaged Navier-Stokes equation.
Using the Reynolds decomposition reported in Equation (1.55), the time-
averaged energy equation (1.29) is

DTy 9 [ AT

- <UQT’>> + pqi- (1.66)
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where the velocity-temperature covariance (u;T") is a vector, which is called
turbulent heat flux or scalar flux. It represents the flux of the temperature
due to the fluctuating velocity field. In this equation, the turbulent heat
flux plays an analogous role to that of the Reynolds stresses in the mean
momentum equation.

1.3.3. The closure problem

Hereinafter we refer to (1.56), (1.57) and (1.66) as Reynolds-Averaged
Navier-Stokes and energy system, or more concisely RANS system. This
system is not closed, since the averaging operation has introduced as un-
knowns the six independent components of the Reynolds stresses and the
three components of the turbulent heat flux. If we take a non-statistical
approach, we have governing equations which are deterministic, but the
solutions are random fields. On the other hand, if we take a statistical
approach, then the quantities we are interested in are non-random and per-
fectly reproducible in any experiment, but we cannot find a closed set of
equations that describes them. In the attempt to close (1.57) and (1.66),
we derive the exact transport equations for velocity covariance (uju’) and

it
velocity-temperature covariance (u7”), by following [30].

The Reynolds-Stress transport equation

To predict the behavior of the mean flow through the Reynolds-Averaged
Navier-Stokes equation (1.57), we need to know the velocity covariance or
Reynolds stresses. Following [31], we derive the equation for (uju’) using
the Reynolds-Averaged Navier-Stokes equation (1.57) and the momentum
equation (1.28) for the instantaneous velocity u. Subtracting (1.57) from
(1.28), we obtain a transport equation for the fluctuating velocity field

au; + <U> au; +u/ a<ul> +U/ au; _ _lap/
ot 0z T O, 10z,  pOx
, (1.67)
L0 {V(au; +auj>+< ’ ’>] — BT’
8:15]- 8:15]- 8:162 Uiuj gi .

The transport equation for (uju}) can be obtained by multiplying the i-th
equation (1.67) by u; and the j-th equation by u} and time-averaging the
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sum of the two resulting equations

O(uu}) O(uu}) N, ;o Ou)
0 or N ,8]?/ /8]7/
+ g (i) = (<uia$j>+<uj o))+ .
0? ' 82 . , Oujul , Ouj
< 182 >>+<uj (9a:k>+<ui 8xk>

)

e
Blg5(uiT") + gi{uiT")) .

The first term on the right-hand-side represents the pressure gradient inter-
action with the turbulent fluctuation. This term can be rewritten

g+ ) = - (T - )+

P
) o) o

1 6 / / / /
- paxk<<P Opiuty) + (p 5/€jui>) :

Similarly, the second term on the right-hand-side represents the viscous
dissipation of the turbulent fluctuations and can be rewritten as follows

0! % O (ujul;) oul, o,
" : ! = - -2 L ) . 1.
”<<“J g ) g >) ”( 2 g oy (1.70)

oy

With these modifications, the Reynolds-stress equation can be written

D<u;u;> - ;o 0(ug) ;0 O0(uy) ou; Ou
Dt —(ujuy) oz (u]uk> orn 2y<8xk 833‘k>
L/, 0] ou;; Q[ Oujuy)
—( e I )+ (171
(0G0 + )+ g (v g™t (17)

or, more concisely, we can formulate the Reynolds-stress equation in its
most recognizable form

= Pij —eij + 1L + Dij + Gy, (1.72)
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where P;; is the production tensor, ¢;; is the dissipation tensor, II;; is the
pressure-strain correlation, D;; is the diffusion term and G;; is the buoyant
source term

Pay =~ ) — gy 24 (173
€ij = 21/((;;;;c gzi , (1.74)
;=25 + W), (1.75)
Dy = o (v gl — o + ), (070
Gy = o, (0T") + gl ). 17)

The production tensor P;; represents the production of turbulent stresses by
the gradient of the mean velocity. This is the mechanism by which energy
is transferred from the mean flow to the fluctuating velocity components.
The pressure-strain correlation II;; represents the correlation of pressure and
velocity gradient. For an incompressible flow, the pressure fluctuations are
directly connected to the velocity fluctuations. Indeed, the fluctuation of
the pressure field must respond to changes in the flow instantaneously and
globally to enforce incompressibility. The diffusion term D;; represents the
diffusive transport of turbulent stresses away from sources of production,
such as channel walls. This diffusion is affected by spatial gradients in
turbulence intensity, viscous forces, and pressure fluctuations. Lastly, the
buoyant term G;; is a source depending on the interaction between the
gravity vector and turbulent heat flux components. While the production
term P;; is closed and does not require modeling, the other terms, like
pressure-strain correlation II;; and dissipation tensor ¢;;, are unclosed and
require closure models.

The turbulent kinetic energy equation

We can derive a transport equation for the turbulent kinetic energy (1.62)
by taking the half-trace of the Reynolds stress equation (1.71) [31]

D —<u’u’>a<ui> —v Ou; O 0 ( ok _ 1<u’u’u')+

Vé?:ck 2
/u/ .
- ) ).

(1.78)
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Notice that the pressure-strain correlation term has vanished upon con-
traction since the flow is assumed to be incompressible. We can write the
equation in a more compact form

Dk
oy =P-e+D+G. (1.79)
where
/o 0 U;
P = —{ulu) XL (1.50)
ou;, Ou,
e =v(g o) (1.81)
_ 9 ok 1., <p”uz>)
G = —Bgi(uw;T") . (1.83)

The first term on the right-hand side of (1.79) is known as production
P and represents the rate at which kinetic energy is transferred from the
mean flow to the turbulence. The second term is called dissipation ¢ and
it is the rate at which turbulent kinetic energy is converted into thermal
internal energy. We have then the diffusive contribution D that consists
of three terms. The term involving vodk/0zy is the molecular diffusion
and represents the diffusion of turbulent energy caused by the molecular
transport process. We refer to the triple velocity correlation term (uju}u})
as turbulent transport and regard it as the rate at which turbulent energy
is transported through the fluid by turbulent fluctuations. We have then
the pressure diffusion, another form of turbulent transport resulting from
the correlation of pressure and velocity fluctuations (p'uj). Lastly, G is
the source term due to the buoyancy. Thus, the turbulent kinetic energy
evolves as a result of shear production, diffusion and viscous dissipation.
The unsteady term, convection and molecular diffusion are in closed form
while production, dissipation, turbulent transport and pressure diffusion
involve unknown correlations. Thus, the turbulent kinetic energy transport
equation is not closed.

The dissipation rate equation

To close the turbulent kinetic energy transport equation, we can try to
derive transport equations for the unknown correlations appearing in its
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expression. An attempt can be done to construct the transport equation
for the scalar dissipation rate €. This is accomplished by differentiating
the transport equation for velocity fluctuation (1.67) with respect to wxy,
multiplying by 2vou}/0x) and time-averaging. The equation obtained in
[32] is the following

De oul, Ou ouj, dul, \ O{u;) oT" ou,
- = _ _2 7 ] k k ) o 2 ; 7
Dt V( oxy, 0xy, + Oz Ox; ) Oz, Vg B<8xk 8xk>
oul, ou’; ou ol 0%u; 0%l
(MO Oty g Oy Ol i > 1.84
V( Oy, Oy, O * <u] 8xk>8:vj8xk + y<8:vj8xk )+t )
N LY PR
al’j 8xj j@xk al‘k 1Y 8$k axk )

This equation is more complicated than the turbulent kinetic energy equa-
tion and involves several new double and triple correlations of fluctuating
velocity, velocity gradient and pressure. We can rewrite (1.84) in the com-

pact form
De
Ft—,])g“‘ga_ga_‘_paa (185)
where
oul; Ou’; ouy, duy,\ O(u;)
9 i OU; k Ol ) i 1.86
F y(<8:ck8xk " oe, 00 ) ou, (1.86)
oT" ou,
= Quqg,B{— 1.
G. = ~2vg B0 O, (187
o, ou'; O o’ 0%u, o2
(RO Oy P Bty
c V<<833k Oz, Oz + uj@.rk Oz j0xy, v Oz ;j0xy, ) (1.88)
0 Oe oul, ou; 2u oul; p'
D _ - /' [ A S 1.
° Ow Va:cj v{u; Oz, Oxy, p ‘Oxy Oxy, (1.89)

The terms on the first line of the right-hand side of equation (1.81) are
the production of dissipation by shear P. and buoyancy G., respectively.
The terms on the second line represent the dissipation of dissipation rate,
e, and the terms on the third line are the diffusion term D,, given by the
sum of the molecular diffusion of dissipation and the turbulent transport
of dissipation. Almost all correlations appearing on the right-hand side are
additional unknowns, then also this equation is not closed.
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The turbulent heat flux transport equation

To close the Reynolds-Averaged energy equation, we try to derive a trans-
port equation for the velocity-temperature correlation appearing on the
right-hand side of (1.66). To obtain the transport equation for the tur-
bulent heat flux, we follow the procedure indicated in [33]. We multiply
the 7-th fluctuating velocity component by the equation for the instanta-
neous temperature (1.29) and add it to the i-th instantaneous Navier-Stokes
equation (1.28) multiplied by the fluctuating temperature 7" and then by
time-averaging the result is

~(a+ y)<§:' aa;k < ey + P05 o (1.00)
— alul S} — (T 23044Z§Zm
we can formulate this equation in the more compact form
D%@ = Pio + Gip — €io + Dig + g, (1.91)

where Pjy is the rate of production of (u.T"), Gy is a production term due
to buoyancy, ;9 represents the rate of dissipation by molecular processes,
D;; represents the turbulent and molecular transport term and finally 11,
is the fluctuating pressure-temperature gradient correlation

O (ui) o(T)

Pig = —(u,T") i (ujul) o (1.92)
G = —B9:(T"?), (1.93)
e = —(a+v) gf; g;i , (1.94)
D=~ (g™ + L2 — S0y - )}, (1)
o= -50). (1.96)

The production term Pjy expresses the rate of creation of (u;7”) due to
the combined actions of mean velocity and mean temperature gradients.
The former tends to increase the velocity fluctuations, the latter the magni-
tude of the temperature fluctuations. The dissipative correlation e; is zero
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in isotropic turbulence and will be negligible also in non-isotropic turbu-
lence, provided that the turbulence Reynolds number is high. The pressure-
temperature gradient correlation Il;y is the counterpart of the pressure-
strain correlation in the stress equations. With the direct dissipation negli-
gible, this provides the mechanism which limits the growth of the fluxes [34].
The equation (1.90) cannot be solved in the presented form, then modeling
is required.

The temperature variance transport equation

The transport equation for the temperature variance (7"?) is obtained by
multiplying the equation for the instantaneous temperature (1.29) by T”
and averaging [34]. The result may be written as

DT, T) 0T T
Dt a _<ujT> &cj _a<8xj 8x]> (1 97)
L9 ( ouT?) <u;T'2>) '
8xj @ @l’j 2 ’

We introduce ky defined as the half-temperature variance %(T&) and we
formulate (1.97) as

Dky

—— =Py —¢c9g+ Dy, 1.98

Dt 0 — €0 0 (1.98)
where Py is the production rate of temperature fluctuations by the tem-
perature gradient, 4 is the dissipation of fluctuations due to molecular
diffusion, and Dy represents the diffusive transport produced by molecular
and turbulent velocity fluctuations

o(T)
Py = —(u,T") 7 (1.99)
o J 8Ij
ar' o1’
€0 = a<8xj 8xj> , (1.100)
0 O(ky) <u;T’2>>
Dy = oz, (a oz, 5 . (1.101)

As expected, equation (1.97) contains correlations ({u}7")) and dissipation
(€¢) terms which introduce new unknowns and make the equation undeter-
mined.
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The dissipation rate of temperature variance equation

The transport equation for the dissipation rate of fluctuations gy is obtained

by taking the derivative of the equation of the instantaneous temperature
(T'y + T" with respect to x;, multiplying by 2a01"/0x; and averaging [34]
Dey _ _o9g aT’% o(T) _ @(u’-aT/ 0*(T)

Dt Oxy, Oxy,” Ox; 10y, 00y,

_ 9 oT" oT", O{u;) _9g o1’ du; OT"

Oxy, Ox;" Oxy, Oxy, Oy, Ox;

0?1 \? 0 Oe
() o5
“ < (‘3@8@ > 8xj <80u]> Oé@xj

where ¢ = a(9T"/0xy)(0T"/0zk) and gy = (gy). We can rewrite the equa-
tion in a more compact form

(1.102)

%f = Piey + Paeg + Paey + Pey — €2, + Doy (1.103)
where
P, = —204(25;22 agz | (1.104)
Pay = —20u, gf; aajfaTa?k | (1.105)
Py = —204(2:; §Z>a§2> , (1.106)
P., = —2a gzgﬁgg , (1.107)
Ecp = —2a2<(£j§;k>2 : (1.108)
D., = —;;j (<g;u;.> - agz> . (1.109)

The first four terms Pi.,, Po.,, P, and P, in the right-hand side are pro-
duction terms for g. The direct mean-field generation terms (Pic,, Po,
and Ps.,) are negligible at high Reynolds number, but they become im-
portant in the immediate neighborhood of a wall. Anyway, the production
term P., due to fine scale turbulence interactions is dominant. The term
€, Tepresents the dissipation contribution due to fine-scale turbulence in-
teractions. The remaining term D,, represents the turbulent and molecular
diffusion contributions. All the correlations appearing in equation (1.102)
are unknown quantities.
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1.4. Wall turbulence

Most turbulent flows are bounded by one or more solid surfaces. The
presence of a boundary has a deep influence on turbulent flows. Wall-
bounded flows are usually divided into internal flows (pipe, channel, ducts)
and external flows (boundary layers). In this dissemination we will treat
only internal flows, in particular in this section we analyze the channel
and pipe flows, that are of practical importance and played a prominent
role in the historical development of the study of turbulent flows. The
classical problems of flow in a channel and a pipe are the idealized cases
of an infinitely long channel or pipe. This approximation is appropriate
if we are not too close to the inlet of the channel/pipe so that the flow
has become fully developed. In fully-developed flows, the mean velocity
vector is parallel to the wall and the near-wall behavior in each of these
cases is similar and responds to the so-called law of the wall. We follow the
discussion reported in [29)].

1.4.1. Channel flow

Figure 1.1: Schematic of a channel flow.

As sketched in Figure 1.1, we consider the flow through the rectangular
duct of height 20. The duct is long L/§ > 1 and has a large aspect ratio
W/§ > 1. The mean flow is mainly in the axial direction = with the mean
velocity varying principally in the wall-normal direction y. The bottom
and top walls are respectively at y = 0 and y = 20. The extent of the
channel in the spanwise direction is large compared with ¢ so that the flow
is statistically independent of z. The center-line is defined by y = ¢ and
z=0.

The velocity u in the three coordinate directions is (u, v, w) with mean
({u), (v), (w)) and fluctuations (v’, v, w’). At the walls, mean and fluctuat-
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ing velocity are equal to zero, i.e. (u) = (v) = (w) = 0and u} = v, = w, = 0.
At the entry of the channel, there is a flow-development region. We confine
our attention to the fully developed region where velocity statistics no longer
vary with the streamwise direction. Then, the fully developed channel flow
is statistically stationary and statistically one-dimensional, with velocity
statistics depending only on y. The Reynolds number used to characterize
the flow is Re = 26U, /v, where U, is the bulk velocity evaluated with the
integral Uy, = ([ (u)dy)/s.

Since (w) = 0 and (u) are independent of x, the mean continuity equa-
tion (1.56) reduces to

d(v)

dy
With the boundary condition (v) = 0 on the walls, (1.110) indicates that
(v) vanishes for all y. The x and y components of (1.57) reduce to

0 ( ) _ (u/v’>) _ 19l (1.111)

= 0. (1.110)

83/1/83/ p Oz

5( ,,> 19{p)

— @) =- : 1.112
2 () =12 (1112)

Firstly, we rewrite (1.112) in the following form

2 () ) 2y s

and we introduce the modified pressure p,, = (p) + p(v'v’), which is named
wall pressure since p, = (p)y—o. From (1.113) we deduce that p, is a
function of x alone and since (v'v’) is independent of x we can rewrite
(1.111) as

o[ 0 1 Opy

(,,<“> _ (u'v'>) _ 2% (1.114)

oy\ 0Oy p Ox
We introduce the total shear stress defined as the sum of the viscous 7 =
pvd{u)/dy and turbulent shear stress 7z = —p(u'v’)

Ters(y) = pl/leZZ) — plu'v'), (1.115)

and we rewrite (1.114) using the ordinary derivatives

dress _ b (1.116)

dy dx
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The left-hand side and the right-hand side of (1.116) are independent of x
and y respectively then we can deduce that both dr.sr/dy and dp,,/dx are
constant. We can express the mean pressure gradient in terms of the wall
shear stress
d{u
Tw = Teff|y:0 = 7-|y:O = ,0V;> , (1117)
Y ly=0

which is due entirely to the viscous contribution since p(u'v') = 0 at the
walls. Integrating (1.116) along y from the wall y = 0, where 7.5 = 7, to
the mid-plane y = ¢ where 7.5 = 0, we obtain

_dpy _ Tw
dv  §

The solution of Equation (1.116) can be then written as

(1.118)

Ters(y) = Tw (1 - ‘g) , (1.119)
so the total shear stress is equal to its viscous contribution along the walls
and vanishes at the center-line of the channel. The flow in the fully de-
veloped region of a plane channel is then driven by the constant pressure
gradient, which is balanced by the shear stress gradient. For a given pressure
gradient dp,, /dz and channel half-width §, the shear stress profile is given
by (1.118) and (1.119) and it is independent of the fluid properties. We
now define appropriate viscous scales for the near-wall region. The friction
velocity is

Up = | — (1.120)
p
and using this velocity scale we can define the friction Reynolds number
as Re, = u,d/v, which characterizes the turbulent behavior of the flow.
The pressure gradient driving the flow can be expressed using the friction
quantities

dp,  pui  pReZv?

Cdr 8 08
Let 6, be the viscous length-scale defined as 0, = v/u,, then the distance

(1.121)

from the wall measured in viscous length is denoted by

Yy ury
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Figure 1.2: Profiles of the fractional contributions of the viscous stress 7 and
Reynolds stress 7 to the total stress 7.7y with y*. DNS data from [35] for
Re, = 180 and 590.

Different regions in the near-wall flow can be defined on the basis of y*
defined in (1.122). Figure 1.2 shows the contributions of the viscous stress
7 and Reynolds stress 75 to the total stress 7.rs, defined in (1.115), plotted
against y* for Re, = 180 and 590. Close to the wall, for y* < 50, we can
observe an important contribution of the molecular viscosity on the shear
stress. In this region, which is usually named viscous wall region, rapid
variations in both 7 and 7z occur. Although the sum of the two stresses is
constant, we move rapidly from a situation in which 7.ss is purely viscous
at y =0, i.e. Toff = 7, to a situation in which 7.;s ~ 7 at a short distance
from the wall. The sub-region where the Reynolds stress tensor is small
compared to the viscous stress is called viscous sub-layer, with y* < 5. For
y* > 50, the direct effect of viscosity is negligible, then 7.¢; ~ Tx, and this
region is called outer region.

Now we consider the condition of thermally fully developed flow [31].
A uniform heat flux ¢, is imposed at the walls of the plane channel. Due
to the convective heat transfer between the fluid and the walls, the mean
temperature (T') changes with z, then the condition of thermally fully de-
veloped flow is certainly different from the hydrodynamic case for which
O(u)/0x = 0. If there is heat transfer, 0(T')/Ox is not zero and the mean
temperature is a function of z and y. Let T} be the bulk mean temperature
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defined as T, (z) = (Jg (T)(u)dy)/(fS (u)dy) then the Newton’s law of cooling
states

qw = h(Ty —Ty), (1.123)

where T, is the wall temperature and h is the heat transfer coefficient.

We introduce the non-dimensional temperature (7,,—71")/(1,, —1}) which
is independent of z in the thermally fully developed condition [36]. It means
that although the temperature profile changes with x, the relative shape of
the profile does not change

0 [Tw(x) = (T)(z,y)
Ozl Ty(z) —Th(x)

—0. (1.124)

From (1.124) we find

oT) dT,(T)—T, dT,T,— (T)
= —_— 1.125
ox dx T, — T, + de T, —T, ( )

Since ¢, is constant, we have from (1.123) that dT,,/dx = dT,/dz. Then
(1.125) gives
Ty  dT,

—_— = 1.12
ox dz ( 6)

We can apply an energy balance to the plane channel to determine the
variation of the bulk temperature with x

dq = G, Pdx = mc,dTy,, (1.127)
where P is the surface perimeter and rmm = pU,A is the mass flow rate
entering into the channel section with area A. We can deduce from (1.127)

dly _ quP 4G

220 — ) 1.128
dx pUyAc,  pUpyDyc, ( )

where D), = 4A/P is the hydraulic diameter. With these specifications, we
can write the energy equation (1.66) for thermally fully developed flows in
the following form

0 a(‘?(T)
dyl 0Oy

where D), = 46.

A

— (W'TY| = (u) ——r—,
W) = )

(1.129)
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Figure 1.3: Profiles of the fractional contributions of the molecular ¢ and tur-

bulent heat flux gr to the total heat

flux g.s¢ with y*. DNS data with Prandtl

number Pr = 0.01 and 1 and friction Reynolds number Re, = 500 (a) and

Re, = 2000 (b).

Let gess be the total heat flux
ad(T) /0y and turbulent gr = —(v

given by the sum of the molecular ¢ =
"T") terms. Figure 1.3 shows the contri-

butions of the molecular and turbulent heat flux to the total heat flux g.ss

for medium and low Prandtl numbe

rs, Pr =1 and 0.01, considering medium

and high Reynolds friction numbers, Re, = 500 and 2000. The DNS data

are taken from Alcantara-Avila et

al. [37]. For medium Pr numbers, i.e.
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Pr =1, and for both Reynolds numbers, we can observe a near-wall region
where the thermal conductivity is dominant and the turbulent heat flux is
negligible. This region is the viscous thermal layer. Increasing the distance
from the wall, we observe rapid variations on both contributions, and, for
high y*, the molecular conductivity becomes negligible. This behavior is
analogous to the one we have described for the total shear stress 7.f in
Figure 1.2. For this reason, the dynamic and thermal boundary layers are
often considered similar for medium Prandtl numbers.

For Pr = 0.01 we can observe a totally different behavior. In Figure
1.3a, the thermal conductivity is dominant everywhere and the turbulent
heat flux is almost negligible. In Figure 1.3b, with a high Reynolds number,
the turbulent heat flux increases and, at the center of the channel, the
viscous and turbulent contributions have the same importance. However,
there is no region where the viscous contribution vanishes. For low Prandtl
number fluids, the viscous thermal layer is thicker than for medium-high
Prandtl number fluids and no similarity exists between thermal and dynamic
boundary layers.

1.4.2. Pipe flow

T
e e

Figure 1.4: Schematic of a pipe flow.

We consider the fully developed turbulent flow in a long pipe of circular
cross-section, with internal diameter D = 2R. A representative schematic
of the pipe is reported in Figure 1.4. The velocity components (u), (v}, (w)
denote the flow in the z,r and ¢ directions. The analysis of fully-developed
flows along a pipe is quite similar to the one presented for the plane channel,
indeed the fully-developed pipe-flow is statistically stationary and statisti-
cally one-dimensional, with velocity statistics independent of  and ¢. The
Reynolds number used to characterize the flow is Re = 2RU, /v, where U,
is the bulk velocity evaluated with the integral U, = ([ 27 (u)dr)/mR2.
We denote the distance from the center of the pipe by r.
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Since (w) = 0 and (u) is independent of z, the continuity equation (1.56)
states
1 0r(v)
r or

~0, (1.130)

then the radial velocity component (v) does not vary across the pipe. Since
(v) must vanish at the pipe walls, we conclude that (v) = 0 everywhere over
the fully-developed region. The x and r components of (1.57) reduce to

i;r<y(i§? B <u,v,>> _ /1)3a<§>, (1.131)
19 o (W) 19(p)
—;ET@)U) T T oo (1.132)
We can rewrite (1.132) as
9P a4 (W)
87“( P + <UU>> = " : (1.133)

Integrating Equation (1.133) from a generic position r to the wall r = R,
we obtain

® o e ) ROY) + W)
[p+<M>L_p_p_<w>__/T _ dr (1.134)

7

where p, = (p),—g is the wall pressure. From (1.134) we obtain that the
pressure in the radial direction changes across the duct due to the presence
of the turbulent stresses

(p) = pw — p(v'v) +p / ) J;<w/wl> dr. (1.135)

Since the turbulent stresses depend only on the radial coordinates, differ-
entiating Equation (1.135) with respect to & we obtain

0 dpy

0%p) _ dpu (1.136)
ox dx

We consider now (1.131) for the z-component of mean momentum equation.

Let 7.ff be the total shear stress defined as the sum of viscous and Reynolds

stresses. Since the pressure gradient is independent of r, integrating along

the radial direction from the center-line r = 0 to the wall r = R we obtain
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the relation between the pressure-gradient and the shear stress at the wall
Tw = vdu/dr|,—g

dp, 27y,
—_— = — 1.137
or using the friction velocity and the friction Reynolds number
d w 2 2 2 2.2
Do _ 2pur _ 2pRe (1.138)
dz R R3
Now, integrating along the radial direction from the center-line » = 0 to the
generic r
rdp, r
3 =_—Y—_7,. 1.1
Tepf(r) = 5= = R/ (1.139)

If we define y as the distance from the wall R — r, we obtain

Ters(y) = Tw (1 - @ : (1.140)

which is the same solution expressed in (1.119) for the fully-developed chan-
nel flow, then all the conclusions about mean flow obtained for channel flows
apply equally to pipe flows.

Now we consider the condition of thermally fully developed flow also
for the pipe. Let ¢, be a uniform heat flow set on the wall. The mean
temperature (T'(x,r)) depends on both radial and axial coordinates. We
introduce the bulk temperature T,(z) defined as

_ Jo T, ) u(r)yrdr

o) = e

(1.141)

As for the plane channel, we define the condition of thermally fully devel-
oped flow as the condition in which the dimensionless temperature (7, —
T)/(T, — Tp) is independent of x. Following the same steps presented in
the previous section, we can write the mean temperature equation as

7“( AT) _ <v’T’>>} = <u)4$ (1.142)

10
- o
or pUthCp ’

ror

where D), = 2R.
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1.4.3. Law of the wall for velocity

In this section, we aim to characterize the mean velocity profiles. Fully
developed channel or pipe flows are completely specified by v, (or R for
the pipe) and u, (or the pressure gradient dp,,/dx). Following [29, 38], we
can form two independent non-dimensional groups from v, 9, u, and y and
the mean velocity profile can be written as

(u) = uTF(g, R6T> , (1.143)

where F' is a universal non-dimensional function to be determined. We
express the mean velocity gradient in terms of non-dimensional parameters

d{u)  ur (Y Y
o) (4

where ¢ is a universal non-dimensional function.

In the inner region, close to the wall where y/§ < 1, the mean velocity
profile is determined by the viscous scales and it is independent of the
channel half-width 6. This implies that the function ¢(y/d,,y/d) tends
asymptotically to a function ¢(y/8,) as y/6 — 0. Under this assumption,
Equation (1.144) becomes

d(u)

Ur (Y y
— = — | = for = 1 1.14
dy y d)(éy) O <5 (1.14)

or in non-dimensional form

du™

1 ~
dyi = yjﬁb(?fr) ; (1.146)

where u™ = (u)/u, is the non-dimensional mean velocity. The integral of
(1.146) is known as law of the wall

ut=fy"), (1.147)

which states that ut depends only on y* for y/0 < 1. The function f is
universal for channel flows, pipes and boundary layers. The Taylor-series
expansion for f(y") around y* =0 is

fyh) =yt +0™), (1.148)
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Figure 1.5: Profiles of the non-dimensional mean velocity u™ versus y* showing
the law of the wall. DNS data for a plane channel with Re, = 395 [39].

then for small values of y* a linear relation holds

Y
)

Figure 1.5 shows the profile of 4" in the near wall-region obtained from

+ ot

ut =y for Z < 1land y" < 1. (1.149)

direct numerical simulations [39] for a turbulent flow in a plane channel with
Re, = 395. The linear relation holds in the viscous sub-layer y* < 5, also
known as linear region, whereas for greater values of y* the discrepancies
from this trend are significant.

As we have mentioned before, for large values of y* it can be supposed
that viscosity effects are negligible and then the dependence of ¢(y/d,) on
v, expressed in Equation (1.145), vanishes and gg takes a constant value

- 1
¢(§J) =~ for % <landyt>1. (1.150)

Substituting in (1.146) the expression of gz~5 and integrating, we find

1 Y
U - n(y") + B, or 5

that is the logarithmic law of the wall. By experiments, this is valid with
k = 041 and B = 5.2 for y© > 30 and y/§ < 0.1-0.2 approximately,
provided that the bulk Reynolds number is not too small. In Figure 1.5 we

< land y" > 1, (1.151)

can observe the comparison between the logarithmic law of the wall and the
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DNS data. There is a perfect agreement between the two lines for y+ > 30
and this region is called log-law region. The region between the viscous
sub-layer (y™ < 5) and the log-law region (y* > 30) is named buffer layer.

We now analyze the outer region (y* > 50), where the viscous stresses
are negligible and then we can assume that ¢(y/d,,y/d) is independent of v
and y/9,. This implies that for large y/d,, the function ¢(y/d,,y/d) tends
asymptotically to ¢(y/d). Integrating (1.144) between the center-line y = &
and a generic y we obtain the velocity defect law

o — ) _ f(y>  for yt > 50 (1.152)
Uy )

where f is a non-dimensional function and, unlike f in (1.147), is not uni-

versal. Then, Equation (1.152) states that the departure of (u) from the

center-line velocity uy normalized by w, depends only on /4.

1.4.4. Law of the wall for temperature

The law of the wall for temperature can be derived by analogous dimen-
sional analysis that we have reported for the law of the wall for velocity.

For y < ¢ and y < 07, where d7 is the thickness of the thermal boundary
layer, the temperature measured with respect to the wall, T,, — (T"), depends
only on the wall shear stress 7,,, on the wall heat flux ¢,, on the distance
from the wall y and on the fluid properties v, p, ¢, and a. Following [38],
the dimensional analysis gives

Ty —(T)=T.Fp(y", Pr,B,), fory<dandy<dr (1.153)

where F7p is a universal non-dimensional function to be determined and T =
quw/(pcyuy) is the friction temperature. The non-dimensional parameter
Yyt =
Prandtl number and the last parameter B, = ¢,/(u,7,) represents the

u,y/v is the distance from the wall in wall units, Pr = v/a is the

ratio of wall heat flux to the internal source due to viscous dissipation. In
low-speed flows, this parameter can be ignored. By considering the mean
temperature gradient in terms of non-dimensional parameters, we can write

o(T) T

L = "Tor(yT, Pr). 1.154
5k = —Lon(y* Pr) (1.154)

which is similar to (1.145). In the immediate vicinity of the wall, for y* < 1,

the molecular heat transfer dominates and a molecular transport sublayer
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adjacent to the wall exists [40]. The distribution of the dimensionless tem-
perature TT = (T, — (T))/T, in the molecular heat conduction layer is
given by

T+ = Pry*, for % < land ytPr<1. (1.155)

The dimensionless thickness of the molecular transport sublayer depends

70
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Figure 1.6: Profiles of the non-dimensional mean temperature T versus y*
showing the law of the wall 7T = Pry™ in the molecular transport sublayer.
DNS data from [37] for Pr =1,0.1 and 0.01, Re, = 500.

on the Pr number, as we can see in Figure 1.6. If Pr > 1, the molecular
transport sublayer is immersed in the dynamic viscous sublayer, then y <
v+ and y} ~ 12/Pr'/3. For fluids with Pr ~ 1 the velocity and temperature
fields are approximately similar, then the viscous and the molecular sublayer
have about the same depth and y! ~ y} ~ 30. When Pr < 1 the sublayer
of molecular heat conduction is thicker than the viscous sublayer, yt > y.f
and it spreads from the wall to the velocity logarithmic region and y ~
2/Pr [41].

If y© and y* Pr are large, the effects of viscosity and thermal diffusivity
on heat transfer are small, then the function ¢ should tend to a constant,
1/kr, and we can write Equation (1.154) as

or+ 1 y

= fi
, for <

@ s < land y"Pr>1, (1.156)
T
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Figure 1.7: Profiles of turbulent Prandtl number Pr; with y*. DNS data from
Alcantara-Avila et al. [37] with friction Reynolds number Re, = 500 (a) and
Re, = 2000 (b) for several Pr numbers.

which integrates to give

1
Tt =—In(y")+ By, for Y

< land y"Pr>1 (1.157)
RT 0

where Br is a function of Pr and the coefficient x7 is usually considered as
a constant with value kp ~ 0.48 [38, 40]. Kader [10] proposed the following
correlation for Pr number from 0.006 to 40000

B(T) = (3.85Pr'/® — 1.3)2 + 2.121In(Pr). (1.158)
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The turbulent Prandtl number Pr, is the ratio of the apparent viscosity to
the apparent thermal diffusivity, i.e.

(w'v')/(0{u)/9y)
(1) /(0(T)/0y)

In the region of validity of both velocity (1.151) and temperature (1.156)

Pr, = (1.159)

logarithmic laws, in which (u/v’) and (v'T") are almost constant, we have
Pry = k/kp, then Pr = 0.85.

The turbulent Prandt]l number is shown as a function of 4™ in Figure 1.7
for Re, = 500 and 2000. We can observe that Pr, is approximately constant
and equal to 1 for medium and high molecular Prandtl number (Pr =
0.1,1,7). The turbulent Prandtl number becomes almost independent of
y* and Pr as the wall is approached, except for low Prandt]l numbers. The
turbulent Prandtl number has higher values for low Prandtl fluids along
the whole channel, not only in the wall proximity. Moreover, the turbulent
Prandtl number depends significantly on the Reynolds number [42, 37].
Increasing the Reynolds number Re., the turbulent Prandtl number moves
toward the value for the larger Pr. Then the high value of Pr; for a low
Prandtl number fluid is caused by the effect of the low Reynolds number.
With the increase of the Reynolds number, the turbulent heat transport
contributes more dominantly compared to the conduction effect [42].






CHAPTER 2

Turbulence modeling

In Chapter | we have introduced the statistical tools commonly employed
for the study of turbulent flows. In contrast to laminar flows, determin-
istic equations such as continuity, momentum, and energy equations have
random solutions when the flow is turbulent. Applying the Reynolds av-
eraging operation, it is possible to derive the so-called Reynolds-Averaged
Navier-Stokes and energy equations for the mean velocity (u), pressure (p)
and temperature (T') fields. However, the obtained system of equations is
not closed because the averaging operation has introduced additional statis-
tic unknowns, the velocity covariance or Reynolds stresses (uju}), and the
velocity-temperature covariance or turbulent heat flux (u;T").

Several models have been developed in past decades for the computation
of the Reynolds stress tensor (uju’;). The first-order models are based on the
Boussinesq assumption, which hypothesizes a linear relationship between
Reynolds stresses (uju}) and the mean strain-rate tensor S;; through an
isotropic eddy viscosity 14, which is usually determined using two-equation
turbulence models. The Reynolds-stress models are second-order models
and use transport equations for each component of the Reynolds stress
tensor. From an academic point of view, the second-order models would
be the best modeling for anisotropic momentum transfer, but the usage of
these techniques requires a considerably increased numerical effort [9].
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For the turbulent heat flux (u;T”), only a restricted number of models
have been developed and validated. Most of them are first-order models
based on the Simple Gradient Diffusion Hypothesis (SGDH), which as-
sumes the similarity between the turbulent heat flux and the molecular
heat conduction introducing the turbulent thermal diffusivity a; and the
turbulent Prandtl number Pr;, which is often set equal to a constant value
in the range 0.8-1. This concept can reproduce reasonable results in the
forced convection regime and for fluids with Pr ~ 1, whereas it is inade-
quate for applications involving non-unity Prandtl number fluids like liquid
metals and/or non-negligible buoyancy effects [10]. For these applications,
the most promising models require the introduction of additional transport
equations. In [13, 44], an implicit Algebraic Heat Flux Model has been pro-
posed and implemented in STAR-CCM+. Its closure requires one additional
transport equation for the evaluation of the temperature variance (7"?). In
[43], the thermal model has been coupled with a low-Reynolds linear k-¢
model, while in [44], the coupling with a second-order Reynolds-stress model
has shown better results. In [11, 12, 13, 14], an isotropic four-parameter
model (I4P) has been proposed and implemented in FEMuS. The model
introduces two additional thermal transport equations for the evaluation
of the squared temperature fluctuations ky and its dissipation 4. In the
original formulation of this model, the turbulent heat flux is evaluated with
an SGDH approach.

In this Ph.D. thesis, an anisotropic version of the above-mentioned four-
parameter model is proposed. For the closure of the momentum equation,
we suggest an Explicit Algebraic Stress Model, instead of the Boussinesq
assumption used in the isotropic model I14P, and for the modeling of the
turbulent heat flux, we propose an Explicit Algebraic Heat Flux Model,
instead of the SGDH hypothesis applied in 14P model. For the closure of
(uju}) and (u;T"), we can solve the four transport model equations of the
isotropic model (k-e-kg-g¢, k-w-ko-wy or K-Q-Ky-$y).

The chapter is structured as follows: firstly, we introduce the Boussinesq
assumption and the linear eddy viscosity models, giving particular attention
to k- and k-w models. We also report the near-wall treatment employed in
the isotropic four-parameter model. We then introduce the eddy thermal
diffusivity models based on the SGDH hypothesis, in particular, we describe
the ky-c9 and kg-wy models. The description of the near-wall treatment for
thermal variables used in the isotropic four-parameter model is reported.
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To propose the anisotropic version of the isotropic four-parameter model,
we describe the procedure of derivation of the explicit algebraic stress and
heat flux models. Finally, we present the anisotropic four-parameter model,
developed, implemented, and validated during this Ph.D. project.

2.1. Eddy viscosity models

The simplest turbulence models used in the RANS framework employ
the Boussinesq eddy viscosity approximation to compute the Reynolds stress
components as the product of an eddy viscosity v; and the mean strain rate
tensor 9;; defined in (1.8). The eddy viscosity hypothesis is mathematically
analogous to the constitutive relation between stress and rate of strain for
a Newtonian fluid. According to the eddy viscosity hypothesis, there exists
the following relation

2

which means that the deviatoric part of Reynolds stress a;;, introduced in
(1.63), is proportional to the mean rate of strain

2
Qij = <u;u;) - §k5ij = —21,5;; . (2.2)

The mean momentum equation (1.65) incorporating the eddy viscosity hy-
pothesis is

i = a0 58) 4 o e () + )

—9:8(T),

where v.;; = v + 14 is the effective viscosity. Equation (2.3) has the same

(2.3)

form as Navier-Stokes equation (1.28) with (u) and v.ss in place of u and v
and with the modified mean pressure (p) +2/3pk. Then, the convenience of
the eddy viscosity hypothesis is the possibility to maintain the same form
of differential equations for laminar and turbulent flows, allowing the use
of the same numerical scheme [30]. Moreover, since in general v; > v, this
formulation of the problem can be rather robust numerically, especially if
compared to alternative forms of maintaining the Reynolds stress gradient
explicitly in (1.57) [45]. However, one of the most evident deficiencies of the
model is the isotropy of the eddy viscosity, which is a consequence of the
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Boussinesq approximation which assumes a direct proportionality between
the turbulent stress and the mean strain rate. Due to this assumption,
the model fails to predict the anisotropy in simple configurations such as
fully developed plane channel flows. In fact, due to the symmetry of this
configuration d(u)/0x = 0(v)/dy = d(v)/Ox = 0. The linear eddy viscosity
model yields

W) = (W) = (') = ?)k (2.4)

which is in contradiction with DNS data reported in Figure 2.1 for a tur-
bulent fully developed flow over a plane channel with Re, = 590. In Figure
2.1 the dimensionless normal stresses, (u/u/)*, (v'v')* and (w'w')*, are re-
ported, where the squared friction velocity u? is used to normalize the quan-
tities. The streamwise normal stress (u'u/)™ presents a maximum value in
the near-wall region that is considerably higher than the peak values of

wall-normal normal stress (v'v')™ and spanwise normal stress (w'w’)™ .
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Figure 2.1: The (uju})™* distribution from data of direct numerical simulation of
fully developed plane turbulent channel flow for Re, = 590 [35].

Nonlinear eddy viscosity models extend in a general manner the repre-
sentation reported in (2.1), since they express the Reynolds stress in the
more general form

9 N
(ujasf) = Skéy + 3 a7 (2.5)

n=1
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where Ti(f)

need to be determined.

are the tensor bases and o™ are the expansion coefficients which

When using the eddy viscosity approximation, the problem of the closure
is considerably simplified since the only additional unknown in Equation
(2.3) is the eddy viscosity 4, instead of the six independent components of
the Reynolds stress tensor. The eddy viscosity can be written as the prod-
uct of a velocity scale v and a length scale ¢, then v, = vl [29]. There are
different levels of closure, depending on the number of differential equations
solved to determine the two scales. In algebraic or zero-equation models the
velocity and length scales are specified algebraically, while in one-equation
models the velocity scale is obtained by the transport equation for the tur-
bulent kinetic energy, and the length scale is specified algebraically. In two-
equation models, differential transport equations are used for both scales.
The turbulent velocity scale is based on the turbulent kinetic energy equa-
tion, while the length scale ¢ is estimated through the dissipation rate e
or the dissipation rate per unit of turbulent kinetic energy w. In the next
paragraphs, the modeled transport equations for k-¢ and k-w model are
presented and discussed.

2.1.1. The k-¢ model

The k- model belongs to the class of two-equation models, in which two
additional transport equations are solved for the turbulent kinetic energy
k and the dissipation rate €. These two quantities can be used to form a
length scale £ o< k%2 /e and a velocity scale v oc k'/2. From these scales, the
turbulent viscosity is specified as

L2

V= Cu (2.6)
The exact transport equation for turbulent kinetic energy has been derived
in Chapter | and the differential equation is reported in (1.78). In this
equation, the terms Dk/Dt, P, ¢ and G are in a closed form given the eddy
viscosity hypothesis and an appropriate closure model for the turbulent heat
flux appearing in the expression of G. With the eddy viscosity hypothesis,
the production term P is expressed as P = —(ujuy)0u; /0x; = 214,5%, where
we have decomposed the velocity gradient tensor into the symmetric strain
rate tensor S;; and the antisymmetric rotation rate tensor Q;; = (Qu,;/0x; —

du;/dx;)/2. Moreover, we have used S;;S;; = S* and S;;Q;; = 0.
The remaining unknown is the diffusion term D, given by the sum of
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viscous, turbulent and pressure diffusion terms. The viscous diffusion term
is in a closed form, while the correlations need to be modeled. Referring
to the standard k-¢ model due to Jones and Launder [16], we apply the
gradient-diffusion hypothesis for the turbulent diffusion terms

_1< 10 />_ <p/u;€> Nﬁak

ul ~ 2.7
2 uluzuk p o al’k 5 ( )

where o}, is a closure coefficient called effective Prandtl-Schmidt number for
diffusion that is taken as a constant in incompressible flows. The modeled
transport equation for turbulent kinetic energy can be then written in the
following form
Dk 0 v\ Ok
()

- = R 2_
o ax,j””ts e (2.8)

Ok

The exact transport equation of the rate of dissipation of turbulent ki-
netic energy ¢ is reported in (1.84). The only terms in a closed-form are
De/Dt and the molecular diffusion. For the other terms, we introduce the
standard closure assumptions [32, 47]. The production term P. is modeled

by

5
P. = co—(uiuy,)

- o) _ . E9y82, (2.9)

&rk k

where ¢ is constant. The buoyancy source term is given by G. = ¢e/kG,
and the dissipation term is modeled by e. = c.,&?/k, while the diffusion
term is modeled by a gradient-diffusion hypothesis

0 (H Vt)@é‘
O¢ 8:6]-

D.=—
(95(7]'
having neglected the diffusion transport of € by pressure fluctuations. With

: (2.10)

these closure assumptions, the final form of the transport equation for the
dissipation rate can be written as

g2 €

v\ Oe €
(V—FO_Z)axj—i‘Cglk,P—Cng‘i‘Cbkg- (211)

De_ .
Dt_ﬁx]

The standard values of all the model coefficients are [30)]
=009, ¢ =145 ¢y =1.9,¢,=12,0, =1.0,0. = 1.3. (2.12)

The coefficients reported in (2.12) are assumed constants, but it is only an
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50 100 150 200 250
Figure 2.2: The profile of v4¢/k? from DNS of channel flow at Re, = 395 [35].

approximation that can be acceptable for simple flows, but it can be quite
inaccurate for complex flows. Figure 2.2 shows the quantity ve/k?, cor-
responding to the coefficient ¢, from Equation (2.6), calculated from DNS
data of fully developed turbulent channel flow. This quantity is approxi-
mately constant with a value of around 0.09, except for the near-wall region
(y™ < 50). Changes in the standard k- model are required to apply to
the near-wall region, since the assumption of ¢, constant in this region is
inadequate [29, 48].

2.1.2. The k-w model

The k-w model is a two-equation turbulence model. Its first formulation
was proposed by Kolmogorov in 1942 and the model has evolved over the
decades. Let w be the specific dissipation rate of turbulent kinetic energy,
a turbulent quantity whose dimensions are inversely proportional to time,

defined as

w=— (2.13)

Cu

In a k-w model, the eddy viscosity is computed as the ratio of turbulent
kinetic energy and its specific dissipation rate vy = k/w. The transport
equation for turbulent kinetic energy proposed by Wilcox [19], can be ob-
tained from (2.8) replacing the dissipation term with the relation ¢ = f*kw
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derived from the definition (2.13), where 8* = ¢,

Dk' 8 Vg ak *

The transport equation for the specific dissipation rate proposed by Wilcox
[49] can be formulated

Dw 0 v\ Ow w 9 w

kel R Tl I Wi - 2.1

Dt Oxy <V+aw)8xk}+vkp P +7kzg’ (2.15)
where

5—3 5" =0.09 _0 =0, =2 (2.16)

_40a — Y. 77_970-/€_O-w_ . .

The k-w model here presented differs from the standard k-¢ model previously
reported [29]. To better understand the differences between the two models,
we can derive the w equation implied by the k-¢ model. From Equation
(2.11) taking oy = 0. = 0, for simplicity, the result is

Dw 0 v\ Ow 2 v\ Ok Ow
[(V-i-) }-f-(l/—f-) —+

FiTiat T LR ol R G F st s o1
+(ce1 — 1)%73 — (e — 1) w® + (cp — 1)%9.

For homogeneous turbulence, the choice of v = ¢.; — 1 and § = ¢ — 1
makes the models (2.15) and (2.17) identical. However, for inhomogeneous
turbulence, the k- model written as a k-w model presents an additional
term, which is the term in Equation (2.17) given by the scalar product of
turbulent kinetic energy gradient and its specific dissipation rate gradient.
This term is often called cross-diffusion.

2.1.3. Near-wall treatment

In a turbulent flow, the presence of a wall causes different effects. Firstly,
the turbulent Reynolds number Re, tends to zero as the wall is approached.
Thus, we have a predominant effect of molecular viscosity on the flow struc-
tures in the proximity of the wall. Moreover, as the wall is approached, the
turbulence tends to a two-component limit because the velocity fluctua-
tions in the wall-normal direction damp [48]. The influence of low Reynolds
numbers and the wall proximity have to be taken into account to predict
the near-wall turbulence. The standard two-equation models necessitate
modifications to capture these effects. While the forms of the basic k-¢
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Table 2.1: Near-wall Taylor expansion for the components of the mean velocity
(u;) and fluctuating velocity uj.

Mean Components Fluctuating components

(u) = Ay + Asy® + Agy® + ... ' = ary + agy® + agy® + ...
(v) = Boy? + Byy* +... v = boy® + bgy® + ...
(w)y =Cry+Co? +Csy® +... w =cry+cy? +esy®+. ..

models have not changed since the form proposed in the 1970s, the same
is not true for the near-wall treatment of basic two-equation turbulence
models. Jones and Launder were the first to extend the original k-¢ model
to the low-Reynolds number form that allows calculations in the proximity
of walls [50]. As new detailed DNS data for the viscous near-wall region
are available, turbulence models are continually developed and improved to
become more and more accurate. For the various low-Reynolds k- models
proposed, the relation for determining the eddy viscosity v, can be written
as
k’2

Vi = Cufu— = (2.18)

where the damping function f, has been introduced to reduce the eddy
viscosity near the wall and takes into account low-Reynolds numbers and
wall-proximity effects. Since the introduction of f, aims to capture the
limiting behavior of the wall turbulence, we report in Table 2.1 the Taylor
expansion of each component of velocity in terms of the distance from the

wall y.
In the vicinity of the wall, the following relations hold
1
k= §{<u'2> (W) + (W)} = 56+ Dy, (219)
/
( ) ( ) (dw) v(ad + ), (2.20)
d< > Cllbg 3
v, ~ : 2.21

From Equation (2.18) and (2.21), the model function f, has to satisfy f, o
y~! since k?/e oc y*. The function f, has to be modeled to account for the
near-wall behavior and low-Reynolds effects, then it might be formulated

as a function of the dimensionless wall distance y and turbulent Reynolds
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number R, = k?/ve, defined using k'/? as velocity scale and k3/2 /¢ as length
scale. Among the existing low-Reynolds number k-¢ models, the model
developed by Abe et al. [51] is regarded as one of the most reliable. The
model can reproduce the near-wall limiting behavior and provides accurate
predictions in both attached and detached wall flows. Most of the low-
Reynolds k-¢ models fail to predict separating and reattaching flows, since
the dimensionless wall distance y* = u,y/v vanishes around separating and
reattaching points where the friction velocity wu, is zero. From the near-wall
expansion, we find that the the friction velocity u,, defined in Equation
(1.120), is expressed as

u, = \/? - yd;? T N (2.22)
then the velocity scale is determined by the mean velocity component A,
which vanishes in separating and reattaching points. In [51], Abe et al. pro-
posed to use the Kolmogorov velocity scale u, = (ve)'/* ~ v'/2(a? + c2)'/4
for the definition of the dimensionless wall distance R; = yu./v. Since the
Kolmogorov velocity scale u. has a finite value near wall, we have Ry x y

for y — 0. According to [52], the damping function f, is modeled as

I N R

Away from the wall, where R; and Ry become large, f, ~ 1 then v, = ¢,k*/e,
while as the wall is approached, f, =y~ and v; is reduced. It is necessary
to observe that with the Boussinesq assumption of the isotropic model we
are not able to capture the near-wall behavior of the stresses (v'v') oc y*,
(u'v') oc y* and (w?) o< y2. Indeed, applying (2.1), all the stresses are oc 3>
at the wall, while the turbulent shear stress near-wall behavior is correctly
represented (u/'v') oc 3.

In low-Reynolds k- models, also the coefficient c.o which appears in
the dissipation term of e Equation (2.11) has to be modeled, since its value
is influenced by the near-wall region. In addition, the destruction of dissi-
pation rate c.pe?/k is singular at the wall since ¢ is finite and k vanishes.
Let f. be the damping function appearing in the low-Reynolds ¢ modeled
transport equation

De 0 K vy
= v

Oe 5 g2 €
9 PN LS p et G 2.24
Dt o, I\" T >axj]+clkp Caf ey T 007G (2.24)

O¢
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From Equation (2.24), the following equation holds at y = 0

0% g2
87y2 - CsQfs? . (225)

v

Since € and its derivatives are not infinite at the wall, the left-hand side
is of order y° then f. o y? is required to satisfy equation (2.25). In free
turbulence, the limiting behavior requires

fo=1-03exp | - (Z)Q] , (2.26)

that is of order y° near the wall due to the factor 0.3 in front of the ex-
ponential term. Thus, the following expression is proposed to respect both
near-wall and free turbulence limiting behavior

e i-oson] - (E) Yfo-om - ()]},

where the second factor is of order 2 near the wall then f. o< y? as required.
The low-Reynolds k-¢ model uses the following set of model constants

¢, =0.09,0,=14,0.=14,cq4=15,c0 =19. (2.28)

Let us now consider the k-w derived from the low-Reynolds k-¢ model just
described. Using the definition reported in Equation (2.13) and substituting
in Equation (2.24) we obtain

Dw 0 v\ Ow 2 v\ Ok Ow
o)) + 70+ o) g

D = om " T o) o, 2.) 01, 01, 020)
+(ce1 — 1)%73’ — (caafe — 1)cuw2 + (cp — 1)%9,

where ¢.1, ¢ and f. are defined in (2.27) and (2.28).

The isotropic four-parameter turbulence model adopts the expression of
vy, fu and f. reported in (2.18), (2.23) and (2.27), respectively. The model
can be formulated in terms of k-¢, k-w or using the logarithmic version of
the variables, as presented in [12].

2.2. Eddy thermal diffusivity models

The Reynolds-Averaged energy equation (1.66) contains as additional
unknowns the three components of the turbulent heat flux. This term can
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be closed at different levels. The most common turbulent heat flux modeling
method is based on the generalized gradient diffusion hypothesis (GGDH),
which assumes for the unknown turbulent heat flux terms the following
relation

I 1]8<T>

(T = —oy D, (2.30)
where the introduced unknown o/ is the tensor of the eddy thermal diffu-
sivities. In most models, the anisotropic eddy thermal diffusivity tensor Ozij
is replaced by an isotropic scalar eddy thermal diffusivity «;. This means
that each heat flux component (u/T”) is governed by the same eddy ther-
mal conductivity. Moreover, each heat flux component is aligned with the
corresponding mean temperature gradient component

o(T)
ox;

(W,T") = —y (2.31)
This simplification is usually referred to as the simple gradient diffusion
hypothesis (SGDH).

To the best of our knowledge, none of the large commercial codes has up
to now a well-validated model for the scalar eddy thermal diffusivity [53].
Almost all the commercial codes apply the Reynolds analogy, which assumes
similarity in the turbulent transport features of momentum and heat. Ac-
cording to the Reynolds analogy, the isotropic eddy thermal diffusivity oy
is assumed to be proportional to the eddy viscosity v,. The proportionality
factor is the inverse of the turbulent Prandtl number Pr,

v, O(T)

iy — _ Ve O
(i) Pr, Ox; '

(2.32)

so the closure problem is shifted to the unknown proportionality factor Pr;
and the averaged energy equation can be expressed as

o+ 75) 832} ' (2.33)

D{T) 0

The turbulent Prandtl number has been already defined in Equation (1.159)
as the ratio of the apparent viscosity to the apparent thermal diffusivity
ve _ (u'v') O{u)/0y

P T Ty oy oy (23
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Usually, a spatially constant value of Pr, = 0.9 is applied for all types
of flows, for all Prandtl numbers, and all Reynolds stress tensor models
[53]. From Figure 1.7a,b, we observe that Pr; is approximately constant for
medium and high molecular Prandtl numbers, but for low Prandtl numbers,
it depends on many parameters, such as the Reynolds number and the
distance from the wall, then more sophisticated closure models are required
to overcome the Reynolds analogy deficiencies.

For low Prandtl number fluids, models which solve one, two, or more ad-
ditional transport equations are preferred. There exist then three-parameter
or three-equation turbulence models, where k and ¢ are used for closing the
dynamic turbulence and the temperature variance kg = (T"%)/2 is solved
for the thermal turbulence, and four-parameter or four-equation turbulence
models, which solve also for the dissipation rate of the temperature fluctu-
ations gy [9]. Using three or four-equation models, it is possible to express
the isotropic scalar eddy thermal diffusivity as

ay = O\kTpy, (2.35)

where 7, is the mixed time scale. In three-equation turbulence models
Tm 18 determined using only the temperature variance kg, while in four-
equation turbulence models the mixed time scale is evaluated using also
the dissipation rate of temperature fluctuations e [44]. In the following,
we focus on four-parameter turbulence models which are employed in the
isotropic four-parameter turbulence model.

2.2.1. The ky-c9 model

The exact transport equation for temperature variance ky is reported in
Equation (1.97). The production P, dissipation €y and viscous diffusion
terms are in closed forms, whereas the turbulent diffusion term needs to be
modeled. In particular, in the framework of the isotropic four-parameter
model, and more in general of SGDH models, Py is expressed as

o(r) _ oT) o(T)

= (T = 2.36
P@ <u] > ﬁxj A 8xj an ’ ( )
while, according to [11, 4, 12], the turbulent diffusion term is modeled ap-
plying a standard gradient diffusion model
0 8k9 <U/~T/2> 0 8k9 Qi 8%9
D, — 1 J > = ( ) , 2.37
’ Ox; (aaxj 2 Ox; a@xj * Ok, 0T (2:37)
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where o0y, is a model constant.

The exact transport equation for the dissipation of temperature variance
£p has been derived in Chapter | and it is reported in Equation (1.102).
The direct mean-field generation terms in the €4 are negligible when the
turbulence Reynolds number is large, but they become important in the
immediate vicinity of the wall because of the sharp decrease of the turbulent
Reynolds number R; = k? /ve values. In the isotropic four-parameter model
[11, 4, 12], the unknown source and dissipation terms in Equation (1.102)
are written as follows

oT" ou’; o(T
Piey + Psey + Py — €2y = _2a<0$k37$1j¢> (3<:U >
j

o1’ oT’ 8<uj> o1’ ou’; oT' O*T" \2
— —2 d —2a? ( > 2.38
a<8xk Ox;" Oxy, “ Oxy Oxy, axj> < Ox;j0xy, )+ ( )
2
Ep Y] £ EEY
= Cpl?epg + CpQEP - Cdlé - Cdg? s

where Py = —(u;T")0(T)/0x; and P = —(uju})d{u;)/0z;. The production
term Py, is usually neglected. The coefficient cg4o is the following model
function

Cao = {1.9{1 —0.3exp ( — 42R§5>} — 1} {1 — exp ( — ]2%5)] , (2.39)

while ¢,; = 0.925, ¢pp = 0.9, ¢y = 0.9 [L1, 4, 12]. The turbulent diffusion
term is modeled applying the gradient diffusion model, then we have

D, - 0 < Oey 5’9u’~>> 0 ( Oey n oy 859)7 (2.40)

=0\, ) = a0 \Yan, o, o,

where 0., is a model constant. In the isotropic four-parameter turbulence
model, oy, and o, are set equal to 1.4 [11, 4, 12]. The modeled equations
assume then the following form

Oky Oky . 0 ay \ Okyg
and
859 889 B 0 it 859 o o
E + <uj>87x] = 87‘%] [(oz + 0'59> 61']:| + Cpll?gPQ + CPQEP‘F
, (2.42)
T
Cd1 o Caq2 L
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2.2.2. The ky-wy model

In the literature, many applications of k-w models can be found for the
study of dynamical turbulence, but only few applications are present for
a kg-wy model for thermal turbulence. The k-w-kg-wy turbulence model
has been proposed as a possible formulation of the isotropic four-parameter
model to overcome the poor numerical convergence that the k-e-kg-c9 may
show [12]. Let wy be the specific dissipation rate of temperature variance,
defined

€0
= 2.43
Wy ok (2.43)

The ky-wy turbulence model has been derived in [12] starting from the kg-

gp model, specifically substituting the definition of (2.43) into (2.41) and
(2.42). The new system of equations is

Ok

Okg Oky 0 a; \ kg _
o+ 05 = g | (o4 7 ) 3] o ek .

4

&u@ &ug o 0 Qi 8&)9 2 Qi 81{:9 aCUQ
ot - <u3>87x] Oz [(a * awg) 8x]l * kg (a - awe)({)xj 8xj+

w w
+(CP1 - 1>k707)9 + Cpi,P - (Cdl — 1)w§ — Ca2CpWpW
[

(2.45)

In the ky-wy formulation of the isotropic four-parameter model [12], spe-
cial attention was paid to the model coefficients ¢, and cq; since these
coefficients must be greater than one to avoid negative model coefficients
for the production and dissipation term of wy. The values of these coeffi-
cients were then modified from the original k-e-ky-c9 model, and they are
set ¢,1 = 1.025 and ¢4 = 1.1 according to [12]. The model coefficients ¢,
are the ones proposed for the k-e-kg-£9 model.

a2, Ok, and o, = o,

2.2.3. Near-wall treatment

To predict the heat transfer in wall flows, the characteristic time scale
Tm of Equation (2.35) plays a key role. We present the modeling of 7, as
reported in [11, 4, 54, 12, 14, 13]. The mixed time scale 7, is a function of
the time-scale ratio of the thermal to mechanical turbulent time scales

R = T@/Tu - (246)
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10°

Q: 1071 i
—o— Pr=0.025
—— Pr=0.71
1072 T T T T T T T T T
0 50 100 150 200 250 300 350 400
y+

Figure 2.3: time-scale ratio of the thermal to mechanical turbulent time scales
R for Re; = 395 and Pr = 0.025,0.71 [35].

where 7, = k/e and 179 = kg/cp are the dynamic and thermal time scales,
respectively. In three-equation turbulence models, the time-scale ratio R
is assumed as constant, whereas in four-equation turbulence models can be
computed by its definition (2.46).

The near-wall Taylor expansion for the mean temperature (7') and fluc-
tuating temperature 7" is the following

(T) = Ag + Boy + Coy* + ... T =ag+boy +coy® +.... (2.47)

In the case of a constant wall temperature boundary condition, namely
T =T, the condition must be fulfilled by both temperature and fluctuating
values, so that 7" = 0 and ay = 0 along the wall. When a uniform heat
flux is imposed at the wall, we have that Ay = 0 and ay can be null or not.
If we consider the fluctuations null, we have the following near-wall Taylor

expansion
(T) = Boy + Coy* + . ... T =boy +coy’ + ... . (2.48)
Thus
1 ar" o1’
ko = =(T"?) =~ by® = ~ abj . 2.49
0= 5Ty = bpy”, <o O‘<axja:cj> aby (2.49)

Thus, recalling (2.19) and (2.20), we can see that R tends exactly to Pr
when the wall is approached.
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The time-scale ratio R is shown in Figure 2.3 for Pr = 0.71 and Pr =
0.025. From Figure 2.3 we can see that the wall limiting value of R is
equal to the Prandtl number, as already shown from the near-wall Taylor
expansion. In the central region, for Pr = 0.71 the time-scale ratio R is
about 0.5 which is the value usually assumed in three-equation turbulence
models [44].

The characteristic time scale 7, is usually defined as the harmonic av-
erage of the dynamical time scale 7, = k/e and the thermal time scale
T = k’g / o

o~ 1 R
Tim =T, .
17+ Con /T Cn+R

(2.50)

The shortest time scale among 7, and 7; is the most important for turbulent
heat flux [55]. In the bulk region, 7, is independent of the time ratio R,
and the turbulent diffusion is assumed to be dominated only by velocity
fluctuations. In the bulk region, therefore, we assume 7, x 7,/ Pry ~, where
Pr; o can be assumed constant and uniform or can be modeled, for example
by means of Kays model Pr; = 0.85 + 0.7/Pruv; [56]. A model function in
the 7, expression has been introduced in [11, 4, 12, 13] to account for the
wall-proximity effects For the near-wall region, the characteristic time scale
is 1, o V2R R/ PrRt The characteristic thermal time scale is then modeled
as

1 2R V2R
Tm_Tuf1t< Ju+1 3P R3/4f3t>

2.51
PTt+R+C ( )

where C, = 0.25/ Pri. The model function f1t accounts for wall proximity

effects
= 1= exp (= 2)]| 1 —exp (- Y2 252

The blending functions fo and f3; have been defined in [11] as

far = exp [— (;;B) } far = exp [— (;SB)T : (2.53)

The near-wall behavior of the characteristic time scale is 7, o y, thus the
isotropic eddy thermal diffusivity a; is proportional to y? from (2.35). When



66 Chapter 2. Turbulence modeling

a uniform heat flux is applied, from Table 2.1 and Equation (2.48), the near-
wall behavior of the wall-normal and streamwise turbulent heat fluxes are

given by
(WT'Y = bobgy® + ... | (2.54)
(W'T) = arbgy® + . . . . (2.55)

From Equation (2.31), the modeled wall-normal turbulent heat flux is pro-
portional to y? in agreement with Equation (2.54). In contrast, the stream-
wise turbulent heat flux (u/T") near-wall behavior cannot be represented by
Equation (2.31) which gives (v'1") = 0 along the wall.

2.3. Explicit algebraic stress models

Explicit Algebraic Stress Models (EASM) are special nonlinear eddy vis-
cosity models, where the expansion coefficients in (2.5) are derived starting
from Reynolds-stress models. In this section, we report the derivation of
algebraic stress models following Pope [29, 57], Gatski et al. [58], Rodi [59]
and Abe et al. [52].

By introducing an approximation for the transport terms, a Reynolds-
stress model can be reduced to a set of algebraic equations for each com-
ponent. These equations form an algebraic stress model which implicitly
determines the Reynolds stresses as a function of k, ¢, and the mean ve-
locity gradient. Because of the approximation involved, the algebraic stress
models are less general and accurate than Reynolds-stress models, however,
they are widely used because of their simplicity. A standard Reynolds-stress
model transport equation is

!,/

l)%i:/ﬁ — ’Dij = Pij —&ij + Hij , (256)
where the buoyancy source term G;; is neglected to simplify the derivation.
The terms on the right-hand side are local, algebraic functions of (u), (p),
(uju) and ¢ and they do not involve derivatives of the Reynolds stress
tensor. In algebraic stress models, the transport terms on the left-hand
side, D(uju})/Dt — D;;, are approximated by an algebraic expression, so
that the whole equation becomes algebraic. The simplest way to model the
terms is to neglect them, imposing the equilibrium hypothesis. However,
the complete neglect of the transport terms is inconsistent unless P = ¢,
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=

since the half trace of Equation (2.56) is

—_D=P—¢, 2.57

D 3 (2.57)
where k = J(uju}), D = 1D;, P = 1P; and € = 1&;;. Rodi introduced the
more general weak-equilibrium assumption [59]. The Reynolds stresses can
be decomposed as

(wjul) =k = k<2bi]~ + g@j) : (2.58)
where b;; is the normalized anisotropy tensor. Then, the spatial and tem-
poral variations in (uju) can be considered to be due to variations in k
and b;;. In the weak-equilibrium assumption, the variations in (uju})/k,
or in by, are neglected but the variations in (uju}) due to those in k are
considered. This leads to the approximation

D{uiuj) _ (wwy) Dk D (W) (uiw;) Dk
Dt kDt Dt k kDt~

(2.59)

The same approximation applied to the entire transport term brings to

D{ulat) () (DE N\ )
g~ Dum (B D) = TP =2, (2:60)

where we have used (2.57). The weak equilibrium assumption (2.60) leads
to the general form of the algebraic stress model

<ufj> (P—e) =Py +1Lj — ey (2.61)

In physical terms, this is an equilibrium for which convective and transport
effects can be neglected. Even though it constitutes an idealization, this
equilibrium hypothesis is achievable in physical cases such as the homo-
geneous shear flow and the logarithmic region of an equilibrium turbulent
boundary layer [58]. The mean velocity gradient is usually decomposed into
symmetric and antisymmetric parts, d(u;)/0x; = S;; +€;;, where S;; is the
strain-rate tensor and 2;; is the vorticity tensor

s=3(h e ) =3B -S). ew)
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The production P;; term of (2.61) can be formulated as

O O (2.63)
4

= —2kbi.Sji — 2kb;iSi — 2kl — 2kbj 2, — ngZ-j .

Pij = —(ugup)

The left-hand side of equation (2.61) can be written as

" 2 2
<%:j>(73 —¢e) =2b;(P—¢)+ gfsijp - géijgu (2.64)

where the term %5@-77 can be formulated taking the half trace of P;; ex-
pressed in Equation (2.63)

2 2 4

55@‘73 = g@jPzz = —§k5¢jbzm51m- (2.65)
The dissipation rate tensor e;; can be split into isotropic and deviatoric
parts €;; = %517-5 +epgj. Then, we obtain

2 2
(P —e)bij = —gksz“ - k(@'ijk + bjkSik — 3blmslm5ij>+
o (2.66)
— k‘(biijk + bijik) + §Hij — §5D7z‘j .

Let ®;; be the difference of pressure-strain correlation and the deviatoric
part of the dissipation rate tensor ®;; = II;; — ep ;. In all the commonly
used second-order closure models, ®;; is modeled in the general form [60]

O{uy,) .

CI)Z'j = 6./42'3‘ (b) + kZMijlGZ)) 8951

(2.67)
The substitution of (2.67) into (2.66) yields a closed system of algebraic
equations for the determination of the Reynolds stress anisotropy tensor
and this constitutes the general form of algebraic stress models. These
models are implicit, since the Reynolds stress tensor appears on both sides
of the equation. If models for ®;; are linear in the anisotropy tensor b,
then it is possible to obtain an explicit expression for b;; in terms of the
mean velocity gradients. The procedure is based on techniques from lin-
ear algebra. Pope [57] obtained an explicit relation for b;; starting from
(2.66) for two-dimensional flows, and Gatski [58] extended the procedure
for three-dimensional flows. Explicit models bring considerable savings in
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computational cost, avoiding the need for matrix inversions, which is the
main drawback of implicit algebraic stress models. Gatski et. al [58] pro-
posed as most general linear in the anisotropy tensor b;; form of (2.67) the
following expression

2
@y = —Cuzbiy + CbSy + Coh (B + byeSik = <bnSomnlis ) +
+ Cuk (e + bjk i)

(2.68)

where the closure coefficients can be functions of the invariants of b;;. The
direct substitution of (2.68) into (2.66) leads to

1 4
by = 57| (Ca = 5 )i + (Co = 2)(bur + bt +
9 (2.69)
+(C3 - 2) (biijk + bjSir — 3blmSlm5ij)] 7
where the turbulence time scale 7 is defined as
k/1 P -1
=—(=-C{+ — — 1) ) 2.70
g € (2 1T € ( )

By introducing the dimensionless variables

. C3—=2
bij: 02_%@]',

L 1 .1
Sij = 57’(2 - 03)32‘]‘ s Qij = 57’(2 - C4)Qij s (271)
equation (2.69) reduces to the simpler form
* * * * * * 2 * * * * * *

bi; = —Si; — < Sk UiSi, — BmeSlméij) + 053 + 05, (2.72)

which can be written in matrix form as
2
b — _S* — (b*S* 48 4 3{b*S*}I) P Qb (273)

where {-} denotes the trace operator, i.e. {b*S*} = tr(b*S*), and I is the
unit tensor. According to Gatski et al. [58], the solution of (2.73) can be
written as

b* =Y GYTW (2.74)
A

where T®W is the integrity basis for functions of a symmetric and antisym-
metric tensors and G™ are scalar functions of the irreducible invariants of
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S* and Q* [58]. Equation (2.74) means that Reynolds stresses are known
functions of a finite number of known tensors T and the same number
of unknown scalars G®, which are functions of a finite number of known
invariants. Since b* is symmetric and has zero-trace, the tensors T™ are lin-
early independent symmetric tensors with zero-trace. For two-dimensional
flows, there are only three linearly independent tensors that are symmetric
and have zero trace [57]

T™W =8 TO® =80 — 'S, T® =82 _ {5*2}1, (2.75)

and there are only two non-zero independent invariants, i.e. {S*?} and
{©Q*?}. Then, we have

GW = GV ({82}, {2}, (2.76)

with A = 1,2, 3. For the general three-dimensional case there are ten linearly
independent tensors

TV — g TO) — 2g* _ g2 _ gI{S*Q*2}7
=S - 'S, TO=0'S"02 - Q28" Q"
TG = §*2 ;{S*Q}I, T®) = §*Q*S*? — §*20*S*, (2.77)
TW =07 - ;{Q*Q}I, T = @787 + 8720 — §I{S*2Q*2} ,
TO = Q'8 — 820", T = Q8”0 — Q*S*Q",
and five invariants [61]
{S*2} 7 {9*2} 7 {8*3} ’ {Q*ZS*} ’ {9*28*2} ’ (278)
then the scalar functions are
GV = GV ({872}, {22}, {8}, {7387}, {2872}, (2.79)

with A =1,2,...,10. The direct substitution of (2.74) into Equation (2.73)
yields

S ENTO = - Z(SMT ZG(A)(T(*)S*JrS*T(A)Jr
X 2 (2.80)

+ g{T IS — TVQ* — Q*TW) ,
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where we have used S* = T!. Since T is an integrity basis, we can expand
any polynomial in S* and €2* in the integrity basis, also the terms on the
right-hand side of Equation (2.80). According to Gatski et al. [58], it is
possible to define scalar functions H and J as follows

2
TWS* + S TV — g{TWS*} =Y H,, T, (2.81)
v
TV + O TY = Z JMT(V) ’ (2.82)
gt

and substituting into (2.80) gives

S EVTO = — 35, TV — 3 G0 ( > (Hy T + JMT”))) - (2.83)
A A A

B!
Since the tensors T are independent, their coefficients on either side of
(2.83) may be equated

G =51, =Y GVH,, + Y GV, . (2.84)
v v

The 10 x 10 matrices H), and J), are reported in the Appendix of [58]. The
system (2.84) is a 10 x 10 linear system of equations for the determination
of G™ which can be written in the matrix form

AG =B, (2.85)
where the component of A, G and B are given by Ay, = =0\, — Hy, + Jy,,
Gy = GW, By = 6;15. The solution to (2.85) is given by GV = A;;B,\,
then in order to obtain the expression of G it is necessary to analytically

invert the matrix A. From the inversion of A, Gatski et al. [58] obtained

G0 = (6 3{S?) — 21{Q) — 2(S™) +30{8°2})/D.

G = —(3+3{8} —6{*} + 2{8™} + 6{S"Q*})/ D,
G® = (6 — 3{S*?} — 12{Q*?} — 2{S"3} — 6{S*Q*2})/D, (2.86)
GW = —3(3{S*?} + 2{S"} +6{S*Q*?})/D,
GO =g — _qM = _q® — —9/D,
G =19/D, G19 =0,
where the denominator D is given by
D=3— ;{S*Z} 4 {8*2}2 _ 125{9*2} _ 8{8*2}{9*2} 4 3{9*2}2
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To obtain the three-dimensional form of b* it is necessary to expand the ex-
pression reported in Equation (2.74) using the integrity basis of (2.77) and
the coefficients of (2.86). We do not report the three-dimensional form of
b* because of the complexity of its expression. The three-dimensional form
reduces to Pope’s form in the two-dimensional limit, where the invariants
{S*3} and {S*Q*?} are zero and {S*?€2*?} becomes equal to 1{S**}{2*?}
[57]. Using this reduction and the integrity basis (2.75), the resulting ex-
pression for G® in the two-dimensional limit becomes

3
C3—2{S?} — {2}’
B 6
3 -2{S72} —6{Q2}"

3
- 3-2{S?} —6{Q2}’

G — G2 —

(2.88)

G®)

Expanding Equation (2.74) in the two-dimensional case, the following for-
mal expression for the anisotropy tensor b* can be obtained [57]
3(—S* — S*Q* + Q*S* + 282 — 2{S*?}1/3)

3 —2{S*2} — 6{Q*?} '

b* = (2.89)
The Reynolds-stress expression given by Equation (2.89) is expected to ap-
ply to many types of turbulent flows not deviating from the equilibrium
state. However, this model cannot express the correct turbulent phenom-
ena in the near-wall region where both molecular and turbulent diffusion
becomes large and the flow greatly deviates from the local equilibrium state.
In other words, the characteristic time scale given by Equation (2.70) is not
appropriate to represent the near-wall behavior of turbulence. Moreover,
mathematical inaccuracies may occur with the increase of {S*?} because
the denominator of the coefficients G can be zero or negative. This may
happen in complex non-equilibrium turbulent flows with large strain rates.
Also, this is an issue for the calculation of turbulent flows that achieve equi-
librium but it is necessary to compute through a transient state which is
far from the equilibrium. Thus, there is the need to regularize the explicit
algebraic stress model. We rewrite the coefficient on the right-hand side of
Equation (2.89)

3 3

p— 2-
3_2{S7} —6{Q7}  3—252+607 (2.90)

where

S = §rer =S}, Q7 = Q0 = —{Q7). (2.91)

1y ~ig
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It is clear from (2.90) that for sufficiently large strain rates singularities
can occur and, on the other hand, the rotational strains do not cause any
problem. We rewrite the right-hand side of equation (2.90) as

3 1
; == : : . (2.92)
3—252 4602 14 2(22) 4 322 g2y

The parameter (*2/4 — S*?) is one of the most important measures in
turbulence because it indicates how the flow field deviates from the condition
of pure shear flow. In a pure shear flow, only Sis, So1 = St2, {212 = Si2 and
Q9 = —S)5 exist so that (Q*2/4 —5*?) = 0. When the flow greatly deviates
from pure shear flow, the normal strain rate may be much larger than the
shear strain rate, resulting in $*? > *2/4 and this can lead to improper or
singular behavior. On that basis, Abe et al. [52] modified (2.92) introducing
the model function fgz to guarantee non-negative turbulent intensities under
the condition S*? > O*? /4

1
)+ 3% =5 fp

. (2.93)

22 (02
1+ 505
The effect of fp disappears in pure shear flows, such as fully developed

channel flow and homogeneous shear flow, then Abe et. al [52] adopted the
following formulation which satisfies this requirement

02
fe=1+ Cn< T 5*2) : (2.94)
where C,, is a model constant.

With the modification proposed in (2.93), the mathematical inaccuracies
occurring when S*? > 0 are prevented. However, the model is still unable to
represent the near-wall turbulence. Abe et al, [52] proposed modifications
on the turbulence time scale 7 and on coefficients of (2.71) to account for
the near-wall and low-Reynolds number effects leading to an appropriate
expression in both homogeneous and wall turbulent shear flows. The final
expression of the normalized anisotropy tensor is
— iy — (Si8%y — .5E5) + 205558 — SinSmndii /3)

L+ 2(%5) + 3% = S9)fs ’

where the dimensionless forms are

ko

(2.95)

bi; = Cpbij, Si;=CprSy, Q; =2CpTQ;, (2.96)

(2
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with C'p a model constant. The near-wall and low-Reynolds number effects
can be modeled through the definition of the characteristic time scale of
turbulence 7 according to [52, 62, 63].

2.4. Explicit algebraic heat flux model

Beyond the turbulent heat flux models based on the Generalized and
Simple Gradient Diffusion Hypothesis, there is a class of models that helps
to get rid of the gradient assumption. This class is named Algebraic Heat
Flux Models (AHFM), and through this approach it is possible to model
the turbulent heat flux in convection flows in which temperature gradients
become approximately zero. The exact transport equation for turbulent
heat flux is given by Equation (1.90), and neglecting the buoyancy source
term it can be expressed in the more compact form

D(uT")

Dt
Following the procedure presented by Abe et al. [62], we define the nor-
malized heat flux a} as a} = (u;1")/ Vkkg. Then, the spatial and temporal
variations in (u;T") can be considered to be due to variations in k, kg and

— Di@ = Pi@ — &0 + Hig . (297)

a;. According to the weak-equilibrium assumption already used for the
derivation of the Algebraic Stress Model, the variations in a} are neglected
but the variations in (u;T") due to those in k and ky are considered [34].

This leads to the approximation

DTy D(a;vkke) DVk D\/_
Dt Dt - aﬂ\/7 vk

kk:

\/_ Dk . \/_ Dkg (2.98)

Dt 72\/_ Dt +aj2\/E9 Dt
The same approximation applied to the entire transport term brings to
D (uiT") Vky Vk
——— —Dipg~a—=(P—¢)+a; Po—¢
Dt o I 2\/E( ) J \/_9 ( ’ 0) (299)

G124 A7)
2 Tu \ € To \ €g

The use of the weak equilibrium assumption (2.99) leads to the general form

of the algebraic turbulent heat flux model

kkoT 1
5 o |: (P — 1) (739 - 1>:| 7)39 + HJQ €46, (2100)

€ To \ €g

Ty
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where Pjp = —(u,T")0(u;) /0xy, — (upul;)O(T') /0wy, is the production term
of the turbulent heat flux and it is in a closed form, while for the pressure
temperature gradient correlation Il;p and the dissipation rate ;o closure
models are required. The most general linear expression for the term II;y —
€0 was proposed by Launder [34]

O{ug)
ox;

W5T) |y D)

T/
T 8k+t3<k >

Hj@ —&jp = —Cn (2101)
where ¢;1, ¢ and ¢;3 are model constants. Recalling the decomposition
of Reynolds stresses into isotropic and anisotropic parts reported in Equa-
tion (2.58), (uju}) = 2/3kdi; + 2kb;j, the right-hand side of (2.100) can be
reformulated as

Pj9+Hj0_€j9:_a2\/kk( Sik + Qk)+
2 o(T) «Vkkg
— (3]€5]]€ + 2kb]k> T{L’k — Ctlaj Tu + (2102>
+ i kko(S, + Qi) + ctgaZ\//fTw(Skj + Qi) -

The term in a} can be moved into the left-hand side of Equation (2.100),

then after some manipulations Abe et al. [62] obtained

Ci1 1 <'P > 1 (779 >}
A — (=1 0
Tu { + 2cq \ € + 2cn R “j

\/\/%(?;7;) + [(Ctg — 1)(Sjk + Q]k)+

+ Ctg(Sjk — ij)]az .

(2.103)

2
= —§(3bﬂc + 1)

Introducing ¢y = 1/¢y, ere = (1 — ¢2) /e, cr3 = ¢i3/cn and

B 1 /P 1 Py -1
%—“@+mﬂg‘0+mm<'*ﬂ ’ (2.104)

equation (2.103) can be rewritten as

L2 VEk o(T)
a5 = —5er(3b + @)%m oo [(era = crs) Tn Sjx+ (2.105)

+ (CTQ + CT3)Tmij]CLZ .

The expression obtained in Equation (2.105) represents the implicit form
of the Algebraic Stress Models since the normalized turbulent heat flux
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appears on both sides of the equation. The following normalized variables
are introduced

b;k = 3bji. , Sj = (cr2 — er3)TmSik ij = (cra + cr3) Tk

HT)" 2 VoI (2.106)
a[L’k _3 m m\/k_g 8:Bk ’

thus (2.105) reduces to the simplified form

a; = — (b3 + Jk>3<xk> — (S + Qp)ag, - (2.107)

In the two-dimensional space, the explicit expression for the normalized
turbulent heat flux can be obtained [62]
2[— (0% + bjy) + (0w + by, ) (S + Q)] (T) ™

- 2.108
“ 2+ 02— 57 dry (2.108)

where 2*2 and S*? are defined in Equation (2.91). Explicit Algebraic Heat
Flux Models (EAHFM) are based on Equation (2.108).

The expression that we have obtained following [62] is expected to ap-
ply to various types of turbulent heat transfer fields not deviating from the
equilibrium state. This model, however, may not express the correct turbu-
lent heat transfer phenomena in the near-wall region where the viscous and
turbulent diffusion becomes dominant and the heat transfer greatly deviates
from the local equilibrium state. Thus, the characteristic time scale given
by Equation (2.104) is not appropriate to represent the near-wall turbulent
heat transfer.

2.5. The anisotropic four-parameter model

In this section, we finally present the anisotropic four-parameter tur-
bulence model (A4P) developed and implemented in the multigrid finite
element code FEMuS of the numerical platform FemusPlatform [15] for the
flow and heat transfer modeling in low Prandtl number fluids. Throughout
this chapter, we have presented linear eddy viscosity and SGDH models
that are the most used and implemented in commercial codes. In partic-
ular, we have described the several forms of the isotropic four-parameter
model [12, 13] already implemented in FEMuS. The abovementioned mod-
els present drawbacks and deficiencies for the modeling of complex and
anisotropic flows, such as wall-bounded flows [9].
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To capture the anisotropy in the fluids, we need to leave the assump-
tion of isotropic eddy viscosity. Reynolds-stress models would be the best
choice, but they would involve a not negligible computational effort [9]. Al-
gebraic stress models are a calibrated compromise between the accuracy of
Reynolds-stress models and the simplicity of eddy viscosity models. Thus,
in the anisotropic version of the four-parameter model, we adopt an alge-
braic model for the Reynolds stress closure.

For heat transfer modeling, few models have been developed so far. Most
commercial codes are based on Reynolds Analogy and the assumption of a
constant turbulent Prandtl number [9]. This assumption is acceptable for
fluids with Pr number around the unity, but it is inconsistent for fluids with
a Prandtl number that deviates considerably from unity [53]. Moreover,
the usual assumption of alignment between the mean temperature gradient
and the turbulent heat flux components leads to total underpredictions in
convection cases in which gradients are approximately zero [9]. Starting
from the isotropic four-parameter model, we adopt an explicit algebraic
model for the turbulent heat flux closure.

One of the aims of this Ph.D. thesis is deriving, presenting, and validat-
ing the new anisotropic turbulence model which employs explicit algebraic
models for Reynolds stresses and turbulent heat fluxes and uses four param-
eters for determining the characteristic dynamic and thermal time scales.
In the previous section, the basis of the anisotropic four-parameter model
has been introduced, and in the next paragraphs, a complete description
of the model is proposed. Moreover, in Chapter 3, a validation of the new
turbulence model is presented.

2.5.1. Dynamic turbulence modeling

The governing equations for the velocity field are written as

a'U/Z'
- 2.1
Dt~ pom or; [V(axj - 393) (uguy) | - (2.110)

For the closure of the Reynolds-Averaged Navier-Stokes equation, we use
the Explicit Algebraic Stress Model derived in the previous sections under
the hypothesis of local equilibrium. Following Hattori et al. [63], we can
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write the dimensional form of the explicit algebraic stress model as follows

2 2
(uius) = ki — thS“L
R
e L (2.111)
— fR<SZkaJ - Qlksk] - Sszk] + 55 51]) ’

where Cp = 0.8, fr is given by
22 202 | 2 2/0)2 2
fR: 1+§(CDTR0) Q +§(CDTR0) (Q —S )fB, (2112)

and the quantity 7g, is the characteristic time scale of turbulence defined
as Tg, = 14/k, where v, has been defined in (2.18), as ¢, f,k?/e. The values
assigned to the constant c, is the standard value 0.09 and the damping
function f, is the one reported in Equation (2.23), according to [52].

The function f, has been introduced by Hattori et al. [63] and repro-
duces the wall-limiting behavior and anisotropy of the Reynolds normal
stress components near the wall. It is defined as

fr=Thy + Ty » (2.113)

where 7g,, is the wall reflection time scale, defined in [63] as

_ IR < _3Cv1fv2> 2

where f, = 1 — exp(—+v/R;/100) [63], f,1 = exp(—RZ,/2025) [64], and
Cy1 = 0.4 [65, 63, 64]. In the model function f,;, the modified Reynolds
number Ry, appears and it has been defined in [63] as follows

130R, R
Ry = ——41 (2.115)
130RF + Ry

The modeling of the function fgq is a crucial aspect. In [63] the following
expression is suggested for fsq

fsa = ; + f; - Kﬁ — \/?)fw(l)r, (2.116)

with fw(l) = exp(_RtQm)'
Once the model for (uju}) and v; is chosen, it is necessary to compute
the variables appearing in the model functions, in particular the turbulent
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kinetic energy k and the characteristic time scale 7,,. We use the logarithmic
turbulence model K-Q proposed in [13, 16], which improves the stability
of a standard k-w model since the state variables are maintained always
positive during the solution process [66]. This is important because the
eddy viscosity may assume negative values compromising the stability of
the numerical solution algorithm. The specific dissipation rate of turbulent
kinetic energy w and the logarithmic form of £ and w are defined as

Q=1In(w), K =In(k). (2.117)

The system of equations for the K-{2 model is the following

DK 0 [( +ut>aK}+< +ut>aKaK+
Dt  Ox; v oL/ 0x; v o,/ 0x; Ox;

2.118
P G 0 ( )
+€T( + K TGl
DQ 8[( +yt)8§2]+< +14>8Q&Q+
Dt (9.1'1 () ailfl Oy (9.1'1 8:162
P Vy 0K 09)
Fea—+o(vs 2 2.119
+6K<Cl )+ (V—'—aw)@xi 8a:i+ ( )
g
+(cp — 1)6—[{ —culceafe — 1)e®.
where P = —(uju};)Ou;/Ox;is the production rate of turbulent kinetic energy
and G = —fg;(u;T") is the source term for buoyant flows. We recall from

[12, 13, 14, 16] the model constant values oy, = 0, = 1.4, ¢c; = 1.9, ¢co = 1.5,
c = 1.2, ¢, = 0.9, while the model function f. is given in (2.27).

2.5.2. Thermal turbulence modeling

The governing equation for the mean temperature field can be written
as

12)7; = aii (ozgi — (u;T/>) + ,?C (2.120)
For the closure of the Reynolds-Averaged energy equation, we use the Ex-
plicit Algebraic Heat Flux model derived in the previous sections. Recalling
the definitions in (2.106), the Equation (2.108) can be written in the dimen-
sional form

CT1Tm
(i) = 2 {— St

(2.121)

Tm[(cr2 + cr3)1 + (cr2 — cr3)S; ]}<U§U§c>
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where ¢7; = 0.18, ¢z = 0.18, and ¢y = 0.02 [62] are model constants and
the coefficient fgr is given by the following expression proposed in [(2]

Frr =1+ ;T;[(cm ors)202 — (s — op5)257] (2.122)
In contrast to conventional models, the turbulent heat fluxes and the mean
temperature gradient components in (2.121) are not necessary aligned be-
cause of the effects of the mean shear rate and anisotropy in the flow field.
This expression is closely related to the existing models. When considering
only the first term of (2.121), the Generalized Gradient Diffusion Hypothesis
(GGDH) model is obtained

o(T)

. 2.123
D (2.123)

(') = == (i)

Comparing (2.123) with (2.30), the eddy thermal diffusivities are given by

ij _ CT1Tm
ay = o (ujuy) . (2.124)

To predict the heat transfer in both free and wall turbulent flows, we use
the characteristic time scale of the isotropic four-parameter model reported
in (2.51) which appropriately represents heat transfer phenomena for low
Prandtl number fluids. In order to evaluate ky and €y appearing in the
model functions, we use the logarithmic Ky-€2y turbulence model proposed
in [16, 13], where Ky and €y represent the logarithmic values of mean tem-
perature fluctuations ky and its dissipation rate wy, defined as wy = g¢/c,ko.
According to [13], the transport equations for the logarithmic quantities can
be written as

DK@ 8 |:<a+04t)8K9:| 4 (a+ ozt>8K98K9+

Dt Oz o/ Ox; org/ Ox; Ox; (2.125)
+6709 — cueﬂg ,
Tt ol ) gl o o)
2(a + 0?:) %i?aaz’ + :j;(cpl — 1)+ (2.126)

Q Q
—(ca1 — 1)c € — caocye™™ + Cp2€7,
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where Py = —(u;T")0T /0x;, P = —(uju})Ou;/Ox; and cgy is the following
model function

Caz = {1.9[1 —0.3exp ( — 45@5)} — 1} [1 — exp ( — if)] , (2.127)

while ¢,; = 1.025, ¢pp = 0.9, ¢qy = 1.1, and oy, = 0, = 1.4 [12, 16, 14, 13].
The eddy thermal diffusivity appearing in the diffusive terms of (2.125) and

(2.126) is simplified as the scalar quantity o, = c\kT,, of Equation (2.35),
with ¢y, = 0.1.

2.5.3. Boundary conditions

In this subsection, we describe the boundary conditions that can be im-
posed on the state variables of the turbulence model. When a near-wall
approach with no wall functions is used, the boundary conditions can be
computed by a near-wall Taylor series expansion for the turbulence vari-
ables. For the description of the boundary conditions we refer to the case
of the plane channel of Figure 1.1, where y is the wall distance, x is the
streamwise coordinate, and z is the spanwise one. Moreover, v, u, and w
are respectively the wall-normal, streamwise, and spanwise velocity com-
ponents. In Table 2.1 we have reported the expansion for the mean and
fluctuating velocity. Following the definitions, we obtain the following dy-
namical turbulence variable expansions

1 1 1

b~ 5@+ A = S6?, Ky~ o (5607)). (2.128)

ew R V(a] + ) = V€, (2.129)
2 2

o~ Ly~ (”2) , (2.130)
Cuy Cﬂy

where the lower-script w means the near-wall behavior. Since the value of
¢ depends on the components of fluctuating velocity and it is not known
a priori, we transform the Dirichlet conditions (2.128) into Neumann con-
ditions. By taking the derivative of k£ in the wall-normal direction y, we
obtain 0k/0yl|, = £y = 2k, /y, and considering the same derivative for the
logarithmic variable 0K /0y, = 2/y, then for both variables it is possible to
impose Neumann boundary conditions. The dissipation of turbulent kinetic
energy € has a constant near-wall value which can be determined from k,,, in
particular € = 2k,, /9%, thus an exact Dirichlet boundary condition cannot
be imposed on e, but the value of £ is iteratively calculated from the value



82 Chapter 2. Turbulence modeling

of k on the wall and this can lead to convergence issues [12]. This aspect
does not affect w and 2 since their values on the walls depend only on the
kinematic viscosity of the fluid v, on the wall distance y and on the model
constant c¢,. For these variables, we can then impose the exact Dirichlet
conditions (2.130).

The issue of boundary conditions on fluctuating thermal variables is still
an open question [11, 55, 67, 12]. For the energy equation, we can impose
a constant wall temperature or a uniform wall heat flux. In the case of a
constant wall temperature boundary condition, the fluctuations 7" vanish
along the wall. If a constant heat flux is applied, then temperature fluc-
tuations can be considered null or not. If we assume that the temperature
fluctuations are null (MX boundary conditions) we have the near-wall ex-
pansion reported in Equation (2.48), then from definitions we obtain the
following expressions

1 1

ko & 5bggﬁ, Ky ~1n <2b§y2) , (2.131)

g9~ abj (2.132)
2 2

won —— . Qyan (0‘2> . (2.133)
cuy cuy

As in the dynamical turbulence case, the expressions of ky, ¢y and Ky de-

pend on by which is not known a priori. We can then reformulate (2.131)

considering the derivative of ky and Ky in the wall normal direction y as
8/<:9 2k0w aK@

a :be: )
oy lw "’ y Ay

2
=2, (2.134)

wiy

and impose Neumann boundary conditions. The quantity ey, is affected by
the same issue of €, since we cannot impose an exact Dirichlet condition
on this variable but only apply a Dirichlet boundary condition with a value
ab? that changes iteration by iteration. For wy and 2y we can impose the
exact Dirichlet conditions (2.133).



CHAPTER 3

Validation of the anisotropic
four-parameter model

In this section, we aim to validate the anisotropic four-parameter turbu-
lence model that is illustrated in Chapter 2. The anisotropic four-parameter
model is validated by simulating different benchmark configurations. First,
we consider heat transfer in fully developed turbulent flows. We perform
several numerical simulations of low Prandtl number fluids over a plane
channel configuration at different friction Reynolds numbers Re.. The re-
sults obtained with the anisotropic four-parameter model are compared with
the available reference DNS data [12, 68, 37]. Secondly, the flow in a cylin-
drical pipe in fully developed conditions is considered. For this configu-
ration, few DNS data are available for low Prandtl number fluids, then
our simulation results are compared with the available DNS data and with
empirical correlations for integral quantities, such as the Nusselt number.
Lastly, a more complex configuration as a backward-facing step geometry
is considered and the numerical results are compared with DNS data in
forced and mixed convection regimes [69]. Also in this case the choice of
Reynolds, Prandtl, and Richardson numbers for computations depends on
the available DNS data in the literature. Preliminary results of the proposed
validation are presented in [18, 20, 19].
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The simulations have been performed using the in-house finite element
multigrid code FEMuS developed at the Laboratory of Montecuccolino of
the University of Bologna [15]. The code is based on a C++ main pro-
gram that handles several external open-source libraries, such as MPI and
PETSc libraries. In the turbulence framework, FEMuS contains solvers for
Reynolds-Averaged Navier-Stokes and energy equations, and several formu-
lations of the isotropic four-parameter turbulence model (k-e-ky-c9, k-w-kg-
We, K—Q—KQ—QQ).

During this Ph.D. project, new solvers for Reynolds stresses and tur-
bulent heat flux based on Explicit Algebraic Models have been developed
and integrated into the finite element code FEMuS. The new solvers resolve
the algebraic equations reported in (2.111) and (2.121) discretized with a
finite element approach. The obtained fields act as explicit source terms
in the Reynolds-Averaged Navier-Stokes and energy equations, as reported
in (2.110) and (2.120), and they are used to compute explicitly the source
and dissipation terms in the four-parameter equations. In FEMuS, both

isotropic and anisotropic four-parameter turbulence models are now avail-
able.

3.1. Fully-developed turbulent flows

3.1.1. Plane channel flow

The plane channel flow configuration has been investigated by different
authors in the framework of turbulence modeling [70, 71]. Several DNS
databases have been created for this geometry, where the channel flow is
characterized by flow parameters such as Re,, Pr and Gr. For the vali-
dation of the anisotropic four-parameter turbulence model, we refer to the
dimensionless parameters of the available DNS data. We consider two dif-
ferent Pr numbers, 0.025 and 0.01, corresponding to liquid lead and sodium.
In literature, for Pr = 0.025, the available DNS data refer to the friction
Reynolds numbers Re, = 180, 395, 640, 1020 [42], while for Pr = 0.01 we
consider the friction Reynolds numbers Re; = 180, 395, 590 [68] and 1000
[37].

The main features of plane channel flows are presented in Chapter 1
and a representative schematic of the geometry is reported in Figure 1.1.
The conservation equations governing the flow state are (1.111), (1.112)
and (1.129). The pressure gradient driving the fully developed flow can be
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computed using (1.121), given the fluid properties, geometry, and target
friction Reynolds number Re..

Due to the symmetry of the problem, the computational domain can be
simplified as reported in Figure 3.1, where a section of height L, of the half-
channel can be observed. In the figure, L, = 0.03025m corresponds to the
half-channel width, previously indicated with . A uniform heat flux ¢ equal
to 3.6 x 10° W/m? is imposed at the walls. In Figure 3.1 the inlet section
is indicated as I';, the outlet I',, the heated wall I}, and the symmetry axis
of the channel I'y,,,. Periodic boundary conditions are imposed in the inlet
and outlet sections. We indicate with y the streamwise direction and x
the wall-normal direction. In Table 3.1 the fluid properties are reported,
with the first value of the thermal conductivity A referring to the case of
Pr =0.025, and the second one for the case of Pr = 0.01. For the thermal
simulations, we introduce the variable 0 =T — T;,0 — L,AT;, where AT, is
the bulk temperature increment over a streamwise length equal to Ly, T,
is a constant value on I'y, and L, is the axial length of the computational
domain. Due to the symmetry of the problem, the computation domain is
half-channel geometry. A mesh refinement near the wall I, is performed
to have the first mesh point in the viscous layer, z* < 1, where the non-
dimensional distance from the wall = is defined as (L, — x)u, /v.

T,

Fsym Fw Ly

I

Y
< Lz >
xT

Figure 3.1: Plane channel: schematic of the computational domain.

The variables are normalized using wall units, i.e. the friction velocity
u,, friction temperature 7T, and kinematic viscosity v. The friction veloc-
ity is used to normalize the velocity v+ = v/u, and the components of
the Reynolds stress tensor (uju))™ = (uju)/u?. The friction temperature
T, = q/u,pC, is used to normalize the temperature §© = 6/7, and the
components of the turbulent heat flux (uw,0')* = (u}0') /u.T;.

The results obtained using the anisotropic four-parameter model (4AP)
are shown in comparison with the available DNS data and the results ob-
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Table 3.1: Plane channel flow: physical properties employed for the numerical
simulations.

Property Symbol Value Units
Viscosity ! 0.001844 Pas
Density 10340 kg/m?

p
Thermal conductivity A 10.72 —26.88 W/(mK)
Specific heat c 145.75 J/(kgK)
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Figure 3.2: Plane channel flow: non-dimensional velocity vt profiles for Re, =
180 (a), 395 (b), 640 (c) and 1020 (d).
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Table 3.2: Plane channel flow: values of the pressure gradient expressed in Pa/m
for DNS and for 4AP simulations. Relative errors of 4AP simulations with respect
to reference DNS.

RGT (dP/dy)DNS (dP/dy)4Ap €r

180  0.00003723  0.00003710 0.353%
395  0.0001793 0.0001790  0.150%
640  0.0004706 0.0004698  0.167%
1020  0.001195 0.001193  0.225%
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Figure 3.3: Plane channel flow: non-dimensional turbulent shear stress (u'v')*

for Re; =180 (a), 395 (b) 640 (c) and 1020 (d).
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Figure 3.4: Plane channel flow: non-dimensional turbulent wall-normal normal
stress (u/u/)* for Re, = 180 (a), 395 (b) 640 (c) and 1020 (d).

tained using the isotropic version of the model (I4P). In particular, we refer
to the results published in [12] for Pr = 0.025 and in [13] for Pr = 0.01.
In those works, the Reynolds friction numbers considered are 180, 395, 640,
and 950, thus the comparison for the case Re, = 1020 is not shown.

In Figure 3.2 the non-dimensional streamwise velocity v* is plotted
against the non-dimensional distance from the wall zt, for different Re,
numbers, i.e. 180, 395, 640 and 1020, corresponding to the Reynolds num-
bers Re ~ 5700, 14100, 24400 and 41400 respectively. The linear and loga-
rithmic profiles of the law of the wall have been reported with dotted lines.
The comparison with DNS data shows a good matching in the linear and log-
arithmic regions for the different cases of Re,. Both the anisotropic (A4P)
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Figure 3.5: Plane channel flow: non-dimensional turbulent streamwise normal
stress (v'v')* for Re; = 180 (a), 395 (b) 640 (c) and 1020 (d).

and the isotropic (I14P) models show good agreement with the reference data
and there are no appreciable discrepancies between the two models.

In Table 3.2, we report the pressure gradient values (dP/dy),4p obtained
with the 4AP model for all the considered Re, numbers. We also report
the reference DNS values (dP/dy)pns computed with (1.121). The relative
error €, = [(dP/dy)aap — (dP/dy)pns]/(dP/dy)pns is shown. The relative
error is below 0.4% for all cases, then the model is very accurate in predicting
the correct pressure losses.

The dimensionless shear turbulent stress tensor (u/v’)™ is plotted against
the non-dimensional distance from the wall ™ in logarithmic scale for the
different Re, numbers. The logarithmic scale allows focusing on the near-
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Figure 3.6: Plane channel flow: non-dimensional turbulent kinetic energy k™ for
Re; =180 (a), 395 (b) 640 (c) and 1020 (d).

wall behavior of the turbulent shear stress. We can observe that the simu-
lation results with the anisotropic model (4AP) overlap perfectly with the
reference data, both in the near-wall and bulk regions. Even though the re-
sults obtained with the isotropic model (I4P) show some discrepancies with
DNS data in the linear region, both the anisotropic and isotropic models
can accurately estimate the turbulent shear stress.

The other Reynolds stress components are characterized by more marked
differences between simulation results and DNS data. The wall-normal nor-
mal stresses (u'u’)T are shown in Figure 3.4 for the considered Re, numbers.
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Figure 3.7: Plane channel flow: non-dimensional mean temperature profile 6©
with Pr = 0.025 for different Re, = 180 (a), 395 (b) and 640 (c).

The profiles are plotted against the dimensionless wall distance on logarith-
mic scale. For the isotropic four-parameter model (I4P), the wall-normal
normal turbulent stress is computed considering the Boussinesq assumption,
then (u'v') = 2/3k since du/0x = 0. The near-wall behavior of the wall-
normal normal stress is well-estimated by the anisotropic four-parameter
model (4AP). However, we can observe an overall overestimation of the
peak of (u/u/)* in the bulk region. Thanks to the explicit algebraic stress
model, we can estimate (u'u/)T with greater accuracy than we do with the
isotropic model, above all in the near-wall region.
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Figure 3.8: Plane channel flow: non-dimensional mean temperature profile 6+
with Pr = 0.01 for different Re, = 180 (a), 395 (b), 590 (c) and 1000 (d).

In Figure 3.5, the non-dimensional turbulent streamwise normal stress
(v'v')T is shown plotted against the wall distance in logarithmic scale.
For the isotropic four-parameter model (I4P), the streamwise normal tur-
bulent stress is computed considering the Boussinesq assumption, then
(v"v") = 2/3k since Ov/0y = 0. We can observe an overall satisfactory agree-
ment between the anisotropic model and DNS for every Re., even though
the profiles obtained with numerical simulation overestimate the maximum
of the stress and underestimate the bulk behavior. The near-wall behav-
ior of the wall-normal normal stress is well-estimated by the anisotropic
four-parameter model (4AP). Comparing the results with I4P profiles, we
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can affirm that the adoption of the anisotropic model allows improving the
estimation of the streamwise wall-normal component as well.

The turbulent normal stresses (u'u’) and (v'v’) do not affect the velocity
field in this flow configuration. Due to the hypothesis of fully developed
flow, only the turbulent shear stress appears in (1.111) and (1.112). For
this reason, the prediction of the velocity field with the isotropic model
is in good agreement with DNS data. However, for the anisotropic four-
parameter model, the accurate estimation of the normal stresses is crucial
since they affect the computation of the turbulent heat flux components.

Lastly, the dimensionless turbulent kinetic energy k7 is reported in Fig-
ure 3.6 plotted against the non-dimensional wall distance . The near-
wall peaks are slightly overestimated for all Reynolds numbers, using the
anisotropic model (4AP). For low Reynolds numbers, the turbulent kinetic
energy is also overestimated in the central region of the channel. When
increasing the Reynolds number, the turbulent kinetic energy perfectly
matches the DNS reference data in the region far from the wall. With
the isotropic model (I4P), the near-wall peaks are slightly underestimated
for all Reynolds numbers, but the bulk behavior is well-predicted even for
low Reynolds numbers.

The numerical results of thermal fields for Pr = 0.025 and Pr = 0.01
are now reported and discussed. The non-dimensional temperature profiles
are shown in Figure 3.7 and 3.8 for Pr = 0.025 and Pr = 0.01 respectively.
The linear profile of the law of the wall for the temperature, % = y*Pr
is reported with dotted lines. The results obtained using the anisotropic
four-parameter model (4AP) are compared with DNS data. Moreover, the
results obtained with the isotropic model [12, 13] are also shown. The pro-
files are plotted against the dimensionless wall distance with a logarithmic
scale. The temperature field is in good agreement with the reference DNS
data for all the Pr and Re, numbers considered. There are no appreciable
discrepancies between the results obtained with the anisotropic and isotropic
models. For low Reynolds numbers and Pr = 0.025, we can observe a slight
underestimation of the temperature profile in the bulk region obtained with
the isotropic model.

In Figure 3.9 the dimensionless wall-normal turbulent heat flux (u/6")*
profiles are reported for different Re, and Pr numbers. For shortness, only
two cases of different Re, are shown for each Pr number. In Figures 3.9a
and 3.9b the plots show the results for Pr = 0.025, while in Figures 3.9¢ and
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Figure 3.9: Plane channel flow: non-dimensional wall-normal total heat flux q:jf f
and non-dimensional wall-normal turbulent heat flux («/6')" for Re, = 395, Pr =
0.025 (a), Re; = 640, Pr = 0.025 (b), Re, = 590, Pr = 0.01 (c¢) and Re, =
1000, Pr = 0.01 (d).

3.9d for Pr = 0.01. We also report the effective wall-normal heat flux q:f fa
which is defined as the sum of the molecular heat flux and the turbulent

heat flux in the wall-normal direction, i.e.

o/ AN

+ 1+
=la—] —@6)". 3.1
Gefs < ax) (w?’) (3.1)
We can notice some discrepancies for the (u'6')* component from DNS
data in the near-wall region. However, in this region the thermal conduc-
tivity contribution is dominant with negligible turbulent heat flux, then
the total heat flux q:jf 7. 18 almost equal to the molecular heat flux. Thus,
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Figure 3.10: Plane channel flow: non-dimensional wall-normal total heat flux
qu s and non-dimensional wall-normal turbulent heat flux (u'¢")* for Pr = 0.025
and Re, = 395 (a) and Re, = 640 (b).

the bad prediction of (u/¢')* in this region does not affect the total heat
flux and, consequently, the mean temperature field. In addition, we can
observe that for the high Reynolds numbers, Figure 3.9b and d, the pre-
diction of the wall-normal heat flux is in perfect agreement with DNS data
in the far-wall region. The profiles of the wall-normal turbulent heat flux
obtained with the isotropic model are shown in Figure 3.10 for the com-
parison with the anisotropic results, considering Re, = 395 and 640 with
Pr = 0.025. The isotropic model estimates accurately the near-wall behav-
ior. Indeed, the mixed time scale 7, is calibrated for the isotropic version of
the model. To better estimate the near-wall behavior with the anisotropic
model, it would be necessary to adapt the near-wall expression of 7,,. For
high Reynolds numbers, the bulk behavior seems better estimated by the
anisotropic model.

In Figure 3.11 the non-dimensional streamwise turbulent heat flux (v'6)"
is shown for Pr = 0.025 and Pr = 0.01. The streamwise component of
the turbulent heat flux is underestimated for all the cases with respect to
the DNS reference data. We can then conclude that the anisotropic four-
parameter turbulence model is not able to properly predict this component
in the plane channel configuration. However, this bad prediction does not
affect the mean temperature estimation. Indeed, due to the symmetry of the
plane channel configuration, the mean temperature field is only affected by
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Figure 3.11: Plane channel flow: non-dimensional streamwise turbulent heat
flux (v/¢')* for Pr = 0.025 and Re, = 395 (a), Pr = 0.01 and Re, = 590 (b),
Pr =0.025 and Re, = 640 (c) and Pr = 0.01 and Re, = 1000 (d).

the wall-normal component of molecular and turbulent heat flux. Moreover,
we underline that with the isotropic model (I4P), the streamwise turbulent
heat flux component is identically zero in this configuration since it is com-

puted as (v'0)T = —,00/0y and 96/0y = 0.
3.1.2. Pipe flow
In this subsection, we report the results of numerical simulations per-

formed considering a turbulent fully developed flow along a cylindrical pipe.
The main features of pipe flows are presented in Chapter 1 and a representa-
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Figure 3.12: Pipe flow: non-dimensional velocity v™ profiles for Re, = 180 (a),

360 (b), 550 (c) and 1000 (d).

tive schematic of the geometry is reported in Figure 1.4. The conservation
equations governing the flow state are (1.131), (1.132) and (1.142). The

pressure gradient driving the fully developed pipe flow has been derived
in Equation (1.138) and given as a function of 2pRe?v?/R3. Thus, with

Reynolds friction numbers being equal, the pressure gradient in the pipe is

double the pressure gradient in the channel. The computational domain is

the same reported in Figure 3.1 for the plane channel configuration where

x is the radial direction and y is the axial one. The half-channel width

L, corresponds to the pipe radius R, namely D = 2L, = 0.0605 m. A
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Figure 3.13: Pipe flow: non-dimensional turbulent kinetic energy k" (a), turbulent
shear stress (u/v')™ (b), wall-normal normal stress (u'v/)™ (c) and streamwise
normal stress (v'v/)* (d) for different Re, = 180, 360, 550, 1000.

uniform heat flux ¢ = 3.6 x 10° W/m? acts on the pipe walls. Tests have
been performed considering Re, = 180, 360, 550 and 1000 since DNS ref-
erence data are available for dynamic fields [72]. However, there are very
few DNS data of thermal fields of low Prandtl number fluids. The only
available study is for Pr = 0.026 and Re, = 180 [72]. For this reason, the
validation of the anisotropic four-parameter model in the pipe configuration
involves the comparison of dynamical fields between numerical results and
DNS data. For the thermal validation, we can compare our results only
with the DNS data for Re, = 180. For the highest Reynolds numbers, we
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propose a validation through empirical correlations.

The profiles of dimensionless velocity v+ = v/u, are reported in Figure
3.12 for the different Reynolds friction numbers, Re, = 180 (a), 360 (b), 550
(c) and 1000 (d). The corresponding bulk Reynolds numbers Re = 2RU, /v
are 5410, 11800, 19100 and 38000, where U, is the bulk velocity. For all
the considered Reynolds numbers, the numerical results and reference data
perfectly overlap.

In Figure 3.13a is reported the non-dimensional turbulent kinetic energy
k*t = k/u?. By the comparison between numerical results and DNS data,
an overall overestimation of the near-wall peak can be observed. For high
Reynolds numbers, the bulk behavior of turbulent kinetic energy is in good
agreement with reference data. The dimensionless turbulent shear stress
(W'Yt = (u/v')/u? is reported in Figure 3.13b. This Reynolds stress com-
ponent is in agreement with DNS data in analogy to the plane channel con-
figuration. The dimensionless wall-normal normal stress (v/u/)™ = (u'u’) /u?
and streamwise normal stress (v'v')* = (v'v') /u? are respectively shown in
Figure 3.13c and d. The same trends we have observed for the plane channel
are recognizable. The peaks in the Reynolds normal stresses are overesti-
mated. In the bulk region, our prediction of the streamwise normal stress
is in good agreement with DNS data, while the wall-normal normal stress
is overrated along the whole pipe cross-section.

The thermal fields are shown in Figure 3.14. The dimensionless temper-
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Table 3.3: Pipe flow: flow and heat transfer parameters of the simulations.

Case Re, Re Pe Nu

a 180 5410 141 6.5
b 360 11800 296 7.7
¢ 550 19100 480 8.2
d 1000 38000 950 10.5

ature 07 = 0/T, is reported in Figure 3.14a for Re, = 180 since DNS data
are not available for higher values of the Reynolds friction number. From
the comparison with DNS data for Re, = 180, we can observe that the tem-
perature is correctly predicted. In 3.14b the non-dimensional wall-normal
turbulent heat flux (u'6)* = (4/¢')/(u.T) is reported for Re, = 180. By
comparing the simulation result with the DNS profile, we can see that the
maximum value is underestimated but the bulk flow behavior is in agree-
ment with the reference.

20.09 —=— Kirillov —— |bragimov
1754 Skupinski —+— Lyon
—+— Sleicher o 4AP
15.09 —e— Stromquist
12.54
3
=, 10.01
7.5
]
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0 250 500 750 1000 1250 1500 1750 2000
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Figure 3.15: Pipe flow: profiles of Nusselt number as a function of Peclet number

according to empirical correlations. Simulations results reported in red.

Since DNS data for low Prandtl numbers are insufficient to validate
the thermal simulation, we use integral quantities. For low Prandtl number
fluids, several empirical correlations exist based on experiments that predict
the Nusselt number as a function of the Peclet number. The Nusselt number
is the ratio of convective to conductive heat transfer Nu = hD/\, while the
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Peclet number is the ratio of advective transport rate and diffusive transport
rate Pe = RePr, where h is the convective heat transfer coefficient of the
flow introduced in Newton’s law of cooling (1.123) then h = q,,/(T — Ty).
The bulk temperature 7}, for a cylinder is given by Equation (1.141). One
of the first empirical correlations was proposed by Lyon in [73]

Pe 0.8
Nu =74 0.025 — 2
¢ + (PTt) ’ (3 )

where Pr; = 1.8. Other empirical correlations proposed are the following

Nu = 4.5+ 0.018 P8 10* < Re < 5 x 10°, (3.3)
Nu = 4.82 4 0.0185 P57 10* < Re <5 x 10°, (3.4)
Nu = 6.3 + 0.0167Pe"% pr008 10* < Re < 5 x 10°, (3.5)
Nu = 3.6 + 0.018 P8, 88 < Pe < 4000, (3.6)
Nu = 4.5+ 0.014P"% | 10* < Re <5 x 10%, (3.7)

which are introduced respectively by Kirillov and Ushakov [74], Skupinski
[75], Sleicher [76], Stromquist [77] and Ibragimov [78]. In Figure 3.15 the
above-mentioned correlations are plotted. The Nusselt and Peclet numbers
corresponding to each simulation are evaluated and reported in Table 3.3.
The results obtained for the four simulations are plotted in Figure 3.15 and
marked by red circles. The points are in the range of Nusselt numbers
identified by empirical correlations.

3.2. Backward-facing step flow

Figure 3.16: Backward-facing step geometry.

In this subsection, we report the results obtained for the simulation of a
turbulent flow of liquid sodium over a vertical backward-facing step. This
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Table 3.4: Backward-facing step: geometrical parameters of the simulated do-
main.

Li/h Ly/h W E, Re  Pr Ri
2 20 0 1.5 4805 0.0088 O0-0.338

Table 3.5: Backward-facing step: physical properties employed for the numerical
simulations.

Property Symbol Value Units
Viscosity ! 0.00054335 Pas
Density ) 914.6 kg/m?
Thermal conductivity A 84.119 W/(mK)
Specific heat c 1362.3 J/(kgK)
Coefficient of expansion 153 2.5684 x 1074 K-t

type of flow has been extensively studied in the literature. In [79, 69, 80, 81]
DNS simulations with different Reynolds numbers have been performed, in
forced and/or mixed convection regimes. In [82] a comparison between
the solutions of a RANS system of equations closed with various turbu-
lence models is proposed for the forced convection case, showing that four-
equation turbulence models, coupled with nonlinear expressions for the
Reynolds stress tensor, allow improving the predictions of the turbulent
heat flux. In [43] an anisotropic three-equation turbulence model has been
proposed and applied to this configuration in forced and mixed convec-
tion regimes showing promising potential for the prediction of the turbulent
heat flux. In [14] RANS simulations have been performed with an isotropic
four-parameter turbulence model in forced and mixed convection regimes
considering a linear expression for the Reynolds stress tensor and the turbu-
lent heat flux. Results are promising in both regimes but the adoption of the
anisotropic formulation that we are proposing could improve the prediction
of the turbulent heat flux components.

The computational domain reproduces the reference DNS domain [69]
and a representative schematic is reported in Figure 3.16. The inlet section
length is L;,, the step height is h, the domain width is W and the down-
stream channel height is F. The expansion ratio is F, = E/(F — h). The
geometrical parameters of the simulated domain are reported in Table 3.4.
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Table 3.6: Number of bi-quadratic cells and nodes for the four grids of the mesh
sensitivity study. Predicted reattachment y,/h point location and relative devi-
ation with respect to the finest mesh.

Mesh 1 Mesh 2 Mesh 3 Mesh 4

Cells 11853 16298 24760 30689
Nodes 45289 62705 95885 119211
yr/h 6.77 6.65 6.68 6.69

€y, 1.19% —0.60% —0.15% -

We have considered two different values of Richardson number Ri =
gBATR/U?, Ri = 0 corresponding to forced convection and Ri = 0.338
corresponding to mixed convection regime. In terms of boundary con-
ditions, a fully developed inflow condition has been set for the velocity
field and turbulent variables corresponding to Re, = hu,/v =~ 300 and
Rey, = 2hU, /v = 9610. The Reynolds number is calculated with respect to
the inlet channel width 2h and the bulk inlet velocity U,. For the tempe-
rature, a uniform value is set, i.e. T,y = 423.15K. The same temperature
is used as the reference value for the evaluation of liquid sodium properties
reported in Table 3.5, using the correlations reported for liquid sodium in
[83]. At this temperature, the Prandtl number is 0.0088. At the outlet
section, an outflow boundary condition is imposed on the velocity field and
for all the other variables homogeneous Neumann conditions are set. All
the remaining boundaries have been treated as adiabatic no-slip walls, ex-
cept for the wall behind the step where a uniform heat flux ¢ is imposed.
Numerical simulations have been performed for the forced and mixed con-
vection calculations using the anisotropic four-parameter turbulence model
and the results are compared with DNS data and with the isotropic model.

3.2.1. Mesh sensitivity study

A mesh sensitivity study has been performed for the forced convection
case considering four different grids reported in Figure 3.17. Mesh cells are
clustered near the corner step and reattachment zone. Mesh refinement is
performed near wall boundaries to obtain a non-dimensional wall distance
2t < 1 on the first mesh point near wall boundaries. The number of bi-
quadratic cells and nodes are reported in Table 3.6 for all the considered
grids.
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Figure 3.17: View of the four grids considered in the mesh sensitivity study.
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Figure 3.18: Skin friction coefficient Cy along the heated wall.

A typical feature of the backward-facing step flow in the forced convec-
tion regime is the presence of detachment and reattachment points behind
the step. The streamwise location of the reattachment point y, is usually
used as a parameter to evaluate the sensitivity of the numerical results to
the mesh resolution [43]. The detachment and reattachment points are the
locations where the skin friction coefficient C; = 27,,/pUZ changes its signs
along the heated wall. The profiles of the skin friction coefficients and the
detachment and reattachment points locations are shown in Figure 3.18.
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The calculated y, values are reported in Table 3.6 for the four different
grids. We also report the relative deviation of the calculated y, with respect
to the most refined mesh, i.e. Mesh 4. From Table 3.6, it can be seen that
the relative deviation of y, for Mesh 3 is below to 0.5%. Therefore, Mesh 3
has been employed for all the calculations.

3.2.2. Forced convection

Dynamic fields
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Figure 3.19: Contours of the non-dimensional streamwise velocity v+ = v/U, (a)

—0.0443

and wall-normal velocity u™ = u/U, (b) with streamlines of the velocity field.

The dimensionless dynamic fields are reported and compared with DNS
data for the case Ri = 0 corresponding to the forced convection regime. The
contours of the non-dimensional streamwise v* = v/U, and wall-normal
velocity component ut = u/U, are respectively reported in Figure 3.19a
and b. The streamlines of the velocity field are also shown. The typical
flow features for a backward-facing step configuration are observed, i.e. the
flow separation taking place behind the step, the reattachment of the flow,
the formation of two main vortexes behind the step: a bigger one rotating in
the clockwise direction and a smaller one rotating in the opposite direction.
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Figure 3.20: Profile of dynamical fields for Ri = 0: mean streamwise velocity v™
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Profile of dynamical fields for Ri = 0: wall-normal normal stress

(W'u')* (a), streamwise normal stress (v/v’)™ (b) and turbulent kinetic energy k™
(c). — 4AP; ---: I4P - : DNS data.

Non-dimensional profiles of velocity are reported in solid lines for several
streamwise coordinate y/h values for the anisotropic model (4AP). The
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Figure 3.22: Skin friction coefficient C'y along the heated wall. — 4AP; ---: 14P
o : DNS data.

streamwise positions included in these plots correspond to the locations
where DNS data are available [69]. Numerical results obtained with the
isotropic model (I4P) are also shown [14]. The streamwise v and wall-
normal velocity component u" are reported respectively in Figure 3.20a
and Figure 3.20b. The velocity field prediction with the anisotropic four-
parameter model is in good agreement with DNS results, while the isotropic
model shows a slight deviation of the wall-normal velocity ™ from DNS data
at the non-dimensional height y/h = 3. The typical features of the flow
over a backward-facing step, i.e. the separation and reattachment behind
the step, can be observed from the plot taken at y/h = 3 where v assumes

negative values close to the heated wall.

In Figure 3.20c the non-dimensional turbulent shear stress (u/v/)* =
(W'v')JUZ is reported in comparison with DNS data. The turbulent shear
stress is mainly present in the layer behind the step at x/h ~ 0. For the
isotropic four-parameter model results, we have computed the shear stress
as (u'v'y = 1 (Ou/Oy+90v/0x). The evaluations obtained with both isotropic
and anisotropic models are in good agreement with DNS data.

The wall-normal normal stress (u'u/)™ = (u/u’)/U? and the streamwise
normal stress (v'v')T = (v/v') /U are reported respectively in Figure 3.21a
and 3.21b. In Figure 3.21c the turbulent kinetic energy k™ = k/U? is shown.
These turbulent fields present a general good agreement with DNS data
even though there are some discrepancies in the region behind the step. For
the isotropic four-parameter model simulations, we have computed (v'u') =
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2/3k + 2v,0u/dz and (vV'v') = 2/3k + 2v,0v/0y, according to Boussinesq
approximation.

In Figure 3.22 the skin friction coefficient C'y along the heated wall is
reported. The skin friction profile is subjected to a double change of sign,
denoting the presence of two reattachment points. The skin friction coeffi-
cient assumes negative values in the recirculation zone, which is composed
of a large clockwise rotating vortex. Directly behind the step, the princi-
pal recirculating vortex causes a secondary vortex rotating in the opposite
direction. The position of the first reattachment point is approximately
y/h ~ 1.36 for the anisotropic four-parameter model and y/h ~ 1.91 for
DNS data. The second reattachment point is located approximately at
y/h =~ 6.68. The DNS data give this point at y/h ~ 7.01, while Kasagi [31]
gives this point at y/h ~ 6.51 through measurements.

Thermal fields
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Figure 3.23: Contours of the non-dimensional temperature T+ = (T' — T,) /AT
for Ri = 0.

We now propose a comparison for thermal fields between the results
obtained with the anisotropic four-parameter model and DNS data for the
forced convection case. In Figure 3.23 contours of the non-dimensional
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temperature 7 = (T — T,.5) /AT are reported for the simulation with the
anisotropic four-parameter model. The hot fluid is located in the corner
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Figure 3.26: Nusselt number Nu along the heated wall for Ri = 0. — 4AP; ---:
14P - : DNS data.

between the step and the heated wall. A strong temperature increase is
observed moving from the insulated wall towards the heated wall. The
highest wall temperature is located in the recirculation zone and reaches a
maximum closely behind the step due to the reduced heat transfer due to
the backward flow.

Non-dimensional profiles of the mean temperature T+ = T /AT are re-
ported in Figure 3.24a for different values of streamwise coordinate y/h. The
temperature difference AT is defined using the applied heat flux ¢ setting
AT = ¢h/X, where A is the liquid sodium thermal conductivity calculated
for T' = T,.s. The discrepancies with DNS results are limited to the plot
taken at y/h = 0 where the temperature is slightly overestimated. With
the isotropic model, the major discrepancies with DNS values are found on
the plots taken at y/h = 0 and y/h = 3 where an over and underprediction
of T is respectively obtained. Non-dimensional mean squared temperature
fluctuations k;j = 2k0/AT? are shown in Figure 3.24b for anisotropic and
isotropic models. We observe good agreement with DNS results.

The turbulent heat flux along wall-normal («'T")* = («/T") /(U,AT) and
streamwise (v'T")" = (v'T") /(U,AT) directions are reported respectively in
Figure 3.25a and Figure 3.25b. The anisotropic model allows improving the
prediction of the streamwise component which is completely underestimated
with the isotropic model. The isotropic model assumes a unique scalar
thermal diffusivity oy for both turbulent heat flux components, i.e. (v'T") =
;0T /0x and (V'T") = 0T /Oy. However, the mean temperature gradient
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along the streamwise direction is small and for this reason the streamwise
component is totally underestimated. With the proposed anisotropic model,
the wall-normal component shows a better agreement with DNS data and
the streamwise component results are only slightly underestimated.

The Nusselt number profile along the heated wall is shown in Figure
3.26. The Nusselt number is computed as Nu = ¢h/(T — T,ef)A. When the
Nusselt value is around 1 then the heat transfer is mostly diffusive due to the
low Prandtl number of the liquid metal. Inside the recirculation zone, we
have Nu < 1 then the heat transfer is prevented by the recirculating flow.
As one can see in Figure 3.20, in the recirculation zone the Nusselt number is
slightly overestimated with the isotropic model, while the anisotropic model
is in good agreement with DNS data in all the regions.

3.2.3. Mixed convection

Dynamic fields
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Figure 3.27: Contours of the non-dimensional streamwise velocity v+ = v/Uj, (a)
and wall-normal velocity u* = u/U, (b) with streamlines of the velocity field for
Ri =0.338.

In this section, the numerical results for flow fields are compared with
DNS data and isotropic results for Ri = 0.338 corresponding to the mixed
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convection case. In Figure 3.27 the contours of the non-dimensional stream-
wise v = v/U, and wall-normal u™ = u/U, velocity components are shown.
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Figure 3.30: Skin friction coefficient Cy along the heated wall for Ri = 0.338.
—: 4AP; --—: I4P - : DNS data.

Also the streamlines of the velocity field are reported. In the proximity of
the heated wall, z/h = —1, the fluid is warmer and is accelerated by buoy-
ancy forces. Due to the continuity, the fluid from the rest of the domain is
accelerated towards the heated wall and the streamwise velocity decreases
strongly towards the insulated wall beyond y/h = 6. Buoyancy forces ac-
celerate the hot fluid near the heated wall in streamwise direction and act
against the rotation of the large clockwise rotating vortex found in the case
of forced convection. Thus, the eddy rotating in the counterclockwise di-
rection grows while the clockwise rotating vortex is reduced in size and
completely detached from the wall.

Non-dimensional profiles of velocity are reported for several stream-
wise coordinate y/h values, for mixed convection regime. The streamwise
vt = v/U, and wall-normal velocity component v* = u/U, are reported
respectively in Figure 3.28a and Fig 3.28b. A jet flow develops near the
heated wall due to the acceleration of the fluid caused by buoyancy. As a
consequence, away from the heated wall, the streamwise velocity is signifi-
cantly reduced. In Figure 3.28c the non-dimensional shear stress component
(u'v')T = (u'v') JUZ is reported in comparison with DNS data for mixed con-
vection regime. The prediction of the shear stress is in good agreement with
reference data but some discrepancies are observed near the heated wall in

the locations y/h > 9.

+

The wall-normal normal stress (u'u/)™ = (u/uv’)/U? and the streamwise

normal stress (v'v')T = (v/v') /U are reported respectively in Figure 3.29a
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and 3.21b for Ri = 0.338. In Figure 3.29¢ the turbulent kinetic energy
kt = k/U? is shown. Buoyancy accelerates the warm fluid near the heated
wall and generates strong wall shear stress. Shear stress, in turn, leads to
the production of normal stresses. This effect can be seen by the peak of the
streamwise normal stress (v'v')" and turbulent kinetic energy at y/h > 12
for =1 < x/h < 0. Some discrepancies in the prediction of the wall-normal
normal stress can be observed in the near-wall region at the insulated wall.

In Figure 3.30 the skin friction coefficient C'y along the heated wall is
reported for Ri = 0.338. The skin friction is positive along the heated
channel since the clockwise rotating vortex is substantially reduced in size
and completely detaches from the wall. The skin friction coefficient in the
wall jet region increases almost linearly with the streamwise coordinate y/h.
The skin coefficient with the anisotropic four-parameter model is slightly
underestimated.

Thermal fields
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Figure 3.31: Contour of the non-dimensional temperature T+ = (T' — T,.7) /AT
for Ri = 0.338.

In Figure 3.31 contours of the non-dimensional temperature T+ = (T —
Trer)/AT are reported for the mixed convection case. Due to the influence
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Figure 3.33: Profile of thermal fields for Ri = 0.338: mean wall-normal turbulent
heat flux (v/T")* (a) and mean streamwise turbulent heat flux (v'T")*(b). —:
4AP; ---: 14P - : DNS data.

of buoyancy, heat transfer changes substantially. The wall temperature is
substantially reduced in the mixed case compared to the forced case as a
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Figure 3.34: Nusselt number Nu along the heated wall for Ri = 0.338. —: 4AP;
---: I4P - : DNS data.

result of enhanced heat transfer at the wall. Moreover, the mean tempera-
ture field is altered according to the modified flow field in the recirculation
zone.

Non-dimensional profiles of temperature are reported in Figure 3.32a
for different values of streamwise coordinate y/h. An overall good agree-
ment with DNS data is obtained. A slight deviation from DNS results
is observed on the plot at y/h = 3. There are no evident discrepancies
between isotropic and anisotropic results. The non-dimensional tempera-
ture variance is reported in Figure 3.32b. Both isotropic and anisotropic
models fail to predict the temperature fluctuations at y/h = 0, whereas
in the other streamwise locations, the simulation results are in agreement
with DNS data. The turbulent heat flux components along wall-normal and
streamwise directions are reported respectively in Figure 3.33a and Figure
3.33b. The wall-normal turbulent heat flux is strongly underestimated near
the heated wall for y/h < 9, for both anisotropic and isotropic simulations,
while in the proximity of the outlet section y/h > 12 it is in good agreement
with DNS data. The streamwise component is underestimated in the prox-
imity of the heated wall for both models, but in the case of the isotropic
model this field is almost null.

The Nusselt number profile along the heated wall is shown in Figure 3.34.
If compared with the forced convection case, the Nusselt number presents
larger values for all locations at the heated wall and a qualitatively similar
shape as for the forced convection case. In the profile we can observe a
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local minimum Nu = 1.4, corresponding to the vortex behind the step, and
a local maximum Nu = 2.2, corresponding to the start of the wall jet. The
heat transfer is strongly increased by the presence of buoyancy forces. The
Nusselt prediction is in good agreement with DNS data, in particular the
position of the minimum is accurately estimated with both isotropic and
anisotropic models.
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Optimal control






CHAPTER 4

Optimal control of Boussinesq
equations

The optimization of complex systems in engineering is a crucial aspect that
encourages and promotes research in the optimal control field. For flow
control or optimization, we mean the attempt to control the mechanical
and/or the thermodynamic state of a fluid to achieve desired purposes.
Thus, optimization problems have three main ingredients. First, there is
the objective, which is the reason why we want to control the flow. There
are many objectives of interest in engineering applications, i.e. flow match-
ing, drag minimization, enhancing or reducing turbulence. Mathematically,
such an objective is expressed as a cost or objective functional. Next, there
are controls or design parameters. We can have boundary controls, such as
injection or suction of fluid [85] and heating or cooling temperature controls
(86, 87, 88]; distributed control such as heat sources or magnetic fields [26];
lastly, shape controls such as geometric domains [89]. Finally, there exist
constraints that determine what type of flow one is interested in, for exam-
ple, viscous or inviscid flow, compressible or incompressible flow, stationary
or time-dependent flow. Mathematically, the constraints are expressed in
terms of a specific set of partial differential equations for the state variables.
We can also have constraints motivated by practical necessities. The opti-
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mization problem is then to find state and control variables that minimize
the objective functional, subject to the requirement that the constraints are
satisfied [25].

Liquid metals are widely studied as coolant fluids in Generation IV nu-
clear reactors or concentrating solar power plants. In the design of engineer-
ing devices such as heat exchangers, nuclear cores, and primary or secondary
circuit pipes, optimization techniques can be used to find the optimal wall
temperature or wall-normal heat flux to achieve specified objectives, as a
target mean temperature, a velocity profile or a certain turbulence enhance-
ment/reduction. In particular, we focus on applications in which buoyancy
forces have a strong influence on the flow, such as in lead-cooled fast reactors
(LFR). The thermodynamic properties of lead allow a high level of natu-
ral circulation cooling in the primary system of an LFR. For core cooling,
LFR designs are generally characterized by the existence of strong natural
circulation characteristics, during both operation and shutdown conditions
[21]. In this framework, we focus on the optimal control of buoyant flows.
Firstly, we study optimal control problems for thermally convected flows
considering the Boussinesq system of equations, i.e. the coupled Navier-
Stokes and temperature equations. This example is useful to introduce the
adjoint method for optimal control. Then, to consider a more realistic model
of the flow in a heat exchanger or nuclear core, we will consider the role of
turbulence and the mathematical complexity that turbulence introduces in
Chapter 5.

The structure of the Chapter is the following. First, we introduce some
functional spaces, their norms, and some bilinear and trilinear forms that
are used to express the weak formulation of the partial differential equa-
tions. Then, we formulate the optimization problem considering three dif-
ferent control mechanisms, which are Dirichlet boundary control, Neumann
boundary control, and distributed control. For each case, we aim to study
the optimal control problem from a mathematical point of view. To do
so, we present the weak form of the boundary value problem and prove
the existence of a solution. Then, we state the optimization problem and
we claim the existence of an optimal solution. We use the method of La-
grange multipliers and we show that suitable Lagrange multipliers exist.
Finally, we obtain the optimality system and we propose a numerical algo-
rithm for the solution of such a system. After the mathematical analysis, we
show some numerical results obtained considering the three different control
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mechanisms and varying the objectives.

4.1. Notation

We introduce some functional spaces and their norms. We use standard
notation H*(O) for Sobolev space of order s with respect to the set O,
which can be the flow domain Q2 C R", with n = 2, 3, or its boundary I" or
a part of it. Of course, H°(O) = L?*(O). Corresponding Sobolev spaces of
vector-valued functions will be denoted by H*(Q). Of special interest is the
space

%ELz(Q) fori,jzl,...,n}

H'(Q) = {vi e 1) 5

and the subspace
H} (Q) = {ve H'(Q)lv=0onT,},

where T'; is a subset of I.  Also, we write H{(Q) = H{(Q). Let HF (Q)
denote the dual space of Hf- (€2). Note that H (Q2) is a subspace of H™(Q2),
where the latter is the dual space of H}(€2). We define the space of square
integrable functions having zero mean over 2 as

L2(Q) = {q € LQ(Q)‘/ gdx = o} .
Q
We also define the solenoidal spaces
V={veH(Q)|V-v=0}, Vo={veH}Q) |V -v=0}.

It is well known that V and V| are separable Hilbert spaces [90]. A Hilbert
space is separable if and only if it admits a countable orthonormal basis.

Norms of functions belonging to H™(QO) are denoted by || - ||m.0. We define,
for (fg) € L'(O) and (u-v) € L'(O)

(fag)oz/ofng, (u,v)o:/ou'vdx.

Whenever possible, we will neglect the domain label. Thus, the inner prod-

uct in L?(Q) and L%(Q2) are both denoted by (-,-). This notation will also

be employed to denote pairings between Sobolev spaces and their duals.
We will use the bilinear forms

a(u,v) = /QVu : Vvdx Vu,v e H'(Q), (4.1)
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Mney54VT-vwx VT,0 € H'(Q), (4.2)

b(u,q) = — /Q qV - udx Vg € L3(Q),Yu € H'(Q), (4.3)
and the trilinear forms

c(w,u,v) = /QW -Vu-vdx Vw,u,veH(Q), (4.4)

c(w,T,0) = /Q w-VT0dx  YweHY(Q),VT,0 € H'(Q). (4.5)

These forms are continuous in the sense that there exist constants c,, ¢, and
¢. such that

|a(u, v)| < col[ulls[[v]; vu,v e H(Q), (4.6)
a(T,0)] < cal T 161 VT,0 € H'(Q), (4.7)
b(w, )| < collvllllallo Vg € Lj(Q), Vv € H'(Q), (4.8)
le(w, u,v)| < cwlifullifvllh  Vw,u,veHY(Q), (4.9)
e(w. T,6)] < e wil | TILllol: Vw € H'(Q),VT.0 € H'(Q). (4.10)
Moreover, we have
c(u,v,v) =0 Yue V,vv e H(Q), (4.11)
c(w,T,T)=0 Yue V,VT € H'(Q). (4.12)
Furthermore, we have the coercivity properties
a(v,v) > Cllv|i vv € HY(Q), (4.13)
o(T,T) > C,|T]2 VI e H'(Q), (4.14)
and
b(v,
ap "D gl vge @), (4.15)

v#0€H} () vl

for some constants C, and Cj, > 0.

4.2. Optimal control of Boussinesq equations

In this chapter, we aim to study optimal control problems for station-
ary incompressible flows in mixed or natural convection regime. In this
application, the dependence on the temperature field cannot be neglected
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in the Navier-Stokes equation. Thus, temperature and velocity fields are
mutual dependent through buoyancy forces and advection. These flows are
governed by the Boussinesq equations derived in Chapter 1

Vou=0 in Q, (4.16)
u-Vu+Vp—vAu=1f— pgT in €, (4.17)
u-VT —aAT =Q in Q. (4.18)

where € is a regular bounded open set in R%, d = 2 or 3 with boundary
I'. We have dropped the Einstein notation and we have indicated with A
the Laplace operator V-V = V2 = A. In (4.16)-(4.18), u, p and T denote
the velocity, pressure and temperature fields, while f is a body force, @ is
a heat source and g is the gravitational acceleration. The coefficients «a, v
and 3 are the fluid thermal diffusivity, kinematic viscosity and coefficient of
expansion respectively. The system (4.16)-(4.18) is closed with appropriate
boundary conditions on 0f2. For the velocity field we set a Dirichlet bound-
ary condition, while for the temperature we consider a mixed boundary

condition
u=w on 0f2,
T =g only, (4'19)

OKVT -n = gtm, on FTL7

where I'y and T',, indicate boundaries where Dirichlet and Neumann bound-
ary conditions are respectively applied, with I'y U T, =" = 0.

We formulate our control problem as a constrained minimization of the
following objective functional

T(u,T) = %/ﬂ I — ug[2dx + %/Q T — Tyf2dx, (4.20)
d d

with the Boussinesq equations (4.16)-(4.18) as constraints. In (4.20) the
functions uy and T} are given desired velocity and temperature distributions.
The terms in the functional (4.20) measure the L?(Q) distance between the
velocity u and the target field ug, and/or between the temperature 7" and
the target field T;. The non-negative penalty parameters «, and ag can
be used to change the relative importance of the terms appearing in the
definition of the functional. If a,, = 0 we have as objective a temperature
matching case, if ar = 0 we consider a velocity matching case. The control
can be a volumetric heat source, a boundary temperature, or a heat flux. In
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all these cases, the control has to be limited to avoid unbounded solutions.
To do so, we can add a constraint limiting the value of the admissible control,
or we can penalize the objective functional 7 adding a regularization term.
With this second approach, we do not need to impose any a priori constraints
on the size of the control. Let ¢ be the control belonging to a Hilbert space
H*(0O), we can then define a cost functional

Ju,T,c) = %/Q lu — ug)?dx + %/ﬂ T — Ty|*dx+ (421)
d d .

+Allellms0)

where the last term contains the H*(O)-norm of the control ¢ penalized
with a parameter A. The value of the parameter A\ is used to change the
relative importance of objective-terms and cost-terms. The real goal of the
optimization is to minimize the first terms appearing in (4.21).

4.2.1. Dirichlet boundary control

In a Dirichlet boundary control problem, we aim to control the fluid
state acting on the temperature on a portion of the boundary I'. C I'y. The
boundary condition reported in (4.19) can be written in this case as

u=w on 0f2,
T:gt OIlFi,

(4.22)
T:gt—l-Tc ODFC,

QVT -Nn = gt,’n on Fn 5

where I' = Iy~ T'.. In (4.22) ¢, ¢, and w are given functions, while 7}, is
the control. Thus I'; and I'. denote the portions of I'; where temperature
control is and is not applied, respectively. The cost functional is given as
follows

j(u,T,Tc):%/ |u—ud|2dx+%/

T — Ty|*dx+
Qq Qq

) (4.23)
+3 [ (T + 9.,

where V, denotes the surface gradient operator, i.e. Vyf := Vf—n(n-Vf).
The cost contribution measures the H'(T'.)-norm of the control T..
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Weak formulation

The weak form of the boundary value problem (4.16)-(4.18) and (4.22) is
given as follows: find (u,p,T) € H(Q) x L3(Q) x H'(Q) such that

b(u,q) =0 Vg € LA(Q),
va(u,v) + c(u,u,v) +b(v,p) = (f,v)+
— B(eT,v) Vv e HY(Q), (4.24)
aa(T, ¢) +c(w, T, ) = (Q,¢) + (gn ¥)r, Vo € Hy (),
(T, s7)ry = (91, sT)r, + (1ey ST, Vsp € HV3(Ty).

One may compute the normal heat flux on I'; as
¢ =—aVT -n|p,. (4.25)

The existence of the solution of the system (4.24) has been proved in [37].
Here we report the cited theorem.

Theorem 4.1. For every g, € HY(T;), T. € H'(T.), gin € L*(T,), Q €
L*(Q), f € L*Q), w € HY(I"), the Boussinesq equations (4.24) have a
solution (u,p,T) € HY(Q) x HY(Q) x L3(Q). Moreover if (u,p,T) is a
solution of (4.24), then (u,p,T) € VNH?*(Q) x LA(Q)NH'(Q) x H*(Q2)(1 <

s < %) and there is a continuos function Py for each s such that

[alla + [Iplls + 1Tl < Pellfllo + 1Qllo + llgenllor, + llgellr+ (4.26)
el + [Iwllr) -

Proof. The proof of this result can be found in [87]. O

The optimization problem and existence of optimal solution

We state the optimal control problem. We look for a (u,p, T, T.) € H'(Q) x
L3(Q)) x HY(Q) x H}(T.) such that the cost functional (4.23) is minimized
subject to the constraints (4.24). The admissible set of states and controls
is

Uoa = {(u,p, T, T) € H'(Q) x L(Q) x H'(Q) x Hy(T) :

, (4.27)
J(u,T,T.) < oo and (4.24) is satified. }



128 Chapter 4. Optimal control of Boussinesq equations

Then (1, p, T, Tc) € U,y is called an optimal solution if there exists € > 0
such that

A

T, p,T,7T.,) < T(u,p,T,T.) Y(u,p,T,T.) € Uy satisfying
la—ll +[lp—pllo + 1T = Tl + |1 T2 — Tellir. < €.

(4.28)

We now show that an optimal solution exists.

Theorem 4.2. Let U,q be not empty. There exists at least one optimal
solution (1, p, T, TC) € U,g.

Proof. The existence of an optimal solution can be proved based on standard
techniques. Let {u™, p(™ T T} be a sequence in U,y such that

lim J(u™,p™, 70 Ty = inf  J(v,q,S,2). (4.29)

n—00 ¢ (quasvz)euad

By the definition of U,; we have

b(u™, q) =0 Vg € L(),
va(u™,v) 4+ c(u™ u™ v) + b(v,p™) =

= (f,v) — B(gT™,v) Vv € Hy(9Q), (4.30)
aa(T™, @) + (™, T™, ) = (Q, ¢)+ '

+ (gtms 91, Vi € Hy,(Q),

(T™, s)r, = (g6, 57)r, + (T, s7)r, Vsr € H'2(Ty).

By (4.23) and (4.27) we can see that {||7|,r,} is uniformly bounded.
Also by (4.26) we have that {|[u™]|,}, {|[p™|lo} and {||T™]} are uni-
formly bounded. We may then extract subsequences {u(”), p™, T Tc(”)}
converging to (1, p, T, Tc)

T T, in Hy(Te),
u™ —~q in H(Q), and Vu™ — Via in L*(Q),
™ ~ T in H'(Q), and VI'™ — VT in L*(Q),
p" = p in Lg(Q),
u™ — in L2(Q),

T — T in L3I,

u™|p — dlp in L*(I).
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The symbols of full and half arrows denote strong and weak convergence [37].
The last two convergence results above follow from the compact embeddings
H'(Q) ¢ L*(Q) and H'/*(T'.) ¢ L*(T'.). We may pass to the limit in (4.30)
to determine that (1, p, T, Tc) satisfies (4.24). Indeed, the only troublesome
term passing to the limit is the nonlinearity ¢(-, -, ). However, note that

e, u,v) = [0 vds — [ Tv-uax, (4.31)
r Q

Vv € C>(9), where Q indicates the closure of . Since u™ — @ in L(Q)
and u™|p — 1r in L2(T), we have that

lim c(u™ u" v) = /(ﬁ-n)ﬁ-vds—/ u-Vv-udx = ¢(t,0a,v), (4.32)

Vv € C*(Q). Since C"X’( ) is dense in H'(2) we also have that

Jim c(u™ V) =c(,a,v), vv e HY(Q). (4.33)
Thus, (Q, p, T, TC) satisfies (4.24). ]

The existence of Lagrange multipliers

We wish to use the method of Lagrange multipliers to turn the constrained
optimization problem (4.27) into an unconstrained one. We first show that
the suitable Lagrange multipliers exist. Now we consider all the constraint
equations and the functional in two mappings in order to study their differ-
ential properties. It is convenient to define the following functional spaces

B, = H'(Q) x L3(Q) x H'(Q) x HY(T,) x H3(Ty), (4.34)
B, = H1(Q) x L2(Q) x H(Q) x HZ(T,), (4.35)
B; = HL(Q) x L2(Q) x H'(Q) x HY(T,) x H%(Ty) . (4.36)

Let M : By — By denote the generalized constraint equations, i.e. M(z) =
1l for z = (u,p,T,T.,q,) € By and (13, 12,13,14) € By if and only if

va(u,v) + c(u,u,v) +b(v,p) — (£, v)+

+ B8(gT,v) = (L, v) VVGH%(Q),

b(u,q) = (l2,9) Vg € Lg(Q) ,

aa(T, ) +c(u, T, ) — (Q, ) = (g )T+ (4.37)
— (Gn, w)rc = (I3, ) Vo € Hr, (Q),

(T, s7)r, — (g, 57)r, — (Te, ST)r, =
= (147 ST)Fd \V/ST c H71/2(Fd) .
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Thus, the constraint (4.24) can be expressed as M(u,p, T, T.,q,) = 0. Let
(4, p,T,T.) € HY(Q)x L2(Q) x HY(Q) x H}(T',) denote an optimal solution in
the sense of (41.28). Then, consider the nonlinear operator N : B; — R x B,
defined by

J(w,T,T.) - J(@0,7T,T.) ) . (4.38)

N(u,p,T>TC’q"):< M(u,p,T, T, qn)

Given z = (u,p,T,T.,q,) € By the operator M’'(z) : B3 — By may be
defined as M'(z) -z =1for z = (u,p,T,T;,G,) € By and 1 = (I, 1o, I3, 1y) €
B, if and only if

va(iL,v) + o(fL u,v) + o(u, 8, v) + b(v, )+

+6(eT,v) = (11, v) vv € Hy(Q),
b(a, q) = (I, Vg € L§(92),
(U, q) = (i q~) ) q € Ly(Q) (4.39)
aa(T, ) +c(, T, ¢) + c(u,T, )+
— (G, )1, = (I3, ) Vo € Hy (),
(T, s7)r, — (Te, s7)r, = (la, 57)1, Vsp € HY3(Ty).

The operator N'(z) : B; — R x By may be defined as N'(z) - z = (a,1) for
a € R if and only if

ay(u—ug,a)g, +ar(T — 14, T)a,+
+ M., T)r. + MV 1.,V T)r, = a
va(a,v) + c(u,u,v) + c(u,a,v) + b(v,p)+

+B(gT,v) = (I, v) Vv € H(Q),
b(@, q) = (I, q) Vg € L3(Q),
aa(T,¢) + c(a,T,¢) + c(u, T, o)+

= (G @)r. = (3, 0) Ve € HE(9),
(T, s7)r, — (Te, s7)r. = (la, 57)r, Vsp € HY2(Ty).

The differential operator M’ is rather complex. Many equations in this
operator are non-coercive elliptic equations with advection term driven by
the velocity field u € H*(Q2). The existence result for this class of equations
can be obtained not in the Lax-Milgram setting, but by using a Leray-
Schauder Topological Degree argument. In order to deal with these equa-
tions, we introduce the following theorem.
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Theorem 4.3. Let 2 C R"™ be a bounded open subset with boundary I'. Let
'y C T be a set with positive measure and I'y, CT' . T'y. Consider
~V - (ATVy) +(u-V)y+by=f in Q
Y =1 on 'y (4.40)
ATVy -n =y, onl,,
with b € L™/?(Q),b > 0 a.e. on Q, u € L™(Q), and f € HL (Q) where

n., = n when n > 3, n, €|2,00[ when n = 2. If A is a function which
satisfies these two properties:

1. Jas > 0 such that A(z)E - € > axlé|* for a.e. x € Q and for all
£ e R
2. 3A4 > 0 such that |A(z)| < Aa for a.e. x € Q;
then, there exists a unique solution y € H*(Q) of (4.40).

Proof. The proof of this result is based on a Leray-Schauder Topological
Degree argument and can be found in [91]. O

Lemma 4.1. Let zg € By. Then we have that

1. the operator M'(zo) has closed range in Ba,

2. the operator N'(zg) has closed range but is not onto in R x Ba,

Proof. In order to proof 1. we can split the range operator M’(zg) in a
product of range spaces for all its components and apply well known re-
sults. The range operator M’(zy) can be split into the Navier Stokes and
temperature equations. First, let us consider the Navier Stokes derivative
operator

va(a,v) + c(u,u,v) + c(u,a,v)+

_ b(v.p) = ki, v) v e (@), (4.41)
(IT,V) = —5(gT,V) + (117V) Vv € Hé(Q) )
b(w, q) = (l2, q) Vg € LA(Q),

The question of the closeness of the range (If,15) in H™1(Q) x L3(Q) of
(4.41) is discussed in many papers, see for examples [92]. Since z, is an
optimal solution, 7" and ¢, solve the equations

aa(T, ) +c(w, T,¢) — (G, @)r. = (5, 9) Vo € HL (),

~ 5 (4.42)
(T, s7)r, = (L1, s7)ry Vsp € HV2(T,),
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with
5, 0) = (s, ) — c(@, T, ¢) Vi € Hr (),
(@, s7)r, = (To, s7)r. + (L, s7)r, Vsp € HV2(Ty).

For (I3,11) € HE(Q) x HY2(T,) we have (I5,15) € HY(Q) x HY*(Ty). By
using the result in Theorem 4.3 for each (I3,1;) we have a solution and

(4.43)

therefore the range of the mapping M'(z,) for the energy equation is onto.
Starting from 1., the proof of 2. can be found easily by using the standard
techniques in [92, 93]. O
Theorem 4.4. Let z = (4,5, T, 1., 4,) € HY(Q)x L2(Q) x H' () x H}(T.) x
H=Y2(T,) denote an optimal solution in the sense of (4.28). Then there
exists a monzero Lagrange multiplier (A, ﬁa,ﬁa,Ta,cja) € R x B} satisfying
the FEuler equations

AT (0T, T.) -7+ ((Qa, Pa Ty da), M'(2) -Z) =0, VZe By (4.44)
where (-, ) denotes the duality pairing between By and BY.
Proof. From Lemma 4.1, we have that the range of N'(2) is a closed, proper
subspace of R x B,. Then, from the Hahn-Banach theorem, there exists a
nonzero element of R x B} that nullifies the range of N’(z). Then, there
exists (A, U, Pa, Ta, da) € R x B such that

<<67117 ’le: Zi’n le)a (A7 ﬁaaﬁav Taa Cja» =0

S (4.45)
V(a,ly, 2, 13,14) belonging to the range of N'(z).

Note that A # 0 since otherwise we would have that ((L,l;,l;,,l;), (U4, Pa,
Ta,qa)) =0 for all 1 € By. This would imply (ﬁa,ﬁa,fa,c]a) = 0 contra-
dicting the fact that (A, Qq, Pa, 1., Ga) # 0. Clearly, using the definition of
N'(z), (4.44) and (4.45) are equivalent. O

The optimality system

Dropping the (%) notation for optimal solution, we derive now the optimality
system using (4.44). The Euler equations (4.44) are equivalent to

o, A(u —ug, 0)q, + ar AT — Ty, T)a, + AT, T,)r.+
+ ANV T, VT, + b(1, pa) + va(li, u,)+
+ c(@,u,u,) + b(ug, p) + c(u, w,u,) + 3(gT, u,)+  (4.46)
+ aa(T,T,) + ¢(, T, T,) + c(u, T, T,) — (Go, Ta)r.+
+ (T, qa)r, — (T, ¢a)r, = 0.
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By extracting the terms involved in the same variation and setting A = —1
we obtain the following equations
b(u,,p) =0, Vp e L(Q)
va(u,u,) + c(u,u,u,) + c(,u,u, )+
+b(0, pa) = ay(u—ug,0)g,+
—c(w;T,T,), Vi € H () (4.47)

= —(BgT,w,) + ar(T — Ty, T)q,, VT € H}(Q)
(Taa Cjn)f‘c =0, Vg, € H_l/Q(FC)

and the control equation
/\I(Tw Tc)Fc + /\l(vsTCa Vsj:’c)l“c + (Qa7 T())Fc =0 ) (448)

VT, € H(T.) with ¢, = —aVT, - n|r, on I'.. The necessary conditions for
an optimum are that equations (4.24) and (41.47) are satisfied. This system
of equations is called optimality system. Integrations by parts may be used
to show that the system constitutes a weak formulation of the boundary
value problem for state equations

V-u=0 in 0,
u-Vu+Vp—vAu=1f—pgl inQ,
u-V7T —aAT =Q in 2,
u=w onl", (4.49)
aVT -nlr, = gin onl,,
T'=g on I';,
T =g +1 on [,

and adjoint equations

V-ou, =0 in 2,
u, - (Vu)! —u-Vu, + Vp, — vAu, =

=-TVT, + a,(u—uy) in Q,
—aAT,—u-VT,=—-pg-u,+ar(T—-T;) inQ, (4.50)
u, =0 onl,
VT, -nlr, =0 onl),,

T, =0 only,
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and control equation

O{VTa -njr,
A

T.=0 on JI'.,

— AT+ T, — =0 onT,,

(4.51)

where A, denotes the surface Laplacian. The optimality system in the
strong form consists of the Boussinesq system (4.49), the adjoint of Boussi-
nesq equations (4.50) and the control equations (4.51).

Numerical algorithm

The optimality system consists of three groups of equations: the state equa-
tions (4.24), the adjoint state equations (41.47) and the optimality conditions
for T, (4.48). Due to the non-linearity and large dimension of this system,
a one-shot solver cannot be implemented. We may construct an iterative
method to iterate among the three groups of equations so that at each iter-
ation we are dealing with a smaller size system of equations. We consider a
gradient method for the solution of the optimality problem and the gradient
of the functional is determined with the help of the solution of the adjoint
system.

Let us consider the gradient method for the following minimization prob-
lem: find T, € Hg(T.) such that F(T,) := J(u(T.),T(T.),T.) is minimized.
Given T?), we can define the sequence

() AF (TSM) 7
d (n)

c

T =1 ) (4.52)

recursively, where p(™ is a variable step size. Let 7. be a solution of the
minimization problem, thus the following necessary condition holds
dF(T,) dJ((T,),T(T.),T.)

o/ . =0, (4.53)
di., df,

then at the optimum state the equality 7/"*") = T™ holds. For each fixed
T., the Gateaux derivative (dF(T.)/dT.)-T. for every direction T, € H*(T,)
may be computed

dF(T,) - . . _
T =NV, VT )r, + M1, To)r, + a(u —ug,u

+ O4T(11 - Tda T)Qd ;
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where 1 and T are the solution of M'(z) -z = 0, that is

b(1,q) =0 Vg e LX(Q),
va(u,v) +c(u,u,v) + c(u,u,v) + b(v,p) =
= —B(gT,v) Vv eHL\Q),  (4.55)
aa(T, @) + (@, T, ¢) + (0, T, ¢) = (Gn,)r. Ve € H (),
(T, s7)r, — (Te, s7)r, =0 Vsp € H-VA(T,).

Let (u,p,T,q,) € HY(Q) x L3(Q) x H'(Q) x H~'/%(T.) be the solution
of the state problem (4.24) and let (U4, pa,Tu,q.) € H(Q) x LE(Q) x
H} (Q) x HY2(T',) be the solution of the adjoint problem (4.17). Set-
ting (v,4, 0, 57) € H(Q) x L3() x HA(9) x H-(,) equal o (1, po.
T, qa) € HY(Q) x L3(Q) x HE (Q) x HY/2(T',) in (4.55) we have that

b(W, pa) = 0 Vpa € LE(Q),
va(u,u,) + c(u,u,u,) + c(u, 1, u,)+
+b(u,, p) = —B(gT, u,) Vu, € Hy(Q),

~ . ~ (4.56)
aa(T,T,) +c(u,T,T,) + c(u,T,T,)+
= (Gn, Ta)r. =0 VT, € H%Z(Q),
(Ta qa)Fc - (fca qa)FC =0 VQa S H71/2(Fc) .
Comparing (4.56) and (4.47), we find that
Oéu(u — Ugq, ﬁ)Qd + OéT<T - Td, T)Qd = (fc, qa)rc . (457)
Thus, the Gateaux derivative may be computed as
dF(T.) =~ - ~ -
d;” ) ’ Tc = )\(VsTca VSTC)FC + )\(Tm TC)FC + (Tca qa)Fc ) (458)
or
dF (T,
];; ) = -ANAT. + NI+ q, - (4.59)

The optimization algorithm is reported in the following.

a) Initialization:
1. choose tolerance 7 and T9; set n = 0 and p© = 1;

2. solve for (u(o),p(o),T(O)) from (4.24) with T, = TC(O);
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3. evaluate J© = 7(u®, 7O T) using (4.23);
b) main loop:

1. setn=n+1;

2. solve for (u™, p™ T(™)) from (4.47);

3. solve for T™ from

c Cc

() _ pln-1) _ p(m( _ AT Ty

. (4.60)
+*VT(§TL) -1 Fc> s
A
or
LA T — A e
—p(")( —ATIY 4T (4.61)

+SVT. n|pc> .

4. solve for (u™ p™ T™) from (4.24) with T, = T";
5. evaluate J™ = J(u™, 7™ T(M) using (4.23);
i) if 7™ > F70= set p(™ = 0.50(" and go to step b) 3.;
i) if 7 < 70D set p*) =1 and go to step b) 1.;
iii) if 7™ — FC=D|/|T™] < 7 stop.

In the algorithm we propose two forms, (4.60) and (41.61), for the control
update. With (4.61), we enforce the belonging of T, to H}(T.) and we give
more regularity to the control.

4.2.2. Neumann boundary control

In a Neumann boundary control problem, we aim to control the state by
acting on the heat flux on a portion of the boundary I'. C I',,. The general
boundary conditions reported in (4.19), can be written in this case as

u=w on 0f2,
T= only,

g ; (4.62)
aVT-n=g., onl;,

aVT -n=h onl.,
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where I'; = I', N\ T'e. In (4.22) ¢+, g+, and w are given functions, while A is
the control. Thus I'; and I'. denote the portions of I',, where the control is
applied or not, respectively.

The cost functional is given as follows

T, T,h) = %/ |u—ud|2dx+@/ T — Ty2dx+
2 Joy, 2 Jo, (4.63)
\ .
+f/ Ih|2dx .
2 Jr.

The cost contribution measures the L?(T'.)-norm of the control h.

Weak formulation

The weak form of the boundary value problem (4.16)-(4.18) and (4.62) is
given as follows: find (u,p,T) € H(Q) x L3(Q) x H'(Q) such that

b(u,q) = 0 Vg € Lj(Q),
va(u,v) + c(u,u,v) + b(v,p) = (£, v)+

— B(gT,v) Vv e HY(Q),  (4.64)
aa(T, @) +c(u, T, ) = (Q,¢) + (gun, P)r, +

+ (h,9)r. Vo € HE ().

The existence of the solution of the system (4.64) can be easily derived from
Theorem 4.1 and has been proved in [23].

The optimization problem and existence of optimal solution

We state the optimal control problem. We look for a (u, p, T, h) € H'(Q2) x
L3(Q) x H'Y(Q) x L*(T.) such that the cost functional (4.63) is minimized
subject to the constraints (4.64). The admissible set of states and controls
is
Uag = {(u,p, T, h) € H'(Q) x L§(Q2) x H'(Q) x L*(T.) : 65
J(u,T,h) < oo and (4.64) is satified.} (4.65)

A

Then (4,9, T, h) € Uyq is called an optimal solution if there exists € > 0

such that
J (0,5, T,h) < T(w,p,T,h) V(u,p,T,h) € Usg satistying (4.66)
lu =G|l +|lp = dllo + |7 = Tl + || — hllor. <. .

We now show that an optimal solution exists.
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Theorem 4.5. Let U,q be not empty. There exists at least one optimal
solution (1, p, T, fz) € Uyg.

Proof. Let {u®™ p™ T™ hM} be a sequence in U,q such that

lim J(u®™, p™, 70 ™y = inf  T(v,q,85,2). (4.67)

n_>w (vaqﬂsaz)euad

By the definition of U,4; we have

b(u™,q) =0 Vg € Lj(Q),
va(u™,v) 4+ c(u™ u™ v) + b(v,p") =

= (f,v) — B(gT™,v) Vv € H(Q), (4.68)
aa(T™, @) + c(u™, T™ ) = (Q, p)+

+ (gems 0)r, + (W™, @), Vi € Hy (),

By (4.63) and (4.65) we easily see that {||h™||or,} is uniformly bounded.
Also, by (4.26) we have that {|[u™]}, {|lp™ o} and {||7;} are uni-
formly bounded. We may then extract subsequences {u™, p T pM}
converging to (1, p, T, iL)

A~ h in L2(T,),
u™ — in H(Q), and Vu™ — Via in L*(Q),
T ~ T in H(Q), and VI™ — VT in L*(Q),
" —p in Lj(Q),
u™ = a in L*(Q),

T — Tp in L*(T),

u™|p — 4p in L*(I) .

We may pass to the limit in (4.68) to determine that (i, p, T, ]Al) satisfies
(4.64). O
The existence of Lagrange multipliers

Also for the Neumann control, we consider all the constraint equations and
the functional in two mappings in order to study their differential properties.
The following functional spaces are now defined

B, = H(Q) x L2(Q) x H'(Q) x L*(T.), (4.69)
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B, = H'(Q) x L§(Q) x HE(Q), (4.70)
B; = H)(Q) x L§(Q) x H (Q) x L*(T,) . (4.71)

Let M : By — B, denote the generalized constraint equations, i.e. M(z) =1
for z = (u,p,T,h) € By and 1 = (13, 15,13) € By if and only if

va(u,v) + c(u,u,v) +b(v,p) — (f,v)+

+ B(gT,v) = (1, v) Vv € HL(Q),
b(u, q) = (l2,q) Vg e LA(Q), (4.72)
aa(T, o) +c(u, T, ) = (Q,¢) — (gen: P)r.+

= (h,o)r. = (I3, ) Vo € HY ().

Thus, the constraints (4.64) can be expressed as M(u,p,T,h) = 0. Let
(4, p, T, h) € HY(Q) x L2(Q) x H'(Q) x L*(T,) denote an optimal solution in
the sense of (1.66). Then, consider the nonlinear operator N : B; — Rx B,
defined by

J(u,T,h) — J(&,T,h) ) . (4.73)

M(u,p, T, h)
Given z = (u,p, T, h) € By the operator M'(z) : By — By may be defined
as M'(z)-z=1forz = (a,p,T,h) € B and 1 = (1, 13,13) € By if and only
if

N(u,p,T,h) = (

va(a,v) + c(u,u,v) + c(u,a,v) + b(v,p)+

+B(gT,v) = (11, ) Vv € Hi(Q),
b(1, q) = (I2,9) Vge L3(Q),  (4.74)
aa(T, @)+ c(@, T, ¢) + c(u, T, ) = (h, o)r, =

= (I3, ¢) Ve € Hp (Q).

The operator N'(z) : B; — R x By may be defined as N'(z) -z = (a,1) for
a € R if and only if
o (U —ug, ), + ap(T — Ty, T)a,+
+ M (h, R, =a
va(u,v) + c(u,u,v) + c(u,a,v) + b(v,p)+
+ BT, v) = (1;,v) Vv e HY(Q),  (4.75)
b(1, q) = (I2,q) Vg € LA(Q),
aa(T, @) + (@, T,¢) + c(u. T, ) — (h,@)r. =

= (I3,¢) Vo € Hy ().
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Lemma 4.2. Let zg € By. Then we have that
1. the operator M'(zy) has closed range in Ba,
2. the operator N'(zg) has closed range but is not onto in R x Ba,

Proof. The proof follows standard techniques, see the Proof of Lemma 4.1.
O

Theorem 4.6. Let 2 = (i, p,T,h) € HY(Q) x L2(Q) x H'(Q) x L*(T,)
denote an optimal solution in the sense of (1.66). Then there exists a
nonzero Lagrange multiplier (A,ﬁa,ﬁa,fa) € R x B3 satisfying the Euler
equations

AT (0, T, h) -7+ ((Qa, Pa, T), M'(2) - Z) =0, Vze By (4.76)
where (-, ) denotes the duality pairing between By and BY.

Proof. From Lemma 4.2, we have that the range of N'(2) is a closed, proper
subspace of R x B,. Then, from the Hahn-Banach theorem, there exists a
nonzero element of R x B} that nullifies the range of N’(2). Then, there
exists (A, ﬁa,ﬁa,f’a) € R x B} such that

<(aaT17l~2>l~3)7 (Aa ﬁaaﬁaa Ta)> =0

A (4.77)
V(a, 1y, l2,13) belonging to the range of N'(z).

Note that A ;é 0 since otherwise we would have that ((L,l;,l;,), (U4, Pa,
T,)) = 0 for all 1 € B,. This would imply (i, pa, 7,) = 0 contradicting the
fact that (A, 4, Pe, Ty) # 0. Clearly, using the definition of N'(z), (4.76)
and (1.77) are equivalent. O

The optimality system

Dropping the (%) notation for optimal solution, we derive now the optimality
system using (4.76). The Euler equations (4.70) are equivalent to

o, A(u — ug, 0)g, + ar AT — Ty, T)a, + Ay (h, h)p,+
+ (1, p,) + va(d, u,) + c¢(0,u,u,) + b(u,, p)+
+ c(u, 0, u,) + B(gT,u,) + aa(T, T,) + c(u, T, T,)+
+e(u,T,T,) — (h,T,)r, = 0.

(4.78)
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By extracting the terms involved in the same variation and setting A = —1
we obtain the following equations

b(uar ) =0, vp e 13(9)
va(a,u,) + c(u,u,u,) + (U, u,u,) + b(1, p,) =

= ay(u—ug,)g, —c(w;T,7,), va € Hy(Q) (4.79)
aa(T,T,) + c(w, T, T,) = —(BgT, u,)+

+ap(T =Ty, T)a, , VT € Ht (D)

and the control equation
A(h, h)r, + (h, Ty)r, = 0, (4.80)

for all h € L*(T.). The necessary conditions for an optimum are that
equations (4.64) and (4.79) are satisfied. This system of equations is called
optimality system. Integrations by parts may be used to show that the
system constitutes a weak formulation of the boundary value problem

V-u=0 in 2,
u-Vu+Vp—vAu=~f—-p5gT inQ,
u- VT —aAT =Q in
u=w on I, (4.81)
aVT -nlr, = gin on I';,
aVT -nlr, =h onTl,,
T'=g on Iy,

and adjoint equations

V-u =0 in €,
u, - (Vu)! —u-Vu, + Vp, — vAu, =
=-TVT, + a,(u —uy) in Q,
—aAT, —u-VT,=-pg-u,+ap(T—T;) inQ, (4.82)
u, =20 on I,
VT, -nlr, =0 onl,,
T,=0 on 'y,
and control equation
h:—g on .. (4.83)
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The optimality system in the strong form consists of the Boussinesq system
(4.81), the adjoint of Boussinesq equations (4.82) and the control equations
(4.83).

Numerical algorithm

Let us consider the gradient method for the following minimization problem:
find h € L*(T.) such that F(h) := J(u(h),T(h),h) is minimized. Given
R, we can define the sequence

o AF ()

(n+1) _ p(n) _
P = R =

(4.84)

recursively, where p(™ is a variable step size. For each fixed T, the Gateaux
derivative (dF(h)/dh) - h for every direction h € L*(T.) may be computed

dF(h) ~ > ~ 7
diz) -h = A(h,h)r, + ay(u —ug, 0)q, + ap(T — T4, T)g,,  (4.85)

where 1 and T are the solution of M'(z) -z = 0, that is
b(d, q) =0 Vg € L3(Q),
va(,v) + c(u,u,v) + c(u,a,v) + b(v,p) =
— —(eT\v) vv € HY(©),
aa(T, ) +c(@, T, ¢) + c(w, T, ) = (h,¢)r. Yy € HE,(Q).

(4.86)

Let (u,p, T) € H () x L3(2) x H'(Q) be the solution of the state problem
(4.64) and let (ug, pe, Ta) € H(Q) x L§(Q) x HE () be the solution of
the adjoint problem (4.79). Setting (v,q,¢) € Hj(Q) x L§(Q) x Hy, (Q)
equal to (g, pa, T,) € HE(Q) x L§(Q) x H (Q) in (4.55) and comparing the
resulting equation with (4.79), we find that

(U —ug, W), + ap(T =Ty, T)a, = (h, Ty)r, . (4.87)
Thus, the Gateaux derivative may be computed as
dF(h) T,
—~=h+—. 4.
7 + 3 (4.88)

The optimization algorithm is then given as follows

a) Initialization:
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1. choose tolerance 7 and h(?; set n = 0 and p(® = 1;
2. solve for (U@, p© T©) from (4.64) with h = h®;
3. evaluate J© = 7 (u®, 7 hO) using (4.63);

b) main loop:
1. set n=n+1;
2. solve for (u(™, p™ T(™) from (4.79);

3. solve for h™ from

T(n)
B = =1 _ o) (h<n—1> n A) : (4.89)

4. solve for (u™ p™ TW) from (4.64) with h = h(";
5. evaluate J™ = J(u™, 7™ h() using (4.63);
i) if 7™ > 7= set p(™ = 0.50( and go to step b) 3.;
i) if 7™ < 7MY set p(**) =1 and go to step b) 1.;
i) if |7 — J0V|/|T™| < 7 stop.
4.2.3. Distributed control
The aim of a distributed control problem is to control the flow state using
a heat source acting on the domain 2 as control mechanism. In (4.18) the
heat source @) is the control of the optimal control problem. The boundary

conditions are the ones reported in (4.19) where w, g, and g, are given
functions. The cost functional is formulated as follows

j(u7TaQ):%/ |U—ud|2dx+@/ |T_Td|2dx+

s 2 (4.90)

)\ .

+2 [ 1QPax,
2 Ja

where the cost contribution measures the L?(2)-norm of the control Q.

Weak formulation

The weak form of the boundary value problem (4.16)-(4.19) is given as
follows: find (u,p,T) € H'(Q) x L3(Q) x H'(Q) such that

b(u,q) =0 Vg € L(Q),
va(u,v) +c(u,u,v) +b(v,p) = (f,v) — B(gT,v) Vv HQ), (4.91)
aa(T, 90) + C(“? T, 90) = (Qa 90) + (gt,m SO)F” Vo € Hlld (Q) )

The existence of the solution of the system (4.91) has been proved in [23].
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The optimization problem and existence of optimal solution

We enunciate the optimal control problem. We look for a (u, p, T, Q)
€ HY(Q) x LE(Q) x H'(2) x L*(N2) such that the cost functional (4.90) is
minimized subject to the constraints (4.91). The admissible set of states
and controls is

Uoa = {(u,p, T, Q) € H'(Q) x Lj(Q) x H'(Q) x L*(Q) :

(4.92)
J(u,T,Q) < oo and (4.91) is satified. }

Then (0, p,T,Q) € Uy,q is called an optimal solution if there exists ¢ > 0
such that

A

J,p,T,Q) < T(u,p,T,Q) Y(u,p,T,Q) € U,y satisfying

X ) . . (4.93)
lu—ally +[p=plo+ [T =Tl + 1@ = Qllo <e.

Theorem 4.7. Let U,q be not empty. There exists at least one optimal
solution (1, p, T, Q) € Uyg.

Proof. Let {u(”),p ") T™ QMY be a sequence in U,y such that

lim J(u™,p™, 7M™ QM) = inf  J(v,q5,2). (4.94)

n—00 (V,q,S,Z)EUad

By the definition of U,y in (41.92) we have

b(u™,q) =0 Vg € L),
va(u™, v) + c(u™, u™, v) 4 b(v,p™) =

= (f,v) — B(gT™,v) vv € HY(Q), (4.95)
aa(T,0) +c(u®, T, ) = (@), )+

+ (gm0, Vo € Hy ().

By (4.90) and (4.92) we easily see that {||Q™]|o} is uniformly bounded.
Also by (4.26) we have that {|[u™];}, {|[p™|lo} and {||T™]} are uni-
formly bounded. We may then extract subsequences {u(”), p™ T Q(”)}
converging to (1, p, T, Q)

Q"M —Q in L*(9),
u™ —~a in H(Q), and Vu™ — Va in L*(Q),
T ~ T in H'(Q), and VI'™ — VT in L*(Q),

P —p in Lj(),
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u™ = a in L3(Q),
T — T in L3(I),
u(")\p — fl’p in LZ(F) .

We may pass to the limit in (4.95) to determine that (1, p, T, Q) satisfies
(1.91). O

The existence of Lagrange multipliers
We define the following functional spaces
B, = H'(Q) x L5(Q) x H' () x L*(), (4.96)
B, = H ' (Q) x L3(Q) x H%:(Q), (4.97)
B; = Hy(Q) x L§(Q) x Hy,(2) x L*(Q). (4.98)
1

Let M : B; — Bs denote the generalized constraint equations, i.e. M(z) =
for z = (u,p,T,Q) € By and 1 = (13,15, l3) € By if and only if

va(u,v) + c(u,u,v) + b(v,p) — (f,v)+

+ B(gT,v) = (11, v) Vv € HY(Q),
b(u, q) = (l2, ) Vge L2(Q),  (4.99)
aa(T, o) +c(u, T, ¢) = (Q,¢) — (9tn: @), =

= (I3, ) Vo € Hr,(Q),

Thus, the constraints (4.91) can be expressed as M(u,p,T,Q) = 0. Let
(4,5, T, Q) € HY(Q) x L2(Q) x H'(Q) x L*(Q) denote an optimal solution in
the sense of (4.93). Then, consider the nonlinear operator N : B; — R x By
defined by

J(,T,Q) - J(@,T,Q) ) . (4.100)

N(u,p,T,Q) = (
o 1Q) M(u,p.T.Q)

Given z = (u,p, T, Q) € By the operator M'(z) : B3 — By may be defined
as M'(z)-z=1forz = (u,p,T,Q) € B and 1 = (11, l5,13) € By if and only
if

va(a,v) + c(u,u,v) + c(u,a,v) + b(v,p)+

+8(gT,v) = (I, v) Vv € H)(Q),
b(@, q) = (I, q) Vge L2(Q),  (4.101)
aa(T, @) +c(0,T,¢) +c(u,T, ) = (Q,¢) =

= <l37 90) V(p S Hlld(Q) )
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The operator N'(z) : B3 — R x By may be defined as N'(z) - z = (a,1) for
a € R if and only if

Oéu(u — Ugq, ﬁ)Qd -+ OéT(T — Td, T>Qd+

+AMQ.Q) =a
va(a,v) + c(u,u,v) + c(u,a,v) + b(v,p)+

+ B(gT,v) = (1;,v) YweHLNQ), (4.102)
b(@, q) = (I, q) Vg € L2(Q),
aa(T,¢) +¢(@,T,¢) + c(u, T,9) = (Q, ) =

= (I3, ) Vi € Hy,(Q),

Lemma 4.3. Let zg € By. Then we have that

1. the operator M'(zo) has closed range in Ba,

2. the operator N'(zg) has closed range but is not onto in R x Ba,

Proof. The proof follows standard techniques, see the Proof of Lemma 4.1.
O

Theorem 4.8. Let z = (4,5, T,Q) € HY(Q) x L3(Q) x H'(Q) x L*(Q)
denote an optimal solution in the sense of (1.93). Then there ezists a
nonzero Lagrange multiplier (A, ﬁa,ﬁa,fa) € R x Bj satisfying the Euler
equations

AT (0T, Q)7+ (g, o, Tp), M'(2)-Z) =0, VzeBy  (4.103)
where (-,-) denotes the duality pairing between By and Bj.

Proof. From Lemma 4.3, we have that the range of N'(2) is a closed, proper
subspace of R x By. Then, from the Hahn-Banach theorem, there exists a
nonzero element of R x Bj that nullifies the range of N’(z). Then, there

A

exists (A, Oq, Pa, To) € R x B3 such that

((@,1y, 1z, 1s), (A, Qq, o, Tp)) = 0

L (4.104)
V(a, 1, l2,13) belonging to the range of N'(z).

Note that A # 0 since otherwise we would have that ((1;,1,13), ({ia, Pa,
T,)) = 0 for all 1 € B,. This would imply (i1, pa, 7,) = 0 contradicting the
fact that (A, 0, P, Th) # 0. Clearly, using the definition of N'(z), (4.103)
and (4.104) are equivalent. O
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The optimality system

Dropping the (%) notation for optimal solution, we derive now the optimality

¢

system using the Euler equation (4.103)

aA(u — ug, @)o, + arA(T — Ty, T)a, + ANQ, Q)+
+ b(u, p,) + va(a,u,) + c(a,u,u,) + b(u,, p)+

B ~ ~ - (4.105)
+ c(u,u,u,) + B(gT,u,) + aa(T,T,) + c(u, T, T,)+
+c(u,T,T,) - (Q,T,) =0.
By extracting the terms involved in the same variation and setting A = —1
we obtain the following equations
b(u,,p) =0, Vp € L3(Q)
va(i,u,) + c(u, 0, u,) + c(u,u,u,) + b(u, p,) =
=ay(u—ug ), —c(u;71,7,), va € Hy(Q)  (4.106)
aa(T,T,) + c(u,T,T,) = — (BT, u,)+
+C¥T(T—Td,T)Qd, VT S Hlld(Q)
and the control equation
ANQ,Q)+(Q,T,) =0, VQe L*Q). (4.107)

The necessary conditions for an optimum are that equations (4.91) and
(1.106) are satisfied. This system of equations is the optimality system
and we can use integrations to show that the system constitutes a weak
formulation of the boundary value problem for state equations

V-u=0 in €,
u-Vu+Vp—vAu=f—pgl inQ,
u- VT — aAT = in Q,

© (4.108)
u=w onlI',
aVT -nlr, = gin onTl,,

T =g on Iy,
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and adjoint equations

V-ou,=0 in 2,
u, - (Vu)! —u-Vu, + Vp, — vAu, =

=-TVT, + a,(u—uy) in Q,
—aAT,—u-VT,=—-pg-u,+ar(T—T;) inQ, (4.109)
u, =0 onl,
VT, -nlr, =0 onl,,
T, =0 only,

and control equation

1,
Q=-3 Q. (4.110)
The optimality system in the strong form consists of the Boussinesq system
(4.108), the adjoint of Boussinesq equations (4.109) and the control equation

(4.110).

Numerical algorithm

Let us consider the gradient method for the following minimization problem:
find Q@ € L*(Q) such that F(Q) := J(u(Q),T(Q), Q) is minimized. Given
QO we can define the sequence

4F(Q™)
(n+1) _ H(n) _ J(m) 22 \% /
QU = QU — p =L (4.111)

recursively, where p(™ is a variable step size. Let Qc be a solution of the
minimization problem, thus at the optimum dF(Q)/dQ = 0 and Q"1 =
Q™. The Gateaux derivative (dF(Q)/dQ)-Q for every direction Q € L?*(Q2)

may be computed

dF(Q)

a0 : @ = )\(Q, Q) + au(u — Ug, ﬁ)Qd + CYT(T — Ty, f)Qd , (4.112)

where @ and T are the solution of M'(z) - Z = 0. Using similar techniques
presented in the previous sections, it is possible to find that

(U —ug, g, + ap(T — Ty, T)a, = (Q,T,). (4.113)
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Thus, the Gateaux derivative may be computed as

dF(Q)
dQ

The optimization algorithm is then given as follows

1,
-Q+. (4.114)

a) Initialization:
1. choose tolerance 7 and Q®; set n = 0 and p® = 1;
2. solve for (u®, p@ T©) from (4.91) with Q = Q©);
3. evaluate J© = 7 (u®, 7O Q©) using (4.90);

b) main loop:
1. setn=n+1;
2. solve for (u™, p™ T(™) from (4.106);
3. solve for Q™ from

) Ly, T
QW — Q1) _ ) (Qm DL A) : (4.115)

4. solve for (u™ p™ TM) from (4.64) with Q = Q™
5. evaluate 7™ = J(u™ ,T(”) Q™) using (4.63);
i) if 7™ > J0= et p(™ = 0.50( and go to step b) 3.;
i) if 7 < J1 ] set p(”“) =1 and go to step b) 1
i) if |7 — F0V]/|T™| < 7 stop.

4.3. Numerical results

In this section, we report some numerical results obtained by using the
mathematical models shown in the previous sections. We have derived the
optimality systems for Dirichlet, Neumann, and distributed optimal control
problems. The main difference between the three control problems is in the
nature of the control equations. For Neumann and distributed control, the
control equation is an algebraic equation that states that the control is pro-
portional to the adjoint temperature, see Equation (4.83) and (4.110). In
contrast, when we have a Dirichlet boundary control, the control equation
is a partial differential equation with the normal adjoint temperature gradi-
ent as source term, as reported in (4.51). Thus, the adjoint temperature 7T,
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Table 4.1: Boussinesq control: physical properties employed for the numerical
simulations.

Property Symbol Value Units
Viscosity ! 0.00181 Pas
Density p 10340 kg/m?
Thermal conductivity A 10.72 W/(mK)
Specific heat c 145.75 J/(kgK)
Coefficient of expansion 153 2.5684 x 1074 K-t

plays a key role in all three control mechanisms, as well as the regularization
parameter A which appears in the denominator of the source terms. The
adjoint temperature T, is dependent on the objectives of velocity and tem-
perature fields. If the objective is on the temperature field, the dependence
is direct through the term ar (7T — Tj) appearing in the right-hand side of
the adjoint temperature equation (4.47), (4.79) and (4.106). If the objective
is on the velocity field, the control mechanism is indirect, since the term
a,(u — uy) acts as a source in the adjoint velocity equation. In its turn,
the adjoint velocity appears in the source term of the adjoint temperature
fg - u,.

The solvers for the adjoint variables have been implemented in the fi-
nite element code FEMuS. Also, the algorithms presented in the previous
sections have been included into the finite element library. Several numer-
ical simulations have been performed varying the control mechanism (wall
temperature, wall-normal heat flux, volumetric heat source), the objectives
and the weight of the regularization coefficients.

4.3.1. Dirichlet boundary control

We show numerical results for the Dirichlet boundary control. The
geometry considered is a square cavity with L = 0.0lm. The domain
Q = [0,L] x [0,L] € R? is reported in Figure 4.1. The boundary condi-
tions are reported in (4.22), where I'y = I'y UT's, I'; = I's, I'. = I'y and
I, =TyUl'y. Wesetf =0and @ =0in (4.24), and g, = 0, g1, = 0,
gr = 493K on I's and g, = 503K on I'y in (4.22). For the reference case, we
set T\ = 0 then on I', = I'; we have T(®) = g,. We have considered liquid
lead with the properties reported in Table 4.1. We discretize the numerical
problem in a finite element framework, and we consider a 20 x 20 uniform
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Iy

I lg I's

Iy

Figure 4.1: Computational domain for the optimal control of Boussinesq equa-
tions.
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501.89 0.01399
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499.67 0.01049
498.56 0.00874
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496.33 0.00524
495.22 0.00350
494.11 0.00175
493.00 0.00000

Figure 4.2: Uncontrolled solution: contours of temperature field 7% (a); contours
and streamlines of velocity field u(® (b).

quadrangular mesh formed by biquadratic elements. The temperature and
velocity contours on the computational domain are reported in Figure 4.2a
and b respectively. Lead flows in the cavity and forms a clockwise vortex
due to buoyancy forces caused by the heated cavity wall. The bulk velocity
is U, = 0.008765m/s. The corresponding Reynolds number is 500. The
Richardson number, which represents the importance of natural convection
relative to forced convection, is computed as Ri = gLAT3/U? and is equal
to 3.28. The Grashof number, which measures the ratio of the buoyancy
to the viscous force acting on a fluid, is given by Gr = RiRe? = 8.2 x 10°.
Lastly, the Rayleigh number Ra = GrPr is equal to 2 x 10%. In Figure
4.2 we can observe the typical features of temperature and velocity profiles
for Ra ~ 10%*. The shape of the isotherms shows which is the dominant
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heat transfer mechanism between conduction and convection. For low Ra
values, almost vertical isotherms appear, because heat is transferred by con-
duction between the hot wall and cold one. As the isotherms depart from
the vertical position, the heat transfer mechanism changes from conduction
to convection. Concerning the velocity field, for low values of Ra a central
vortex appears as the dominant characteristic of the flow. As Ra increases,
the vortex tends to become elliptic at Ra ~ 10*, while it breaks up into two
vortices only at Ra = 10° [94].

Temperature matching case. Firstly, we aim to test the optimization
algorithm with a temperature matching case. Let (41.23) be the objective
functional with «,, = 0, ar = 1 and Q4 = [0.45L;0.55L] x [0.75L;0.85L)].
The region €, is indicated in Figure 4.3a. We set T, = 450K then in
we aim obtaining cooler fluid than in the uncontrolled case. We consider
four different values of the regularization parameter X, i.e. 107°,1076, 1077
and 1078, The reference objective functional is J© = 0.001250. For the
numerical simulations, we use the algorithm for Dirichlet boundary prob-
lems presented in the previous sections, and we choose for the update of the
control the Equation (4.61).

TK) Luf (m )75

503.0

481.0 0.05122
458.9 0.04482
436.9 0.03842
414.8 0.03202
392.8 0.02561
370.7 0.01921
348.7 0.01281
326.6 0.00640
304.6 0.00000

(b)

Figure 4.3: Temperature matching case with Dirichlet boundary control: optimal
solution for A = 10~7. Contours of the temperature (a) and velocity magnitude
with velocity streamlines (b).

The contours of the optimal solution in terms of temperature and veloc-
ity fields are reported respectively in Figure 4.3a and b for A = 10~". The
region (); where the objective is set is highlighted with a black square in
Figure 4.3a. From the contours, we can see that the optimal temperature
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field assumes values close to the target temperature T; = 450K . To achieve
the objective, the temperature on the left wall decreases with respect to
the reference case. For this reason, the motion changes, and we obtain a
counterclockwise vortex, as depicted by the streamlines in Figure 4.3b.

Table 4.2: Temperature matching case with Dirichlet boundary control: objective
functional, percentage reduction and number of iterations of the optimization
algorithm for different A values.

A 1075 1076 1077 10~®  Reference
JM %109 3110 2179  2.091  1.979 1250
% Reduction —99.75 —99.82 —99.83 —99.84 0
Iterations n 6 5 6 10 0

In Table 4.2 we report the objective functional values J™ corresponding
to the optimal state for each numerical simulations. We also report the
value of the reference objective functional 7 and the percentage reduction
for each case evaluated as (7™ — J©)/7©. In addition, the number of
iterations n of the optimization algorithm is included in Table 4.2. With the
lowest value of \, we have the lowest functional value, 719 = 1.979 x 106,
and the greatest percentage reduction.
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= 150,51 T

&~ it
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449.51 \

449.04
0.46 0.48 0.50 0.52 0.54
x/L

500
475
450

425

400

375

350
325
300

(a) (b)

Figure 4.4: Temperature matching case with Dirichlet boundary control: tem-
perature profiles on the controlled boundary T'. (a) and on the region Q, along
the line y/L = 0.8 (b). Numerical results for A = 107°,107%,10~7 and 1078,

Temperature profiles along the boundary I'. are reported in Figure 4.4a
for the different values of the regularization parameter . As X\ decreases,



154 Chapter 4. Optimal control of Boussinesq equations

the minimum of the profiles moves towards y/L = 1. In Figure 4.4b the
temperature is plotted along a line at y/L = 0.8 for 0.45 < y/L < 0.55
in the region €2;. We can see that for the lowest values of A\, the optimal
solutions tend to the target profile T;. The case A = 1075 is the farthest
from the objective, as we can also deduce from the functional values reported
in Table 4.2.

Velocity matching case. The second test for the Dirichlet optimal con-
trol is a velocity matching case. The objective functional is the one re-
ported in Equation (4.23) setting o, = 1, ar = 0 and 4 = [0.15L;0.25L] x
[0.45L;0.55L]. The region €, is represented in Figure 4.5c. We aim to
control the y-component of the velocity then we set vy = 0.05m/s. In the
reference case, the mean value of v on Q4 is equal to 0.0159m/s then we
aim to accelerate the fluid near the controlled boundary I'.. We consider
different values of the regularization parameter X, i.e. 10710, 107!, 10712,
10713, and 10~**. The considered values are lower than those used for the
temperature matching test. We also tested higher values of the regulariza-
tion parameter, but the control was ineffective in those cases. Indeed, it is
easier to achieve an objective on the temperature field than on the velocity
field, since the control parameter T, (or h, or ) depends directly on the
adjoint temperature but indirectly on the adjoint velocity. The reference
objective functional is J© = 7.011 x 10719,

In Figure 4.5 the optimal solution obtained with A = 107!3 is reported.
In Figure 4.5a the contours of the optimal temperature field are shown. On
I'., the left wall of the domain, the temperature shows a sharp variation.
In the lower part of I, we have a maximum for the temperature, while in
the higher part of I'. there is the minimum value of 7. The hot portion
of the wall causes the fluid to be accelerated to the desired velocity at the
region ;. The resulting velocity field is shown in 4.5b, where contours of
the velocity magnitude and streamlines are reported. The contours of the
y-component of the velocity are represented in Figure 4.5¢, where the region
Qg is highlighted. At the hot wall, the fluid is accelerated and reaches the
desired velocity values in €.

In Table 4.3 we report the objective functional values J™, the number
of iterations n of the optimization algorithm and the percentage reduction
with respect to the reference J©. For the highest values of ), the control
is poor and the functional is quite similar to the reference value. However,
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Figure 4.5: Velocity matching case with Dirichlet boundary control: optimal
solution for A = 1073, Contours of the temperature field (a), contours and
streamlines of the velocity field (b), contours of the y-component of velocity field

(c).

Table 4.3: Velocity matching case with Dirichlet boundary control: objective
functional, percentage reduction and number of iterations of the optimization
algorithm for different A values.

A 10-10 1074 10712 1013 10~ Reference
J™ x 102 586.3 413.6 137.4 9.767 8.796 701.1
% Reduction —16.4 —41.01 —80.40 —98.61 —98.74 0
Iterations n 5) 5 4 6 5 0

we can observe a strong functional reduction for the cases with A < 10713,
The optimal solution shown in Figure 4.5 corresponds to a case with a
strong functional reduction, but it is characterized by strong temperature
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variations on I'.

—o— 1071  —— 1072  —— 107
—a— 10U —— 10713 Vg
>

OO OO OO OO O=O=—0=0=0

0.0 0.2 0.4 0.6 0.8 1.0 ' 0.46 0.48 0.50 0.52 0.54
y/L y/L

Figure 4.6: Velocity matching case with Dirichlet boundary control: temperature
profiles on the controlled boundary I'. (a) and velocity v on the region 4 along
the line /L = 0.2 (b). Numerical results for A = 1070, 10711 1072, 1073 and
10714,

Temperature profiles along the boundary I'. are reported in Figure 4.6a
for the different values of regularization parameter X\. For A = 1071, the
profile has only a stationary point at y/L & 0.5. For lower values of A, there
is a change of concavity in the temperature profiles and an inflection point
at y/L ~ 0.5. As X decreases, the maximum is located at 0.2 < y/L < 0.4
and its value increases, while the minimum is located at 0.6 < y/L < 0.8
and its value decreases. As expected, with low values of regularization
parameters, the H~!(T.)-norm of the control weighs less in the objective
functional and more irregular functions are accepted as optimal solution.
In Figure 4.6b, the y-component of the velocity is plotted along a line at
x/L = 0.2 for 0.45 < y/L < 0.55 in the region ;. The profile of velocity is
reported for all values of A and also the target velocity profile vy is shown.
For the lowest values of A (10713, 107!4), the optimal solutions tend to the
target profile vg, while the highest values of A (10719 107!, 107'2) brings
to the farthest solutions from the objective, as we have deduced from the
functional values in Table 4.3. However, when A is small (10713, 107'4), the
maximum values of temperature increase (from 503K up to 650) and the
minimum values decrease (from 503K down to 400K). This deep variation
is due to the fact that the target v, is quite far from the reference case and
the temperature on I'. has to change considerably to reach the objective.
However, in the context of nuclear reactor design, the temperature is limited
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from below to avoid solidification and from above to avoid material failure.
Thus, in order to include these limits, it would be possible to consider as
additional constraints the maximum and minimum acceptable temperature
values. These kinds of constraints are called inequality constraints. For
each additional constraint, we would obtain ad additional adjoint equation.
In Chapter 5 the treatment of inequality constraints is described and may
be applied to reduce the variation range of temperature.

A second case for the velocity matching test is now considered. The
objective is set on the z-component of velocity field and we aim to achieve a
counterclockwise flow. Let us consider €24 = [0.45L;0.55L] x [0.75L; 0.85L].
This region is highlighted in Figure 4.7c. In the reference case, the mean
value of u on €y is 0.0129m/s, then we set as target profile a uniform
value ug = —0.02m/s. The simulations have been performed considering
different values of A, namely 1071, 107 and 1072, The reference objective
functional is J© = 5.425 x 1071°.

In Figure 4.7 the optimal temperature and velocity fields obtained with
A = 107! are reported. In Figure 4.7a the contours of the optimal temper-
ature field are shown. The resulting velocity field is shown in 4.7b, where
contours of the velocity magnitude and streamlines are reported. We can
easily observe that a counterclockwise flow is driven by the buoyancy forces.
The contours of the z-component of the velocity are represented in Figure
4.7c, where the region €1, is highlighted. We also report the optimal solu-
tion obtained with A = 107'2 in Figure 4.8. In this case, the solution is
quite unexpected. Figure 4.8a shows contours of the optimal temperature
field. At the bottom of the left wall (I'. = I'y), the temperature is higher
than the temperature on the right wall (I'; = T'3), while at the top of I,
the temperature is lower than the temperature on I';5. This profile induces
buoyancy forces which cause two vortexes, a smaller clockwise vortex behind
the bottom-left corner and a bigger counterclockwise vortex in the center
of the cavity, as shown in Figure 4.8b. The contours of the z-component of
velocity are reported in Figure 4.8c, where the region €}, is put in evidence.
There, the z-component of velocity is quite uniform and close to the target
value ug.

In Table 4.4 we report the objective functional values J™, the percent-
age reduction and the number of iterations n of the optimization algorithm.
For the highest value of A (1071), the control is poor and the functional
value is quite similar to the reference value. For the other values of A,
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Figure 4.7: Velocity matching case with Dirichlet boundary control: optimal
solution for A = 107, Contours of the temperature field (a), contours and

streamlines of the velocity field (b), contours of the z-component of the velocity
field.

Table 4.4: Velocity matching case with Dirichlet boundary control: objective
functional, percentage reduction and number of iterations of the optimization
algorithm for different A values.

A 10~10 1011 10712 Reference
J™ % 1013 246.6 36.04 1.677 5423
% Reduction —54.53 —93.35 —99.69 0
Tterations n 4 10 9 0

the control is more effective. As observed in the previous test cases, with
the lowest value of A\, we have the lowest functional value and the greatest
percentage reduction.
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Figure 4.8: Velocity matching case with Dirichlet boundary control: optimal

solution for A = 1072, Contours of the temperature field (a), contours and

streamlines of the velocity field (b), contours of the z-component of the velocity
field.

In Figure 4.9a, the temperature profiles along the boundary I', are shown
for the different values of the regularization parameter A (10710, 107!
10712). For A = 107! and A = 107!, the profiles present a minimum point
at 0.4 < y/L < 0.7. The temperature on I, is lower than the temperature on
the opposite wall I';, namely T" = 493K, to get a counterclockwise flow. For
A = 1072, the optimal solution is unexpected, as previously noted. There is
a variation of concavity in the profile and an inflection point at y/L =~ 0.5.
For y/L < 0.5, the temperature on I, is higher than the temperature on I's,
while at the top of the controlled wall, for y/L > 0.5, the temperature on
I'. is lower than the temperature on I's. In Figure 4.9b, the x-component
of the velocity is plotted along a line at y/L = 0.8 for 0.45 < x/L < 0.55
in the region €2;. The profiles of velocity are reported for all values of A
and also the target velocity profile uy is shown. We can observe that in all
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Figure 4.9: Velocity matching case with Dirichlet boundary control: temperature
profile on the controlled boundary T’ (a) and velocity u on the region €, along
the line y/L = 0.8 (b). Numerical results for A = 107°, 107! and 10712,

cases the flow changes from clockwise to counterclockwise with a negative
x-component of velocity in the top of the cavity. Also in this test, the lowest
value of A\ brings to the velocity profile nearest to the target profile.

4.3.2. Neumann boundary control

For the Neumann control problem, we consider the geometry reported in
Figure 4.1. The boundary conditions are reported in (4.62), where I'y = I's,
I, =T1UlUl'y, I =T Ul'y, I'c =T'1. We set g;,, =0, gt = 493K and
g, =01in (1.62) and f =0, Q = 0 in (4.64). The wall-normal heat flux h
acting on I'. is the control of the problem. To compute the reference case,
we set h(®) = 0. Thus, the uncontrolled problem consists of three thermally-
insulated walls, i.e., the left (I'y), bottom (I'y), and top (I'y) walls, and a wall
with a fixed temperature, which is the right wall (I';). The reference case
is a trivial problem, characterized by a uniform and constant temperature,
no buoyancy forces, and still fluid.

We have performed several tests varying the objective. We report the nu-
merical results obtained considering the same objective on the z-component
of velocity studied also with the Dirichlet control. We recall the main sim-
ulation parameters. Let ; = [0.45L;0.55L] x [0.75L;0.85L] be the region
where we aim to achieve the objective, and let uqy = —0.02m/s be the tar-
get velocity profile. In the reference case, the fluid is still, then v = 0 in
Q4. The simulations have been performed considering different values of
A, namely 107*, 1075,107% and 10~7. The reference objective functional is
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Figure 4.10: Velocity matching case with Neumann boundary control: optimal
solution for A = 107%. Contours of the temperature field (a), streamlines and
contours of the velocity field (b) and contours of z-component of velocity (c).

A 1074 107° 1076 10-7  Reference
JM %102 30.58 30.14 8454  1.536 206.1
% Reduction —85.16 —85.8 —95.90 —99.25 0
Tterations n 4 14 9 7 0

Table 4.5: Velocity matching case with Neumann boundary control: objective
functional, percentage of reduction and number of iterations of the optimization
algorithm for the reference case and different A\ values.

In Table 4.5 the objective functional values J™ and the number of
iterations n of the optimization algorithm are reported for all the values of
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A. The percentage reductions are also reported. In all tests we have large
functional reductions. However, for the lowest values of A the control is
more effective.

The optimal solution obtained with A = 107% is reported in Figure 4.10.
The contours of the temperature field 1" over the domain can be observed
in Figure 4.10a. The heat flux imposed on the left wall is outgoing and the
wall is cooler than in the reference case, with a minimum value around 473
K. In Figure 4.10b, the streamlines of the velocity field and the contours of
the velocity magnitude are reported. The formation of a counterclockwise
vortex is shown in this picture. The contours of the z-component of the
velocity field, indicated with u, are reported in Figure 4.10 and the region
Qg is highlighted.

h (kW/m?)

(b)

Figure 4.11: Velocity matching case with Neumann boundary control: tempera-
ture profile 7™ (a) and wall-normal heat flux 2(™ (b) on the controlled boundary
I'.. Numerical results for A = 107%,107°,1076 and 10~ 7.

In Figure 4.11a, the temperature profiles along the boundary I'. are
shown for the different values of the regularization parameter A (1074, 1072,
1075, 1077). Comparing these profiles with the temperature profiles of Fi-
gure 4.9a obtained for a Dirichlet control, we observe very different trends.
With a Dirichlet control, the temperature on I'. belongs to the Hilbert space
H'(T.) and the control T, nullifies at the extremities of the boundary, i.e.,
T. = 0K on OT',.. For this reason, with a Dirichlet control, T' = ¢g; = 503K at
y/L =0 and y/L = 1. With Neumann controls, we do not have constraints
on the temperature value on OI'. and we obtain different shapes of the
profiles. In Figure 4.11b, the control parameter h expressed in kW /m? is
reported along I'.. With the highest values of A (1074, 1075), the control is
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quite uniform and regular, but it is less effective on the functional reduction.
With the lowest values of A (1075, 10~7), the profiles of the control h are
sharp and present changes of sign.

4.3.3. Distributed control

For the distributed control problem, we consider the geometry reported
in Figure 4.1. The boundary conditions are reported in (4.19), where I'y =
Iuls, I, =Ul'y. Weset f =0, g, =0in (1.91), while in (4.19) we have
Gt =0, g = 493K on I's, g, = 503K on I';. The volumetric heat source @)
is the control acting on the domain €2. For the reference case, we consider
QO = 0. Thus, the reference case is the one considered for the Dirichlet
boundary control. The buoyancy forces put in motion the liquid lead and
a clockwise vortex is formed. The contours and streamlines of temperature
and velocity are reported in Figure 4.2.

We have performed several tests, varying objectives and values of the
regularization parameter \. We show the results for a velocity matching
case. Let us consider €, = [0.15L;0.25L] x [0.45L;0.55L]. We aim to
control the y-component of the velocity then we set vy = 0.05m/s, as in the
first velocity matching case presented for the Dirichlet boundary control.
In the reference case, the mean value of v on Q4 is equal to 0.0159m/s
then we aim to accelerate the fluid near the controlled boundary I'.. We

consider several values of the regularization coefficient, namely 1071 10~1?
and 10712,

Table 4.6: Velocity matching case with distributed control: objective functional
J™ | percentage reduction and number of iterations n of the optimization algo-
rithm for different values of A.

A 10~10 1011 10712 Reference
JM % 102 2792 2229  2.159 2061
% Reduction —99.96 —99.97 —99.97 0
Tterations n 3 13 35 0

In Table 4.6 the objective functional values J, the percentage re-
ductions and the number of iterations n of the optimization algorithm are
reported for all values of A\. Thus, in all the tests, the functional is strongly
reduced by a factor of 103. This is an expected result since the optimal
control () can act on the whole domain and its influence is strong on the
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distribution of the temperature field and buoyancy forces. In contrast, with
boundary control problems, the control can act only on a portion of the
boundary and its impact is less effective on the solution.

, /QL(MWM%%% W T U3 50
90.5 501.86

65.4 500.43

104 499.00

15.3 497.56

9.8 196.13

~348 494.69

~50.9 193.26

849 191.83

a ~110.0 190.39

(a)

Ll (mf) o7 v (m/shs06
0.04510 0.0393

0.03946 0.0281

0.03383 0.0169

0.02819 0.0057

0.02255 —0.0055
0.01691 ~0.0167
0.01128 ~0.0280

0.00564 ~0.0302

0.00000 ~0.0504

Figure 4.12: Velocity matching case with distributed control: contours of the
control QM (a), temperature field T (b), streamlines and contours of velocity
field (c), contours of the y-component of velocity (d) for A = 10711

In Figure 4.12 the contours of the optimal solution for A = 107! are
shown. The optimal control Q™ expressed in MW /m? is reported in Figure
4.12a. The heat source is not uniform over the domain, being positive in
the proximity of the hottest wall (7" = 503K on I'y) and negative near the
coolest wall (T = 493K on I'3). This heat source distribution influences
the temperature solution reported in Figure 4.12b. The isotherms are more
stretched than in the reference case, and the fluid is locally hotter than 503 K
and cooler than 493K due to the volumetric heat source. The streamlines
and contours of the velocity field are reported in Figure 4.12¢. Figure 4.12d
shows the region €2; and the contours of the y-component of velocity. The
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solution is almost uniform of ©; and close to the target value vy = 0.02m/s.
Comparing 4.12d and 4.5¢, we can observe that the distributed control
is the most effective in achieving the objective. The greater effectiveness
of distributed control can be also seen by comparing Table 4.6 and the
first three columns of Table 4.3. With the same coefficient A (10710, 10711
and 107'?), the distributed control involves much greater reductions in the
functional 7™ than the Dirichlet control. Moreover, by observing Figure
4.12b and Figure 4.5a, with a distributed control the optimal temperature
solution is more uniform and regular than with a Dirichlet optimal control,
which can lead to temperature variations that may not be acceptable in a
practical context, as a nuclear reactor.






CHAPTER 5

Optimal control of turbulent
buoyant flows

In Chapter 4 optimal control problems for incompressible Newtonian buoy-
ant flows have been presented and discussed. Dirichlet, Neumann, and
distributed optimal control problems have been analyzed, and the optimal-
ity system has been derived for each case. However, in most engineering
applications flows and heat transfer phenomena are in turbulent conditions,
thus we need to include the turbulence in the set of constraint equations. In
particular, we consider a RANS approach. For simplicity, we adopt a linear
eddy viscosity model for the closure of Reynolds stresses. For the eddy vis-
cosity, we choose the Wilcox k-w model reported in (2.14) and (2.15). For
the closure of the turbulent heat flux, we consider the SGDH model with
the Reynolds analogy of (2.33).

Even though the adopted turbulence model presents some deficiencies,
see Chapter 2, the aim of formulating and analyzing an optimal control
problem for turbulent flows including buoyancy effects in a RANS frame-
work poses significant challenges and, to the best of our knowledge, has not
yet been published in the literature. Several works in literature are focused
on the optimal control of the heat transfer in forced convection flows, where
the coupling between the Navier-Stokes and energy equations is only a one-
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way coupling and the turbulence is not considered [36, 88]. In the case of
natural or mixed convection flows in laminar conditions, the mathematical
analysis of the optimal control for the Oberbeck-Boussinesq system has been
considered in several works focusing on stationary distributed and boundary
controls [23, 95, 22, 96]. The mathematical analysis and numerical simu-
lations of the optimal control for turbulent flows have been investigated
in past works [97, 98, 85], but the temperature dependence has not been
included.

Thus, this Ph.D. thesis aims to provide a mathematical analysis of the
optimal control for Reynolds-Averaged Navier-Stokes and energy equations
closed with the Wilcox k-w model and the Reynolds analogy. We consider
the Dirichlet boundary control problem, but the discussion can be easily
extended to Neumann and distributed controls, referring to theorems and
results reported in Chapter 4.

We consider the Reynolds-Averaged Navier-Stokes and energy system.
The state is defined by the mean velocity u, pressure p and temperature
field T, closed with the k-w turbulence model introduced in Equations (2.14)
and (2.15) [99]. The eddy viscosity v; is given by k over w. To close the
energy equation, we consider the Reynolds analogy with Pr; assumed to
be constant. We drop the notation (-) for mean variables. We consider an
open bounded domain €2 with boundary I' = 92 and the following governing
state equations

V-u=0, (5.1)
(u-VYu+Vp—V-[(v+1v)S()] =f—bg(T—Tp), (5.2)
(uW-V)T=V. [(a+”t)VT] 1 Q. (5.3)

PTt
(u-V)k‘—V[(V—i—det) V/{J] = Sk—kSk,b—B*kw, (54)
(u-Vw —V|[(v+o,4) Vw] = S, + Spp — Bu?. (5.5)
In (5.2), we have introduced the symmetric tensor S(u) = Vu + Vu’.

With b we indicate the coefficient of thermal expansion. The k-w dynamical
production terms S and S, for turbulence equations are defined by

Sk =1S(u) : Vu = il/tSQ(u) : (5.6)
1
S, = 'y%ytS(u) :Vu = 5782(11) : (5.7)
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where S?(u) = S(u) : S(u) is the squared norm of the strain rate ten-
sor. The production terms due to buoyancy in k-w equations are modeled
according to [100, 101]. The source terms depending on the interaction
between gravity and the turbulent heat flux components are modeled as

y
—b—g-VT .
Sk,b P’I"tg Vv s (5 8)
Y
Sop=b—g-VT. 5.9
p=bp 8 v (5.9)

The coefficients oy, o, v, f and * are model constants reported in Equa-
tion (2.16) [99].

We use a near wall approach for the solution of the turbulence problem,
so the RANS equations are integrated through the viscous layer where near-
wall boundary conditions are imposed. By using Taylor expansion of for
turbulent variables, with respect to the distance from the wall §, we obtain

Tw 9 2v
u=—0, k=ad Ww=—:s 5.10
t y ) 1 ) ﬁ*52 ) ( )
where with u; we indicate the tangential component of the velocity, 7, rep-
resents the wall shear stress and a; is a constant. The boundary conditions

of the problem can be then formulated as

u=g, on ',
k= g on I,
w = g, onlI',
g (5.11)
T:gt Onria

T:gt+Tc ODFC,
oVl -n=g;, onl,,

where '\ T, =Tgand 'y N\ T, =T;. In (5.11) we have considered for all
dynamic variables Dirichlet boundary conditions, while for the temperature
a mixed boundary condition where g; and ¢;,, are given functions and 7 is
the control. The functions g,, gr and g, are given. Their expressions for
wall boundaries are reported in (5.10).

The system of equations (5.2)-(5.5) defines the state variable (u, p, T', k,
w) when this is completed with suitable boundary conditions (5.11). How-
ever, the above system may not have a solution in many physical situations
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when k and w become too large or too small. The k£ and w equations have
the typical pattern of the diffusion-reaction equations and therefore, intro-
ducing some assumptions, their solutions can be constrained inside a precise
interval limited by the roots of the equation defined only by the right-hand
side nonlinear terms. In an infinite medium or when advection and diffu-
sion terms are negligible the equations (5.4)-(5.5) reduce to the nonlinear
right-hand side terms

Sy + Sk,b — B*kw =0, (5.12)
S+ Sup— B =0, (5.13)
that imply

- 5;5 w:,/Sw;Swvb. (5.14)

While S > 0 and S, > 0, the sign of S, and S, is not defined a prior,
so we must impose Sy + Sk > 0 and S, + S, > 0. To consider these lower
bounds, we can define

S,; = max [Sk + Sk,b7 0] , (515)
S =max|[S, +S,,0] . (5.16)

Moreover, to keep the Navier-Stokes solutions in standard functional classes
and have turbulent fields bounded in well-defined intervals, we must regu-
larize the modeling of the turbulence sources. This is achieved by limiting
the total turbulence production terms P, = S}, and P,, = S/, under the max-
imum value of the respective dissipation terms. Therefore, given arbitrary
limiting values k; and w; we define

Py = min [Sy, f"kw] (5.17)
P, = min [S"u, ﬁwﬂ : (5.18)

In the rest of the chapter, we label k; and w; with k,,., and w,., since
they will be proved to be the limits for £ and w fields. The two relations
(5.17) and (5.18) assure that, in the case of unbounded gradient velocity,
the dissipation term can cope with the turbulence sources and keep k£ and
w limited. Thus, the state equations for £ and w that we will consider in
the next sections are the following

(w-V)k =V |[(v+or) Vk| =P, — " kw, (5.19)
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(u-Vw —V|[(v+o,4) - Vw| = P, — Buw?. (5.20)

The definition of v, can lead to singularities when w ~ 0. For this reason
we bound the value of v, as

vy = min [k, I/max] ) (5.21)
w

Note that the introduced constants ke, Winae and Ve can be chosen as
large as needed in order to assure the regularity of the problem together with
the accuracy of the physical solution. By doing so, the solution of Navier-
Stokes equations remains unchanged while only the turbulence source terms
are modeled to avoid singularities.

We aim to minimize the cost functional
au

Qg
7k7Tc :7/ - 2d 7/ k—]{? 2d
J(u ) 5 Qd|u uy|“dx + 5 Qd| 4| 2dx+

A

\ (5.22)
+—/ |Tc|2dx+—2/ IV, T.[2dx
2 Jr. 2 Jr.

under the constraints (5.2)-(5.3), (5.11) and (5.19)-(5.20) in order to have
a desired velocity ug or a desired turbulent kinetic energy k; located over a
certain domain ; C 2. A more general expression for the cost contribution
has been considered in (5.22) where two regularization parameters A; and
Ao have been introduced. The parameter Ay is non-negative while Ay is
positive. The cost contribution measures the H'(I'.)-norm of the control
T.. When Xy = 0, the cost contribution reduces to the measure of L*(T,)-
norm, while if A\; = Ay we obtain the same cost term considered in functional
(4.23). The choice of them is a key point for the numerical solution of the
problem because high values of \; and Ay can result in a poor control, while
low values can lead to convergence issues due to the enlargement of the
functional space of the control variable T,.. The constants «,, a; are non-
negative. In particular, when a,, = 0 or ay, = 0 the objective functional can
be used to control only the turbulent kinetic energy or the velocity field,
respectively.

5.1. Variational formulation of the state problem

For spaces, norms and scalar products we use the same notations intro-
duced in Chapter 4. We introduce the following continuous bilinear and
trilinear forms useful to derive the weak form of the introduced system

a(v;u,v) = ;/QVS(U.) :S(v)dx, (5.23)
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b(u, ) = —/91/1V~udx, (5.24)
a(k; T, ) = k/QVT-wdx. (5.25)

for all u € HY(Q),v € H(Q),¢y € L}(Q),T € HY(Q) and p € H'(Q).
Also we introduce the following continuous trilinear forms

c(w;u,v) = ; UQ(W-V)u-vdx—/Q(w-V)v~udx : (5.26)

c(u, T, ) = /Q(u -VT)pdx, (5.27)

for all w € V(Q),u € HY(Q),v € HY(Q),T € H(Q) and p € H'(Q).
It is clear that c¢(w;v,v) = 0 for all w € V() and c(u, ¢, ¢) = 0 for all
© € H'(Q). A detailed discussion on these trilinear forms can be found in
[102].

We consider the following formulation of the direct problem for the
Navier Stokes and energy system (5.2)-(5.3).

a(v+v;u,v) + c(u;u,v) + b(v,p) =
=(f,v) — (0(T —Ty)g,v) Vv eH)

b(u,q) =0 Vg € Lj(Q)
” (5.28)
_t.7 . _
a<a+ Pr 7<p) +c(w; T, @)
=(Q, ) + (¥, Gin)r Vo € Hf (Q)

(T, sr)r, = (9, s7)r, + (¢, s7)1. Vst € H_l/Q(Fd) .

We also consider the following formulation of the direct problem for turbu-
lence equations (5.19)-(5.20).

c(u;k,¥) + a(v + o k) = (P, ¥)+

— (8" kw, ) v € Hy(Q) (5.29)
(W w, 8) + a(v + 10w, 6) = (P, 6)+ |
— (B, 9) Yo € Hi()

Note that I'y and I',, are the portion of the boundary where Dirichlet and
Neumann boundary conditions on the temperature field are imposed, re-
spectively. Moreover, one may compute the normal heat flux on I'y as

V, _
i =—(a+ p= ) VT nlr, € HVAT).
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The existence of the solution of system (5.28) can be reduced to Theorem
4.1 since system (5.28) and (4.24) are the same except for the diffusion
coefficients. Thus, it is sufficient to add as hypothesis the non-negativity of
the eddy viscosity v;. Here we report the theorem.

Theorem 5.1. For everyv, >0 € L>*(Q), g € H'(T'y), T. € H'(T.), gin €
LA(T,), Q € L*(Q), f € L*(Q), g, € H(T'), the Boussinesq equations (4.24)
have a solution (u,p,T) € H'(Q)x H'(Q) x L4(Q). Moreover if (u,p,T) is a
solution of (4.24), then (u,p,T) € VNH?(Q) x LA(Q)NHY(Q) x H*(Q)(1 <
s < %) and there is a continuos function Py for each s such that

lalls + flpll + 1T1s < PeCllEllo + [|@llo + lgenllor, + llgellrry+

(5.30)
+ 1 Tellir. + lgullr)-

Proof. The proof of this result can be found in [87]. O

We now introduce the existence of the solution for the k-w turbulence
system.

Theorem 5.2. Let €2 be an open, bounded set with Lipschitz-continuous
boundary T'. Letu € V(Q), g and g, in H'(Q)U L>(Q) and v;, Py, P, as
defined in (5.21), (5.17) and (5.18), respectively. Then

1. there exists at least one solution (k,w) € H'(Q) x H'(Q) of (5.29);
2. let Wpar and kg be positive real constants and

bisup = SUp{SUP{gi}, Kina} (5.31)
ing = i it (g}, inf (Pl B} (532
Wsup = Sup{SII{p{gw}a wmaaz} 5 (533)
then
0 <k < ke, (5.34)
0 <winf <w < Weyp - (5.35)
Proof. The proof of this Theorem can be found in [97, 103]. O

By using previous theorems we can prove the existence of the solution
of the associated boundary value problem.
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Theorem 5.3. There exists a solution (u, p, T, k,w) of the associated bound-
ary value problem in (5.28)-(5.29).

Proof. To prove the existence of the solution, we rely on the Schauder’s
fixed point theorem and we follow standard techniques (e.g. see [104]). To
simplify the notation, we consider now the presented physical system with
g, =0and g = g1, = gr = g = T = 0. For a given set (uy, p1, 11, ki,
wi) € HY(Q) x H%d(Q) x LE(Q) x H}(Q) x HI(Q), (u,p,T) and (k,w) are
the state of the following system

b(u,q) =0 Vqe L(Q)
a(v +va;u,v) + c(ug;u,v) + b(v,pr) = (f,v)+

— (b(T7 — To)g, v) Vv e H)(Q)
a(a - ;:t;T, w) +c(u; T, 0) = (Q, ¢) Vi € Hy () (5.36)
c(ui; k,¥) + a(v + vaow; k,¥) = (Pr, )+

— (B kwi, ) Vi € Hy(Q)
c(ur;w, @) + a(v +vnoy;w, @) = (P, ¢)+

— (Bwwi, 9) Vo € HL(Q)

where vy = v (ky,w1), Por = Pi(ay, 11, ky,w1), Por = Py(uy,T1). Under the
imposed hypotheses, we can now prove the existence of the solution of the
split system (5.36). In fact, from Theorem 5.1 we have that ||ul2 + ||p||1 +
I|T||s is uniformly bounded, with 1 < s < 3/2. Moreover, from Theorem
5.2 we have that ||k||; and ||w||; are uniformly bounded by the constants C
and C, as a function of the given values k,,., and wy,qz.

Let D = Hj(Q) x L§(Q) x Hp () x Hg() x Hy(2) and A = Hj(Q)
xL§(Q) xHf () xHy(Q) xHg(€2). We consider now the mapping 7 :
D — A such that

=u(uy,pi, 11, kth) )

p(<u17p17T17 klawl) )
T(ay, p1, Th, ki), (5.37)

= k(uhplaTl? k’l,W1) )

:W(ulaplaThklawl)'

We endow the product space Hg(€2) x L§(2) x Hp, () x Hj(Q) x Hj(Q) with
the norm [|(ay, p1, Th, k1, wi)|| = [[willz+{|pa 1+ | T2 fls +[[Fr [ +[[wi[]1- Tt can
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be proved that 7 is a continuous mapping with respect to the introduced
norm. Let R denote the constant R = C,,r + Cy + C,,, where C,p =
Pu(lEllo + Qs + genllors + lgullur, + I Tollr, + Igallr) for each s. For
all (uy,py, Ty, ki,wi) € D we have ||(u,p, T, k,w)|| = |[ull2 + ||lplls + | T||s +
llkll1 + |w|l1 < Cur + Ck + C,, = R. Therefore

T(BR) C Bg, (538)

where Bp, is the ball of radius R. The condition (5.38) derives from Theorem
5.1 and 5.2, and represents a mandatory hypothesis for the Schauder’s fixed
point theorem. In fact, the theorem states that for a separated topological
vector space D, a convex subset Br C D, a continuous mapping of By into
itself T, such that 7 (Bg) is contained in a compact subset of Bg, equipped
with the topology inherited from D, then 7 has a fixed point, namely,
there exists x € Bg such that 7 (z) = x. In conclusion, we can now apply
the fixed point theorem to the system (5.36), and therefore there exists a
solution of the system. ]

5.2. The optimal control problem

In this section, we present the model for the optimal control of the
presented state system, and prove the existence of an optimal solution. We
first recall that, according to the Theorem 5.2, the set of all admissible
functions k£ and w is determined by

T = {(k,w) € HY(Q) x HY(Q) |0 < win < w < Wiy
(5.39)
and 0 < k < ksup}v

where wip ¢, Wsyp and kg, have been introduced above.

In this work, we aim to control the temperature T" = ¢, + T, on a portion
of the boundary I'. C I'; C I' to have a desired velocity uy or a desired
turbulence kinetic energy k; on a certain domain €; C . The optimal
control problem can be summarized as follows

Given gy, g € H2(I), g, € H(Ty) and g, € Hz(I), find a
state-control set (u, p, T, T.., k, w, Py, P,,, v;) € HY(Q) x L3(Q2) x
HY(Q) x HY(T.) X Taq X L2(Q2) x L*(Q)) x L*(Q)) which minimizes
the cost functional (5.22) under the constraints (5.28)-(5.29).
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We also recall that Py, P, and v; are defined in (5.17), (5.18) and (5.21),
respectively. We can now define the admissible set of states and controls as

Sua :{(u,p, T, Ty k,w, P, Py 1r) € HY(Q) x L2(Q) x H'(2)x
x Hy(T.) X Taa x L*(2) x L*(2) x L*() (5.40)
such that J(u,T,T,, k) < oo} .

Since the main statement of the optimal control problem is the minimization
of the functional (5.22), the problem can be reformulated as follows. We say
that (a,p, T, 1., k, &, Py, P,, 1) € Saq is an optimal solution if there exists
M > 0 such that
J(@, T, T k) < T, T, T, k), ¥ (0,0, T, Tey kw0, Pe, Py 11) € Saa
satisfying [|u— aills + [lp — Fllo + T — Tl + Ik — Bl +
+ [lw = &lls + [[Pe = Fello + [P — Pollo+
+ HTC - fc

(5.41)

1,7, < M.

We now turn to the question of the existence of optimal solutions for the
problem (5.41).

Theorem 5.4. Let S,4 be not empty. There exists at least one optimal
solution (0, p, T, Te, k,©, Py, P, V) € Saq.

Proof. The proof of the existence of an optimal solution is obtained with
standard techniques, and the interested reader can consult [93, 105]. Since
the set of the values of 7 is bounded from below, there exists a minimizing
sequence (W, Pmy, Ty Tems Kmy Wiy Prems Poms Vim) € HY(Q) x L2(Q) x
HY Q) x HY(T.) X Taa x L*(Q) x L*(Q2) x L*(Q). As defined in (5.17), (5.18)
and (5.21), the sequences Py, P, and vy, are uniformly bounded. Since
Py, and P, are bounded, then also k,, and w,, are uniformly bounded in
Teq- From Theorem 5.1, we can also state that u,, and T}, are uniformly
bounded in H*(Q2) and H*(Q), respectively. Following standard techniques,
we can now extract subsequences (Wn, Pn, Tn, Ten, kny Wny Piny, Pony Vin)
converging to (4, p, YA’, fc, E, @, f’k, ﬁw, ;). To prove that the limit of the
sub-sequence satisfies the problem we pass to the limit the equation problem.
Following [104, 93], we can state that the solution of all the linear and the
nonlinear operators converges to the solution of the equation problem. [J
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5.3. The Lagrange multiplier method

5.3.1. Preliminaries

In this section, we show that the Lagrange multiplier technique is well-
posed and can be used to obtain the first-order necessary condition. In
particular, we introduce the Lagrangian map and we show that it is strictly
differentiable.

We recall the inequality constraints introduced in (5.15)-(5.21) and de-
fine auxiliary variables which allows us to transform them into equality
constraints [106]. Let us consider the source S}, = max [Si + Sk, 0] defined
by (5.15). It is easy to show that finding S}, from (5.15) is equivalent to
solve the following system of equation

S (S = (Sk + Skp)) =0, (5.42)
i — Sk — (S5 — (Sk + Skp)) = 0. (5.43)

From (5.15) we have S;, = Si + Sk or S}, = 0 that satisfies (5.42). When
Sk + Sy > 0 we have Sj, = S}, + S = r7, > 0 for some real number rZ,.
Otherwise, when Sy + Sk, < 0 we have S;, = 0 and (Sy + Sw) = —77, <0
for some real number 7, that satisfies (5.43). The value r3;, = 0 is attained
when S}, = (S + Skp) = 0. Vice-versa from (5.42) we have S; = 0 and/or
S;. = Sk+Skp. From (5.43), S}, is zero when S;+ Sy, < 0 and S}, = Si+ Sk
when S}, > 0. With the same arguments the source Py, defined in (5.17),
satisfies

(S — Pr) (8 kmaaw — Pr) =0, (5.44)

129 — (S}, — P) — (B kmazw — Pr) =0, (5.45)
for some o € L?(2). By using similar arguments, finding Py in (5.17) it is
equivalent to solve (5.44) and find a real r2, in (5.45).

Similarly, let us consider the definition of S/, = max[S, + S,4,0] in
(5.18). When S, + S,p > 0 we have S/, = S, + Swp and S/, — (S, + S.p) =
r2, > 0 for some real number 72,. Otherwise, when S, + S, < 0 we have
S' =0and —(S, + S.) = r2, > 0 for some real number r2,. In this case,
we have that S/, satisfies

SL(SL = (Su+Sup)) =0, (5.46)
2 =S, = (S, = (S + Sup)) =0, (5.47)
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for some 7,1 € L?(Q). Vice-versa, when (5.40) is satisfied and there exists
a r2, we have S/, = S, + S, with S/, > 0 or S/, = 0 with S, + S, <0
which implies (5.18). With the same arguments the source P,, defined in
(5.18), satisfies

(S = Po)(Bwpmas — Pu) =0, (5.48)

max

rie — (S, = Pu) — (Bwpy, — Pu) =0, (5.49)

max

for some r, € L*(Q2). Finding P, from (5.15) is equivalent to solve (5.48)-
(5.49).
Finally, the inequality (5.21) can be replaced by

(k = v1w)(Vmaz — v¢) = 0, (5.50)

T12/ - (k - Vtw) - w(”ma:v - Vt) = 07 (551)

for some r, € L?(1).

Now we consider all the constraint equations and the functional in two
mappings in order to study their differential properties. It is convenient
to define the functional spaces By, By and Bs. Let I'; be the portion of
boundary I'y where there is no control, I'; = I'; \ I, then we introduce the
following functional spaces

B; = Bie X B¢, B2 = Bae X B¢, B3z = B3e X B, (5-52)

where

Bio = H'(Q) x L2(Q) x H'(Q) x HM(To) x H2(Ty) X Taa,

Bao = H () x L2(Q) x H™(Q) x H2(T'y) x (H(Q))?,

Bse = HH(Q) x L2(Q) x HL (Q) x x HY(T,.) x H 2 (T'g)x (5.53)
x (Hy ()%,

B. = (L*())* x (L*(92))* x (L*(Q))*.

We equip Bq, Bz, B3 with the usual graph norms for the product spaces
involved.

Given zg = (w,p, T, T¢, qn, kyw, Sty Tk1y Pry Tk2y SLys Tt s Py Tway Ve, 1)) €
B;, we can now define the nonlinear mapping M : By — B, at zy by
M (zg) - 29 = b with b = (13, ls, I3, l4, 5, l6, 1§, 1,,, 1) if and only if the follow-
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ing equations hold

a(v+vsu,v) +c(u;u, v) + b(v,p) — (f,v)

+ (W(T —Ty)g,v) = (11, v) Vv € Hé(Q) ,
b(u,q) = (I2,9) Vqe Li(Q),
v
a(Oé + PTt"t; T, w) + (W T, ¢) — (qn, P)r,
— (gt P)r,, = (I3, ) Vo e H'(Q),
(T; ST)Fd — (Tca ST)FC - (gt7 ST)Fd = (5'54)
= (la, s7)r, Vsr € H_I/Q(Fd),
C(u; ka w) + a(y + ViOk, kﬂﬂ) - (pkvw)—i_
+ (B kw, ) = (Is, ) vy € Hy (),
c(u;w, @) + a(v + 10,;w, ) — (P, )+
+ (Bw?, ¢) = (ls, 0) Vo € HY(Q),
and
V| bv
Sk (Sk - 5’432(“) - Piitg : VT) = lko ,
, , 1 by,
7“,%1 -5, — (Sk = iz/tSZ(u) — P—rttg . VT) =1,
(Sllc - Pk)(ﬁ*kmaa:w - Pk:) - lk2 )
7’]%2 - (S’/i) - Pk) - (B*kmamw - Pk) = lk37
/ / 1 2 b
Su (Sw - §’YS (u) — Pirtg : VT) = lwo (5.55)
1 vb
2 Qo r 2 . _
Twl Sw <Sw 2’78 (l_l) PTtg VT> lw17

(SZJ - Pw)(ﬁw?naz - Pw) = lw27
TEJQ - (S:u - Pw) - (5w72-nax - Pw) = lw3
(k - Vtw>(yma;t - Vt) - ll/07

7’3 — (k= nw) — wWmaz — V) = b,

where all the equations of (5.55) hold in €2. From the definition of b, we
can state that the set of constraint equations in our optimal control problem
can be expressed as M(z) - zg = 0.

Let 2 = (4,0, T, Ts, Gn, k. @, Sy, Fr1 Pr, Pras S’y Pty Py T, U1, 7)) € By,
we define the nonlinear mapping ) : By — R x By. For a € R we set
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Q(z0) -z = (a,b) if and only if

Qo) -7 = < J(u,T, k,ﬁ)(zz)j;ﬁ,T, k,T.) ) _ ( a ) ‘

5.3.2. Mapping differentiability

We now introduce the notion of map differentiability, and we show that
the mappings M and @) introduced above are strictly differentiable. For the
definition of the differentiability, see [107].

Lemma 5.1. Let zg € By, 7o = (0,5, T, Ts, Gn, k, @, Sty Tr1, Pry Taa, S,
Tty Poy Tz, Ui, 7y) € Bs and b = (i1, I3, Is, Is, lg, 11, 1, 1) € By, Let
consider, as derivative map, the bounded linear operator M' : Bz — Ba,
where M'(zg) - Zg = b, defined as

a(Vy;a,v) +a(v +v;a, v) + c(@u, v) + c(u; 1, v)+
+0(v.p) + (bgT,v) = (1, V),
b(ﬁ7 Q) = (l_27 Q) )

Dt |~ ~

+e(w T, ) = (G, )ry = (I3, ) (5.57)
(T, ST)Fd - (Tca ST)FC = (ly, ST)Fd )
c(W; k, ) + (s b, ¥) + a(Ziow; b, ¥) + alv + vow; k) +

— (B, ) + (Bkw, ) + (87K, ) = (I, ) ,
c(Ww, d) + c(u; @, 9) + a(0,;w, ) + a(v + 1v0,; @, d)+

— (Poy ¢) +2(Bwid, ¢) = (Is, 0)

for allv € HY(Q), ¢ € L3(Q), ¢ € HY(Q), sy € H Y2(Ty), Yy € HL(Q),
¢ € Hi(Q) and

. o
s (s; (S + sk,b)) n S,;<s,; — 7S (w) — wS(w) : 8()+

th byt ~ _
- 5 ‘ T e . T = l
Prtg \Y% Prtg \4 ) k0 5
~ o 1~ 2 ~ th
2rp e — 25;, — ~,8*(u) — 1, S(u) : S(U) + —g - VT+
2 P”/’t
b o
L A

P?”t
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(gllg - ﬁkz)(ﬁ*kmaxw - Pk:) + (S],g - Pk)(ﬁ*kmax@ - ﬁk) - lk?
2rpa Tha — g]/c - B*kmax(b + Qﬁk = l_k3 ) (558)

g (s;, _(Su+ sw,b)) + (5;, —~S(u) : S(i)+

b )
- — T) =luo,
PTtg v 0

b
2Tw1 ’le — QS{L + ’}/S( 7

>+P7g vT—lwla

)+ S(u
(g/_~)(6 mam_P) P( Pw>:lw2v
QTWQTWQ—S —|—2P —l_

(?5 — hw — @) (Vimaz — Vt) — (k= nw)y, = Lo,

2T — k4 20,0 + 2040 — Vg = Ly -

Consider the nonlinear operator Q' : Bsg — R x Ba, where Q)'(zg) - 29 =
(a,b) fora € R. If we set

j,(u7T7 k>Tc> ' z0 = Oéu/

(0 — uy) - fdx + ak/ (k — ko) kdx+
Qq

R fPa (5.59)
Y / T.Todx + Ay / V.T, V. T.dx,
T e

then the strict derivative of Q at a point zg is given by Q' if and only if

J' (0, T,k T.) -7 a
= . (5.60)
M/<Z0> : 20 b

Proof. The linearity and the boundedness of the operators M’ and @)’ follows
from the continuity of the forms a(-;-,-), b(+,-) and ¢(+;-,-) for both scalar
and vector functions. The proof that M’ is the strict derivative of the
mapping M also follows from the continuity of the trilinear form c(-;-,-)
and bilinear form a(-;-,-). The procedure is standard, and similar proofs
have been reported in [93, 89]. Indeed, it can be proved that for a given
zo = (W, p, T, T, qn, k,w, SpyTk1, PeyTr2, SLyTwts Poy Tw2y Vi, 7e) € By, then
for any € > 0, and considering z;,z, € B; such that, for an appropriate
d = d(e), we have ||zg — z1||B, < d and ||zg — z2||B, < J, we obtain

| M (z1) — M(z2) — M'(20) - (21 — 22)||B, < €l|21 — 22]|B, -

This proves that the mapping M is strictly differentiable on all B; and
its strict derivative is given by M’. Using again standard techniques, it is
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easy to show that the mapping @) is strictly differentiable and that its strict
derivative is given by @’ [93, 89]. O

We now recall the fact that the introduced variables ryq, 71, 782, Tw2,
and r, are equal to zero when the turbulence sources in k£ and w satisfy
both limits at the same time in all the relations (5.15)-(5.21). This may be
a problem for the optimization if this is verified over domain with positive
measure. However, this is not a problem if this happens over points or
boundary regions with zero measure. For this reason we introduce the
following subsets

QPk:{XEQ:SIC::Sk—i_Sk,b:OOI‘Pk:/B*kmal'w:S]/g}J

max

pr:{XGQ:SL:Sw-i-Sw,b:OOTPw:ﬁWQ :SL},

QV:{XGQZVt:I/max:k‘/w}.

These sets are used to assure the validity of the Lagrange multiplier tech-
nique around the region where the minimum point should be searched.

The differential operator M’ is rather complex. Many equations in this
operator are non-coercive elliptic equations with advection term driven by
the velocity field u € H*(Q2). The existence result for this class of equations
can be obtained not in the Lax-Milgram setting, but by using a Leray-
Schauder Topological Degree argument. In order to deal with these equa-
tions, we use Theorem 4.3 introduced in the Chapter 4.

Lemma 5.2. Let zg € By. Then, if the region Qp, U Qp, UQg, has zero
measure, we have that

1. the operator M'(zo) has closed range in Ba,
2. the operator QQ'(zo) has closed range in R x B,
3. the operator Q) (zo) is not onto in R x Ba.

Proof. In order to prove 1. we can split the range operator M’(zg) in a
product of range spaces for all its components and apply well known results.
The operator range of M’ can be split into four parts: the Navier-Stokes, the
temperature, the k-w model and the turbulence source constraint derivative
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equations. First, let us consider the Navier-Stokes derivative operator

a(v+v;a,v) +c(u;u,v) + c(u;a, v)+

. —1: b(v,p) = (?{, V) i Vv e H(l)l(Q) , (5.61)
(I, w) = (1, w) — (bgT,w) — a(¥;u,w) Yw € Hy(Q2),
b, q) = (I, q) Vg€ Li(Q),

with v, € L*>°(2) and v + v, > 0. The question of the closeness of the range
(1,15) in H1(Q) x L(Q) of (5.61) is discussed in many papers, see for
examples [92, 97, 86].
Since zq is an optimal solution, T and ¢n solve the equations
Ve 7 =~ ~
a(Ox + 5T 90) +e(w T, ¢) = (Gn,p)r, =
Tt
— (5, %) vper'(e), (502
(T, s7)r, = (I5, s7)r, Vsp € H'*(Ty),

with

- - v, ~
(5¢) = (s 0) = a piTp) =@ T.g) ¥ € H'(Q).

(I3, s7)ry = (Te, s7)r, + (la, s7)r, Vsp € HV2(Ty),

(5.63)

For (I5,1,) € H™(Q) x HY*(I') we have (I5,1,) € H™(Q) x H/*(T'). By
using the result in Theorem 4.3 for each (I5,1;) € H™(Q) x H'/*(T) we have
a solution and therefore the range of the mapping M'(zy) for the energy
equation is onto.

Now we consider the k-w system in M’. Since zq is an optimal solution,
the system reduces to

a(v + vop k, @) + c(u; k, ) + (B*wk, ¢) =

= (I3, ¢) Vo € HL(9),
(I5. ¢) = (Is,¢) — a(now; k., ) — c(W; k, ¢)+

— (B*@k,9) + (P, 9) Vo € Hy(9), (5.64)
a(v + 10,5 0,0) + c(u; @, 10) + (20w, ) =

= (I ) vy € Hy(Q),

*

(lg, 1) = (ls, V) — a(Towiw, ¥) — (B w, )+
+ (P, ) Vi € HA(Q),
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with homogeneous Dirichlet boundary conditions. It is possible to show that
the equation for & in (5.64) has a solution for all I and also that the equation
for k can be solved for all I;. In fact, since v + 14 is a positive function in
L>(Q) and thanks to the Sobolev compact embeddings H*(Q2) — L%(Q)
which holds for 1 < ¢ < o0 when n = 2 and for 1 < ¢ < 6 when n = 3,
we have that u € H*(Q) verifies the hypothesis in Theorem 4.3 both with
n = 2 and with n = 3.

Finally, we focus on the system (5.58) under the assumption that zg is an
optimal solution. From this we have that S?(u) is bounded and v, € L>(1).
If we assume that the region Q, U Q2p, U €lp, has a measure zero then
Ty Tkl Th2, Twls Tw2 Cannot be zero a.e. on the domain 2. Therefore the
equations can be solved a.e. in Q for all 1, = (I,0,1,1) € L*(Q) x L*(Q),
L, = (Iko, L1, le2) € L2(Q2) x L2(Q) x L2(Q) and 1, = (1,0, L1, L) € L) X
L2(Q) x L*(Q) as a function of oy, 71, k, Tr1, Tre and @, 7,1 and Fog,
respectively.

Starting from 1., the proof of 2. and 3. can be found easily by using the
standard techniques in [92, 93, 97]. O

Theorem 5.5. Let z € By denote an optimal solution. Then there exists
a nonzero Lagmnge multiplier (N,Z,) = (A, Q4 Das Ty Qas kas Das S'kas Tkias
Pka, Tk2a, S was Pwa, Twlas Tw2a, Va, Tva) € RXBY satisfying the Euler equations

AT (G, kT, T.) - 2o+ (Za, M'(Z) - Z9) =0 V7, € Bs (5.65)
where (-,-) denotes the duality pairing between By and Bj.

Proof. From Lemma 5.2, we have that the range of Q)'(z) is a closed, proper
subspace of R x By. Then, from the Hahn-Banach theorem, there exists a
nonzero element of R x B} that nullifies the range of Q’ (z). Therefore, there
exists (A, Ua, Pas Tos Gas Kas Das S'kas Thias Pras Th2as Swas Twtas Poas Twsas Vas
Tva) € R x BJ such that

((a@,b), (A,Z,)) =0, (5.66)

for all (a,b) = (a,1y, 1, I3, 14, l5, s, 1,, 1, 1) belonging to the range of Q’(2),
where (-,-) denotes the duality pairing between R x By and R x B}. Note
that A # 0 since otherwise we would have that (b,Z,) = 0 for all b € B.
This would imply z, = 0 contradicting the fact that (A,z,) # 0. Clearly,
using the definition of Q'(z), (5.65) and (5.66) are equivalent. O
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5.3.3. The optimality system

Dropping the (%) notation for optimal solution, we derive now the opti-
mality system using (5.65). We introduce the following equations

A)\l(Ta TC)FC + A)\2(VSTca VSTC)FC - (Qaa TC)F (567)

c )

for all T, € H}(T,)

b(u,,p) =0,

a(v +v;u,u,) + c(w;a,u,) + e(u;u,u,) + b(a, p,) =
= —a,A((u—uy),0)q, —c(a;T,T,) — c(u; k, k,)+  (5.68)
— (W w,wa) + a(ve(rria — SeSi)+
+7(rw1a — SLaSL)iw, 1),

for all (@,7) € H(Q) x L2(Q)

a(O‘ + Pyi;i; T, Ta) =+ C(“; T7 Ta) + (f, qa)rd = —(bgf, U_a)—l—
t
b .
+ (5o VT k1o = S1u50) + (70 = 8,5L)) (569
t
(Tm qvn)rd =0 )

for all (T,q,) € Hp(Q) x H™3(Ty)

a(v + vog; k, ko) + c(u; k, ko) + (B*Ew, ko) =

- _akA((k - kd>7 k)Qd - (%; sz(Vmax - Vt) - Tl/(l) y
a(v + 110,; 0, w,) + c(w;0,w,) + (2Bw, w,) = (5.70)
= —(ﬁ*k(:), ka) - (PkG(S]/{; - Pk) — Tk2a, 6*kmaza})+

+ (VtVa(Vmar - Vt) - Tua(QVt - Vmam)>a}> ’
for all (k,&) € HE(Q) x HE (). We also introduce the algebraic system

k S(u):S(u,) VT VT,
VoW (Vmax +—— 2Vt> = + +
w 2 PTt
+o.Vk-Vk, + o, ,Vw-Vw, + 2r,,w+
1

!/ ! b
= (ShaSt = i) (58°w) + p-g - V7).
1 th

S,/m (25,; — §I/t52<u) — P—Ttg . VT) = 2Tk1a + Tr2a T
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- Pka(ﬁ*kmaxw - Pk) 3 (571)
/ A b
St (250 = 578°w) = 2 g+ VT) =200+ ruaut
t

- Pwa(ﬁwmax - PUJ) )
Pka(ﬁ*kmaxw + Sk - 2PI€) = 2Tk2a - ka7
Pwa(ﬁ magj+S/ ) :2rw2a_wa~

Lastly, we have
Tk1aTkl = Tk2aTk2 = TwlaTwl = Tw2aTw2 = Tvalv = 0. (572)

In (5.67) q, is given by the normal adjoint temperature gradient as follows

Qo = (Oé + P?”t) VT ‘N on Fd (573)

Theorem 5.6. Let z € By denote a solution of the optimal control problem.
Then, if the region Qp, U Qp, UL, has zero measure, the control variable
T. € H)(T.) is the solution of (5.07).

Also, (ug,p.) € HY(Q) x LE(Q) is solution of (5.68). In addition,
(Th,qa) € HY(Q) x H™2(Ty) is the solution of (5.69) under the condition
(5.73). Also, (ka,ws) € HE(2) x HY(Q) is solution of (5.70).

Moreover, (Va,ShasStas Pray Poa) € (L*(Q))° are solutions of the al-
gebraic equations (5.71), and (Tkia, Tkoa, Twlas Tw2as Tva) € (L*())° satisfy

(5.72).

Proof. The Euler equations (5.65) are equivalent to

Ay ((u = ug), 0o, + ax((k = kq), K)o, + M (T, To)r.+
+ )\Z(VSTC7 VSTC)F ) + a(gt; u, ua) + a(y + Vy, ﬁy ua)+

c

el w,u,) + e i, ,) + b(ug, B) + (beT, u,)+
Fb(E,p) + @ T T + c(w T, T) +a p T )+
(5

+a(a+ ST = (G Tole + (T, — (T,
t

(U k, ko) + c(w k, ko) + a(Biogs k, ko) — (Pe, ka)+

+ a(v + o ky ko) + (B kw, ko) + (Bk@, ko )+

+ c(u

(W w, we) + (W&, we) + a(D04; w,wa) — (P, wa)+

+a(v + 10y, 0, w,) + 2(Pwi, wa)+
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by,
(Ska,Sk(Sk 2yt52( W) - g VT)

1 9 - bl/t
+sk<sk 5:S2(u) — 1,S(u) : S(u)—P—g VT4
_ VT)) ( it — 25, + 5,8 (w) +

P'r’tg Tklas TE1TEL k 2Vt u
bo b

+ (Pkaa (§I/€ - k)(ﬁ*kma:pw - k) (S]/€ - Pk)(ﬁ*kmaxw‘i‘
— B) + (rroa 211272 — S — B kmaa@ + 2P;)+

1
(S’ 5 (s; — 518%(w) - 26, VT>

wa’ w P t
1 [ Qr ~ f)/b
+ S, (Sw —7S(u) : S(u) — P—Ttg VT))

_ vb
+ (1o, 2ranfis = 28, +98(w) : S(@) + 2 g VT )+

vas (S5 = o) (B — Pu) = Pu(Sl, — Pu))+

+ (P,
(Tw2a7 2rw2rw2 gclu + Qﬁw)+

+ (Va, (k — yw — 4@0) (Vmae — 1) — (k — 1w) i)+
+ (Tya, 27,7, — k+ 20,0 + 2ui0 — OVimaz) = 0,

for all z € B;. In order to satisfy the integral on the boundary, we set homo-
geneous Dirichlet boundary conditions for the adjoint variables (u,, kq, w,)-
By extracting the terms involved in the same variation, we obtain (5.67)-
(5.72). O

If the region Qp UQp UQg, has zero measure, then 7y, ri2, 701, w2 and
r, are almost everywhere different from zero. From (5.72) we note that if
rer # 0, then 71, = 0. This is true also for 7ro4, Twia, Tw2e and r,,. By
setting A = —1, the final adjoint system reduces to

)\1 (Tc, TC)FQ + >\2<V3T07 VSTC)FC + (Qm fc>1—‘c =0 ) (574)
for all T.. € H}(T.),
b(uaaﬁ> = O’
a(v+ v;0,u,) + c(u; 0, u,) + (W u,u,) + b(0, pa) =
= ay((u—ug),0)g, — c(W; T, T,) — c(u; k, ka)+
— (W w,wa) — a(14S), Sy + 7S, 5, 1, )

wa™~w?

(5.75)
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for all (u,p) € H{(Q2) x L3(Q),

a<a + %;T, Ta) +e(w T, T,) + (T, qa)r, = —(bgT, u,)+
t

) ) (5.76)
~ (prog: VTS5 + 15,5 ).
for all T € H} (),
a(v + voy; ky ko) + c(w; k, ko) + (B kw, ky) =
= o ((k — ka), K)oy — (K, Va(Vimaz — 11)) , (5.77)

a(v + 10,; 0, w,) + c(W;0,w,) + (20w, w,) = —(B7kw, kq)+
- (Pka(S]/g - Pk)7 B*kmax(b) + (th/a<ymax - l/t),(:)) )

for all (k,&) € HA(Q) x HL(Q). Lastly, in the case in which Qp UQp, UQg,
has zero measure, we have the following algebraic equations

5 S(u):S(u,) n VT - V1,

Vary = 5 P+ o Vh - Vot
+ 0.V Vi = S, (35°(0) + g IT)

StaTi1 = —Pra(B*kmazw — Pr) (5.78)

Sc/uartil = _Pwa(ﬁwrznax - Pw) )

Prarigy = —ka,

Pwarig = —Wg -

Furthermore, in the case in which no bounds are reached, we have

k
Vt:;, Pk:S,;:Sk*FSkb, PWZSL*l»wa, (579)

then the adjoint system (5.75)-(5.78) simplifies and in particular

S St =ke, S5, =uw,. (5.80)

wa =~ w

Thus, the equations for adjoint velocity and pressure reduce to
b(uCH ﬁ) - O )
a(v + 1450, 1,) + c(u; 1, u,) + ¢ u,u,) + b(W, pa) =
= ay((u—ug),0)o, —c(W; T, T,) — c(8; k, ka)+

- C(ﬁ; wawa) - a(ytka + YW 4, ﬁ) )

(5.81)
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for all (u,p) € H{(Q) x L(Q), while the adjoint temperature equation is
the following

( P T T) +e(wT,T,) + (T, qa)r, = —(bgT, u,)+

b (5.82)
( VT, vk, —l—’ywa) ,
for all T € H{ (). The adjoint equations for k, and w, simplify
a(v+ o k ko) + c(u k, ko) + (B%kw, ky) =
= (k= ka), K)oy — (ks Va(Umaz — 11)) (5.83)

a(v + 110,; 0, w,) + c(W;0,w,) + (20w, w,) = —(B7kw, ka)+
+ (Vtya(ymaaz - Vt),(:)) )

for all (k, &) € H} () x HA(€). Furthermore, if no bounds are reached, we
have 7“3 = w(V4 — Vpmaz ), thus the adjoint viscosity equation reduces to

S(w) : S(u,) VT -VI,
2 PTt

1 b
—awVw-Vwa+ka<Sz( )+ —g- VT)
5 Pr,

— o0k Vk - Vk,+

Vaw(Vmam - Vt) = -

(5.84)

Integrations by parts may be used to show that the system (5.75)-(5.76)
constitutes a weak formulation of the boundary value problem for adjoint
equations
V-ou =0 in 0,
u, - (Vu)” —u-Vu, + Vp, — V- [(v + 1)S(u,)] =
=ay(u—uy) —TVT, — kVk, — wVw,+
1
+ 5V - [(wika + 7wa)S(w)) in 2,

V- Koz—f—)VT} u-V7, =—-bg - -u,+
PT’t

b :
+ ﬁg V(vika + ywa) in €2,
V- [(v+ o) Vky] —u- Vi, + fwk, = (5.85)
= ak(k - kd) - Va<7/mam - Vt) in Qa

V(v +oun)Vw,| —u - Vw, + 2fww, =
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= —["kkq 4 ViV (Vimaz — V1) in 2,
u, =0 onI'
VT, -n|p, =0 onl,,
T,=0 on 'y,
ko, =20 on I',
we =0 on I,

and control equation

OéVTa -njr,
A

T7.=0 on JI'.,

- AT . + T, — =0 onl,,

(5.86)

5.3.4. Numerical algorithm

The optimality system consists of three groups of equations: the state
equations (5.28)-(5.29), the adjoint state equations (5.81)-(5.84) and the op-
timality conditions for T, (5.74). Since the coupled solution of the system is
extremely expensive, we uncouple the state, adjoint, and control equations.
We may construct an iterative method to iterate among the three groups
of equations so that at each iteration we are dealing with a smaller size
system of equations. We consider a gradient method for the solution of the
optimality problem and the gradient of the functional is determined with
the help of the solution of the adjoint system. Let us consider the gradient
method for the following minimization problem: find T, € H}(T.) such that
F(T.) = J(u(T.), k(T.),T.) is minimized, with J reported in Equation
(5.22). Given T'9, we can define the sequence

() F (TSM)

(n+1) _ pn) _
Tc - Tc P ch(n)

: (5.87)

recursively, where p(™ is a variable step size. Let 7. be a solution of the
minimization problem, thus the following necessary condition holds
dF(T.) dJgu(T.),k(T.),T.)

el . =0, (5.88)
dt, dt,

then at the optimum state the equality 7/"*!) = T™ holds. For each fixed
T, the Gateaux derivative (dF(T.)/dT.)-T, for every direction T, € H(T,)
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may be computed

dF(Te)

dT : Tc = )\1 (Tca TC)FC + )\Q(VSTca vsfc)Fc + Oéu(ll — Uyq, ﬁ)9d+

(5.89)

+ Oék;(k‘ — k’d, k)Qd s

where @1 and k are the solution of M'(z)-z = 0, obtained by setting b = 0 in
Equations (5.57) and (5.58). Following the procedure described in Chapter
4 for the Dirichlet optimal control, we find that

v (u — ug, ), + ap(k — kg, ko, = (Tn, go)r, - (5.90)

Thus, the Gateaux derivative may be computed as

dF(T) - . . .
d;—, ) : Tc = )\Q(VSTC7 VSTC)FC + >\l (Tca TC)FC + (Tw Qa)Fc ) (591)
or
dF (T,
d; ) = _)\QASTC + )\1Tc +qq - (592)

The optimization algorithm is reported in the following.

a) Initialization:
1. choose tolerance 7 and T¥); set n = 0 and p = 1;
2. solve for (u®,p@ 7O E©O ) from equations (5.28)-(5.29)
with T, = T\,
3. evaluate 7@ = 7 (u® kO T©)) using (5.22);
b) main loop:
1. set n=n+1;
2. solve for (u™, p™ T kM) ) from (5.81)-(5.83);

3. solve for T™ from

~AT™ 70 = AT L 7D

A
o M2 A 1) | (n—1)
p < AlﬁsTc + I+ (5.93)

(0]
Lo ) .
3 Vi nr,

4. solve for (ut, pt™, T™, k), w™) with T, = T";
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5. evaluate J™ = J(u™, k™ T™) using (4.23);

i) if 7™ > 70 et p(™ = 0.50( and go to step b) 3.;
i) if 7 < 70D set p*) =1 and go to step b) 1.;
iii) if |7 — FC=D|/|T™| < 7 stop.

The chosen form for the update of the control (5.93) allows enforcing the
belonging of T, to H}(T.) and giving more regularity to the control.

5.4. Numerical results

In this section, we report the results obtained by solving the optimality
system (5.28)-(5.29), (5.74) and (5.81)-(5.84). Finite element solvers for
the adjoint temperature T,, adjoint turbulent kinetic energy k,, adjoint
specific dissipation rate w,, and adjoint viscosity v, have been implemented
and integrated into the finite element code FEMuS. The constraints on the
eddy viscosity (5.21) and on the source terms for turbulent kinetic energy
and its specific dissipation rate (5.15)-(5.18) have been included. Also, the
gradient algorithm has been implemented in the finite element code.

L'y

1

1

1
B e e
1! 1 3

I'. lg I';

Ly
(a) (b)

Figure 5.1: Computational domain (a) and computational grid with biquadratic

elements (b) for the optimal control of turbulent buoyant flows.

We study a two-dimensional cavity where the flow is driven by buoyancy
forces. Let us consider the domain Q = [0, L] x [0, L] € R? reported in Figure
5.1. In our computations, we consider L = 0.1m. We set in (5.28)-(5.29)
£f=0,Q=0,g,=0and g, = 0, while g, = a,6% and g,, = 2v/*§? where
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0 is the distance from the wall. Moreover, the function g; on I'; is given as

493 K on T,
gt = (5.94)

503 K onI',.

For the reference case, we set T.®) = 0. Thus, the horizontal walls of the
cavity I',, are assumed to be perfectly adiabatic, while the vertical walls are
kept isothermal, with the left wall I'. at high temperature (503K) and the
right wall I'; at low temperature (493K). The interior of the cavity is filled
with liquid lead and all properties are calculated at a reference temperature
493K and are reported in Table 4.1.

We discretize the numerical problem in a finite element framework, and
we consider the computational grid reported in Figure 5.1b consisting of
3960 biquadratic elements where the cells are clustered near the walls to have
the first mesh point in the viscous layer and y* < 1. The computational grid
is reported in Figure 5.1b. It is possible to compute the friction velocity
u, and the corresponding friction Reynolds number. The values of the
friction quantities change along the walls, but the maximum values are
u, = 0.00338m/s and Re, = 1895.

In Figure 5.2 we report the contours of the temperature and velocity
fields for the reference case. Due to the heat transfer through the vertical
walls, density changes result in a recirculating flow. From the evaluation
of the bulk velocity (U, = 0.00414m/s), we can evaluate the Reynolds and
Rayleigh numbers, Re = 2321 and Ra = 1.9 x 107. Since the flow becomes
turbulent at Ra > 10° [94, 108], the considered reference case is in turbulent
conditions. We can observe the typical feature of velocity and temperature
profiles for 10 < Ra < 108 in Figure 5.2. The isotherms at the center of
the cavity are horizontal and become vertical only at the boundary layers.
The velocity magnitude at the center of the cavity is very small compared
with those at the boundaries where the fluid is moving fast, forming narrow
vortices and improving the stratification of the flow at the central part of
the cavity.

Since the presented optimal control problem allows controlling the veloc-
ity ug and the turbulence kinetic energy k; on €24, we consider two different
control cases. In particular, we report a velocity matching case, and a
turbulent kinetic energy enhancement case.
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Figure 5.2: Uncontrolled solution: contours of temperature field (a); contours
and streamlines of velocity field (b); contours of turbulent kinetic energy field.

Velocity matching case. We first consider a velocity matching case,
imposing «,, = 1 and a4, = 0 in the objective functional reported in Equation
(5.22). We set Q; = [0.45L;0.55L] x [0.85L;0.95L]. We aim to control
the z-component of the velocity u = (u,v) by setting ug = —0.01m/s.
In the reference case, the average x-component of the velocity on £, is
up = 0.0047m/s. Thus, our goal is transforming the clockwise vortex into a
counterclockwise flow. The reference functional 7 measures 1.562 x 108,
We consider different values of regularization coefficients. Firstly, we set
A = A2 = ) to have the exact H'(I',)-norm as cost contribution in (5.22).
Then, we consider different values for the two regularization parameters to
show the influence of A\ on the control.

Let us consider \; = Ay = A. Numerical simulations are performed for
different values of X, namely 107¢, 10~7 and 1078, In Table 5.1 we report
the objective functional values J™ and the number of iterations n of the
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Table 5.1: Velocity matching case: objective functional, percentage reduction
and number of iterations of the optimization algorithm for different A = A1 = Ao
values.

A 1079 107" 107® Reference
JM™ %10  14.15 3.128 1.882 15.62
% Reduction —9.41 —80.0 —87.9 0
Iterations n 9 4 2 0
103,00 ! s
498.22 =) 0.02547
493.45 0.02228
188.67 0.01910
183.80 0.01592
479.12 0.01273
474.34 0.00955
160.56 0.00637
464.78 0.00318
460.01 0.00000
u (m/5 1635
0.01304
0.00972
0.00641
0.00310
~0.00021
~0.00353
—0.00684
‘ ~0.01015
- — ~0.01346

(c)

Figure 5.3: Velocity matching case: optimal solution for A = 10~7. Contours of

the temperature field (a), streamlines and contours of the velocity field (b) and
contours of z-component of velocity (c).

optimization algorithm. Also, the percentage reduction of the functional
J™ with respect to the reference value is reported. For the highest value
of A (107%), the control is poor and the functional is quite similar to the
reference value. With the lowest value of \, we have the lowest functional
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Figure 5.4: Velocity matching case: temperature profiles on the controlled bound-
ary I'. (a) and z-component of velocity profiles on the region €, along the line
y/L = 0.9 (b). Numerical results for A = 107%,10~7 and 1078.

value and the greatest percentage reduction.

In Figure 5.3a contours of the controlled temperature field are shown
for A = 1077. To obtain a reverse flow, the average temperature along I,
must be lower than the temperature along the opposite wall, I';. At the
boundaries of the wall, we have T, = 0 on OI'. and T" = ¢;, as stated by
Equation (5.86). Contours and streamlines of velocity field are shown in
Figure 5.3b. We can observe the formation of a counterclockwise vortex
and the increase of the velocity magnitude, as asked with the objective. In
Figure 5.3c, contours of the x-component of the velocity are reported and
the region €1, is highlighted.

The temperature profiles along the controlled boundary I, are reported
for the different values of A = A\; = Ay in Figure 5.4a. As observed from
the functional values in Table 5.1, the control in the case A = 107° has
no effect and we obtain a temperature profile almost uniform and equal to
the reference. As A decreases, the temperature profile presents a stationary
point for 0.4 < y/L < 0.6. The minimum value decreases as A decreases.
In Figure 5.4b, the z-component of the velocity is plotted along a line at
y/L = 0.9 for 0.45 < z/L < 0.55 in the region Q4. The profiles of velocity
are reported for all values of A and also the target velocity profile uy is
shown. We can observe that in cases with A < 1077 the flow changes from
clockwise to counterclockwise with a negative x-component of velocity in
the top of the cavity. With A = 1079, the control is too poor and ineffective
since we still have a clockwise vortex.
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During the control process, depending on the values of A\, the optimal
temperature fields show considerable changes with respect to the reference
case. In Table 5.2 we report the bulk velocity U, and the average tempera-
ture differences between the left and right wall boundaries AT,,,. Rayleigh
and Reynolds numbers are also reported for the considered values of A. As
A decreases, Re and Ra increase and the flow becomes more turbulent. The
condition y™ < 1 is still observed for all the simulations.

Table 5.2: Velocity matching case: comparison of bulk velocity, average temper-
ature difference, bulk Reynolds number and Rayleigh number for different values
of A

A Uy(mm/s) ATu, (K) Rey Ra
Reference 4.14 10 2321 1.9 x 107
1076 3.87 2 2170 3.9 x 10°
1077 5.40 22 3028 4.3 x 107
1078 7.25 77 4065 1.5 x 108

Table 5.3: Velocity matching case: objective functional, percentage reduction
and number of iterations of the optimization algorithm for different Ao values
and \; = 1077,

Ao 107 100" 1078 1072  Reference
JM % 10° 8491 3.128 0.9115 0.1765 15.62
% Reduction —45.6 —80.0 —94.2 —98.9 0
Tterations n 4 4 21 36 0

We consider now separate choices for \; and Ay. Let A; be equal to
1077, for Ay we consider different values, namely 1076, 107, 10~% and 10~°.
The case with Ay = 1077 is a standard case with A\; = Ay = \ previously
described with optimal solution reported in Figure 5.3.

In Table 5.3 the values of objective functional and the percentage re-
ductions are reported for the different choices of \s. Also, the number of
iterations of the numerical algorithm is included. Holding constant A;, we
can analyze the impact of the coefficient A\, which penalizes the norm of
the surface gradient of the control 7, in the cost contribution. If Ay — 0,
the control belongs to L?(T.) instead of H!(T.). We can observe that for
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Figure 5.5: Velocity matching case: optimal solution for Ay = 10~7 and \y =
1079. Contours of the temperature field (a), streamlines and contours of the
velocity field (b) and contours of z-component of velocity (c).
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Figure 5.6: Velocity matching case: temperature profiles on the controlled bound-
ary I'c (a) and z-component of velocity profiles on the region Q4 along the line
y/L = 0.9 (b). Numerical results for Ao = 1076,1077,1078,107% and A\; = 107".



5.4. Numerical results 199

Ao > A1 the control is less effective and the functional reduction is poor.
For Ay < A\; we observe large functional decreases.

Contours of the optimal temperature field are shown in Figure 5.5a for
A = 1077 and Ay = 107%. Streamlines and contours of the optimal velocity
field are reported in Figure 5.5b. Comparing Figure 5.5 and 5.3, we can ob-
serve that with a lower regularization parameter \,, the solution is sharper
and more irregular. The velocity field on €2; is nearer to the target profile
ug. This aspect can be observed also by Figure 5.6b where the velocity u is
plotted on 4 at y/L = 0.9 and 0.45 < z/L < 0.55 for different values of \,.
The lowest value of Ay (107%) brings the optimal solution with the largest
functional reduction. With the highest value of Ay (107%), in contrast, we
have poor control and a counterclockwise flow with low velocity magnitude.
Lastly, in Figure 5.0a the temperature profiles on I'y are reported for all
values of \y. As noticed by the previous comparisons, with low values of Ay
the control is more effective and the temperature on the boundary presents
stationary and inflection points.

Turbulence kinetic energy enhancement case. In the second test
we aim to enhance the turbulence inside the cavity. This goal can be
achieved considering in the objective functional (5.22) a,, = 0 and oy, = 1.
The turbulent kinetic energy contours for the reference case are reported
in Figure 5.2c. As target profile of turbulent kinetic energy we may set
kq = 0.0001m?/s* since in the reference case the turbulent kinetic energy is
everywhere smaller than this value, in particular k(0 =~ 7.5 x 107° m?/s2.
Let Qg4 = [0.10L;0.20L] x [0.45L, 0.55L] be the region where we aim to min-
imize the functional (5.22). In the reference case, the functional value is
J© =1.818 x 10713,

The choice of values for the regularization parameters is crucial. A
turbulence enhancement problem is more complex than a velocity or tem-
perature matching problem. As we have observed in Chapter 4, a control
problem with an objective on the temperature field is the easiest to solve,
since the distance from the objective T, appears as a source term in the
adjoint temperature equation and the control depends on the normal gra-
dient of T,. Thus, the link between objective and control is almost direct.
With a velocity control problem, this link is indirect. Indeed, the distance
from the objective u, appears as a source term in the adjoint Navier-Stokes
equation. The adjoint velocity u,, in its turn, appears as a source term in
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the adjoint temperature equation. Thus, the objective acts on u,, which
influences T,, which gives the control T,. With a turbulence optimization
problem, the link is even more indirect. Analyzing the optimality system in
strong form (5.85), the distance from the objective ky appears in the equa-
tion for the adjoint turbulent kinetic energy k,. The gradient of this adjoint
variable appears as a source term in the adjoint temperature equation, but
this contribution is negligible. Thus, k, influences only the adjoint velocity
u,, which affects the adjoint temperature T,,. For this reason, we need very
low regularization parameters to make the control effective.

Table 5.4: Turbulence enhancement case: objective functional, percentage re-
duction and number of iterations of the optimization algorithm for different
A = A1 = A\ values.

A 10711 10712 10713 Reference
J™ x 10" 16.35 4.079 2.561 18.18
% Reduction —10.1 —-77.6 —85.9 0
Iterations n 6 3 2 0

Table 5.5: Turbulence enhancement case: comparison of bulk velocity, average
temperature difference, bulk Reynolds number and Rayleigh number for different

values of \.
A Uy(mm/s) ATu, (K) Rey Ra
Reference 4.14 10 2321 1.9 x 107
10~ 4.36 11 2445 2.1 x 107
10712 5.24 19 2038 3.7 x 107
10~13 6.19 33 3471 6.5 x 107

We report the numerical results for A = A\; = Ay with regularization
parameter values equal to 107!, 10712 and 10713, In Table 5.4 the functional
values at the end of the optimization process J™ are reported for each
regularization parameter. Also, the number of iterations of the optimization
algorithm is included. We can observe that the case with A\ = 107! is
ineffective since 7™ ~ 7© . For lower values of A, we have satisfactory
functional reductions. The case with the lowest value of A is the one with
the strongest functional reduction.
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Figure 5.7: Turbulence enhancement case: optimal solution for A\; = Ao = A =
10~'2. Contours of optimal temperature field T (a), contours and streamlines
of optimal velocity field u(™ (b), contours of turbulent kinetic energy k(™.

In Figure 5.7c¢ the optimal distribution of turbulent kinetic energy is
reported for A = \; = Ay = 107'2. The maximum values of turbulent kinetic
energy are located in the proximity of €2; and in the left top corner near the
controlled boundary. This peak is due to the strong temperature gradients
in that region that can be observed in Figure 5.7c. Here, the temperature
profile on the domain is reported. The temperature on I', has increased and
the buoyancy forces are more effective than in the uncontrolled case. The
fluid accelerates and the turbulence increases. However, on €2; the turbulent
kinetic energy mean value is higher than the target k.

The temperature profiles on I'; are reported in Figure 5.8a for each
value of \. When A\ = 107!, the control is very poor and the temperature
profile is approximately the same as the reference case. With A\ = 1072
and 10713, the temperature on I, is higher than in the reference case. The



202 Chapter 5. Optimal control of turbulent buoyant flows

0.000200
0.000175

—0— 1[)711
—a— 012

0.000150{ —=— 107"
—_— kg

60?0.000125 M
~

& 0.000100
SU 00100

CMMMMMMWW

0.000050
0.000025

00 02 04 06 08 10 0000000076048 050 052 054

y/L y/L

(a) (b)

Figure 5.8: Turbulence enhancement case: temperature profiles on the controlled

boundary I'. (a) and turbulent kinetic energy profiles on the region 4 along the
line /L = 0.155 (b). Numerical results for A = 10711 10712 and 10713.

temperature difference between the two vertical walls increases, buoyancy
effects are strong and the turbulence in the cavity is enhanced. In Figure
5.8b the turbulent kinetic energy profile on €, is plotted at z/L = 0.15 for
0.45 < y/L < 0.55. With the lowest values of A, we obtain a good match of
the optimal solution with the target profile k; reported with a solid line in
the graph.

In Table 5.5 we report the bulk velocity U, and the average temperature
differences between the left and right wall boundaries AT,,,. Rayleigh and
Reynolds numbers are also reported. For all the considered values of A, the
flow becomes more turbulent. The condition y* < 1 on first mesh points is
still observed for all the simulations.



Conclusion

This Ph.D. thesis deals with the development of a numerical platform for
the modeling and the optimal control of liquid metal flows. Liquid metals
with their interesting thermal properties are widely studied for heat transfer
applications. In the nuclear context, they are investigated for liquid metals-
cooled reactors. Due to the low Prandtl number, however, the standard
turbulence models employed for common coolants, like water or air, are not
appropriate, and more sophisticated models able to capture the flow and
heat transfer anisotropy are necessary.

In this framework, one of the aims of this work was to present and vali-
date a new anisotropic four-parameter turbulence model that derives from
the isotropic four-parameter turbulence model widely studied and already
implemented in the multigrid finite element code FEMuS. An Explicit Al-
gebraic Stress Model (EASM) and an Explicit Algebraic Heat Flux Model
(EAHMF') were proposed for the closure of the Reynolds stresses and turbu-
lent heat flux instead of the first-order closure relations used in the isotropic
version of the model. Special attention was given to the modeling of the
dynamical and thermal time scales to overcome the local equilibrium hy-
pothesis typical of algebraic models and to predict the near-wall and bulk
behavior of turbulent quantities. The closure of the model and estimation
of the time scales were performed with four transport equations for the log-
arithmic variables K-Q2-Ky-{2y and suitable near-wall boundary conditions
were presented. For the validation of the new anisotropic four-parameter
turbulence model, three different geometrical configurations were consid-
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ered, i.e., plane channel, cylindrical pipe, and backward-facing step. For
the first two geometries, the condition of fully developed flows was simu-
lated in forced convection considering different Re and low Pr numbers. For
the backward-facing step, both forced and mixed convection regimes with
Ri = 0.338 were considered to include the effects of buoyancy forces in the
validation study. The simulation results were compared with the available
DNS data whenever possible and with the numerical results obtained by
using the isotropic version of the model. For the cylindrical pipe, few DNS
data are present in the literature for low Prandtl number fluids, then a vali-
dation based on integral quantities and empirical correlations was proposed.
For all configurations, the prediction of the velocity and temperature fields
is in good agreement with DNS reference data. For the forced convection
over the backward-facing step configuration, we could observe a general im-
provement in the prediction of dynamical and thermal fields, above all in
the estimation of the turbulent heat flux components. It can be concluded
that the anisotropic four-parameter turbulence model represents a promis-
ing approach toward the accurate prediction of both turbulent momentum
and heat flux for low Prandtl number fluids. Further simulations, including
complex geometries, different Ri numbers, and natural convection cases, are
necessary to extend the validation of the presented model.

Since buoyancy effects cannot be neglected in liquid metals-cooled re-
actors, in the design and study of these devices we need tools to simulate
and optimize liquid metal flows and heat transfer in mixed and natural con-
vection. Thus, the second aim of this work was to provide tools for the
optimal control of turbulent buoyant flows. Firstly, a mathematical analy-
sis for Dirichlet, Neumann, and distributed optimal control problems was
proposed for the Boussinesq equations. Then, in the governing equations
describing the state of the fluid we included the turbulence within a RANS
framework. We proposed the mathematical analysis of a Dirichlet boundary
optimal control problem for the Reynolds Averaged Navier-Stokes and en-
ergy system closed with a k-w model and Reynolds analogy. In particular,
by starting from the existence of the solution of the Navier-Stokes system
coupled with the energy equation, and the existence of the solution of the
k-w turbulence model, the existence of the coupled associated boundary
value problem was proved. We then introduced a boundary optimal control
problem to obtain the desired velocity and/or desired turbulence kinetic
energy on a domain, by controlling the temperature on a boundary. The
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optimality system was obtained through the Lagrange multiplier method.
In particular, we proved that the Lagrange multiplier technique is well-
posed and can be used to obtain the first-order necessary condition. Lastly,
a numerical algorithm based on the gradient method was introduced for
the numerical implementation of the proposed optimality system in a finite
element framework. Then, some numerical results were shown, considering
both velocity matching and turbulent kinetic energy enhancement cases. In
particular, the dependence on the regularization parameters was analyzed
to show consistency with the expectations, the robustness of the algorithm,
and the feasibility of the method.
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