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Resumo

A presente tese é dedicada ao estudo fundamental de turbuléncia numa perspectiva Lagrangiana,
que é uma abordagem natural ao estudo do transporte de escalares em escoamentos turbulentos em
diferentes contextos como formagao de nuvens, combustao turbulenta ou até dispersao de poluentes
[1,2,3,4].

Nesse sentido € implementado um codigo de DNS, com uso de métodos espectrais e capaz de fazer
o seguimento de particulas. O codigo é implementado para funcionar em computacao paralela, este é
altamente escalavel devido ao uso de uma politica de minimazagdo de comunicagoes.

Pela primeira vez, é avaliado o efeito da hyper-viscosidade em estatisticas Lagrangianas. Mostra-se
que estas sdo somente afectadas nas escalas dissipativas. Por isso, conclui-se que a hyper-viscosidade
pode ser usada no calculo de estatisticas da zona inercial, permitindo que esse calculo seja feito para
numeros de Reynolds 150% maiores do que os observados actualmente.

Usando o modelo de Hyper-viscosidade conseguiu-se realizar duas simula¢gdes com os niumeros de
Reynolds mais altos de sempre. As estatisticas dessas simulacbes apresentam, pela primeira vez em
75 anos, evidéncias que corroboram a existéncia de uma correlacio linear com o tempo da LVSF-2.
Com estes resultados prevé-se que a constante universal dessa relagao seja Cy = 6.7.

E feita uma andlise as estatisticas de dispersdo usando a definicdo matematica de variancia de
uma variavel estatistica. E observado que os resultados para elevados Reynolds sdo absolutamente
consistentes com o previsto pela terceira Lei de dispersdao de Richardson. A constante universal de

Richardson é também medida pela primeira vez, obtendo-se que g = 0.165.

Palavras-Chave: Turbuléncia Isotropica, Hyper-viscosidade, Computacdo de alto desem-

penho, Estatisticas de Lagrange, Funcdes de estrutura de Lagrange, Dispercao de particulas.
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Abstract

The present thesis work, is dedicated to the fundamental study of turbulence in a Lagrangian frame
which is a natural approach to understand the turbulent transport in contexts as industrial mixing, cloud
formation, turbulent combustion or even pollutant dispersion [1, 2, 3, 4].

For this purpose a numerical code for DNS with pseudo-spectral schemes with particle tracking in
a parallel architecture is develop. Using as policy the minimization of synchronous communications,
results a highly scalable.

For the first time, the effect of Hyper-viscosity in Lagrangian statistics is evaluated and it is shown that
the Hyper-viscosity model can be used to study Lagrangian statistics, except for dissipative time lags.
Also is shown that using Hyper-viscosity can decrease the computational effort, such as memory usage,
up to 1000 times. Also the use of Hyper-viscosity will allow an increase of the maximum achievable
Reynolds number in 150% (comparing with the highest at the present time).

With Hyper-viscosity two simulations with the highest Reynolds numbers ever achieved are carried
out. With these results, for the first time in 75 years, it is presented clear evidence that corroborate
the existence a linear scaling law for the LVSF-2. Also it is predicted that the universal constant of that
relation is Cy = 6.7.

The results of relative dispersion using the exact mathematical definition of the second order moment
of a PDF shows, for the first time in 90 years, excellent agreement with the Richardson T3 law. The

Richardson universal constant is measured and has the value g = 0.165.

Keywords: Isotropic turbulence, Hyper-viscosity, High-performance computing, Lagrangian

structure functions, Particle dispersion.
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Chapter 1

General Introduction

1.1 Motivation

Fluid flows are present in environmental phenomena, chemical reactions and processes essential
to life, thus, fluid mechanics is a fundamental matter to the study of natural sciences such as physics,
chemistry and biology.

There are two types of flows, Laminar flows which are characterize by smooth fluid motions and
where the disturbances are damped by the action of viscosity and Turbulent flows where the fluid
velocity field varies significantly and irregularly in both position and time [5].

Almost every flow observed in nature and of engineering interest is turbulent. Turbulence strongly
increases the rates of the transport and mixing of matter, momentum, and heat in a flow (in comparison
with laminar flow) [5] and is crucial in engineering applications, therefore, turbulence is a subject of
great interest, synthesized by Nobel-prize-winner Richard Feynman who stated: "turbulence is the most
important unsolved problem of classical physics.”

Regarding aerospace engineering, the study of turbulent flows in a Lagrangian point of view it’s

fundamental for matters such as, turbulent combustion and pollutant dispersion.

1.2 Turbulence - Historical overview and Fundamental ideas

The first dated recognition of turbulence as a distinct fluid behaviour was at least 500 years ago
by Leonardo da Vinci. However, only in 1883 it was discovered, by Osborne Reynolds [6], that the
adimensional coefficient of % (where U and L are the flow characteristic velocity and length scales and
v is the kinematic viscosity of the fluid), has a major role in transition from laminar to turbulent flow. Due
to the importance of this discover, the latter coefficient was named after him as Reynolds number, which
physically represents the ratio of characteristic values of inertial forces and viscous forces.

Beside from that Osborne Reynolds made also another big contribution in the study of turbulence in
1894, when he suggested that, when analysing a turbulent flow, the velocity field should be decomposed

into the time-averaged component (z) and the fluctuating component (v’). This decomposition is relevant



because, even though the velocity field u(x, t) is a random function if, for a certain flow, one measures,
over a significant period of time, u(z, t) and then calculates the time-average, for the first, second and n-
th time, the results will be identical. In the same work he deduced the Reynolds-averaged Navier—Stokes
equations (RANS), a tool to compute the mean velocity field in a turbulent flow [7].

The time-averaged velocity (u) of a flow measured over a large period of time is time independent,
this result also holds for u2 or u™, when n is a natural number. Thus, one can conclude that the sta-
tistical properties of a turbulent flow are uniquely determined by the boundary conditions and the initial
conditions [8].

Therefore, turbulence is statistically stable, i.e., although the velocity is complex and unpredictable
its statistics are not. Hence, the theory of turbulence must be statistical, since an individual description
of the velocity fields is in principle impossible [5].

Later, in 1922, Lewis Fry Richardson wrote a verse that summarizes turbulence behaviour [9]:

"Big whirls have little whirls that feed on their velocity,

and little whirls have lesser whirls and so on to viscosity.”

This verse beside of alluding to the existence of coherent structures, eddies, and the ample range
of (length, time and velocity) scales characteristic of turbulent flows, also suggest the existence of an
energy “"cascade”, which is represented in figure 1.1, where the flow energy is largely concentrated on
large length scales eddies, that, due to inertial instabilities break-up into small vortices passing energy
into smaller structures, consequently this smaller vortices are also unstable and break-up into even
smaller vortices and so on, until the eddies size becomes so small that viscous forces become of the
order of the inertial forces and dissipate mechanical energy by converting it into internal energy [8].

It is important to emphasize that the whole process is mainly driven by inertial forces and
the figure 1.1, is not a representation of real turbulent flow, because, in a real flow, small eddies are

embodied in large ones [10].
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Figure 1.1: Sketch of the energy cascade, Source: [10].



Also, it is really interesting to notice that in a situation where turbulence is in equilibrium the trans-
ferred energy from the larger scales is dissipated by the small scales, which means that the rate of
viscous dissipation is independent of the kinematic viscosity. Thus, the larger eddies impose the dissi-
pation rate and any changes in the kinematic viscosity only effect the small eddies size. For example,
a decrease in kinematic viscosity will make the small eddies smaller so that the velocity gradients are
more intense and thus the dissipation rate will remain constant.

In the year of 1935 Geoffrey Ingram Taylor wrote that ”... there is a strong tendency to isotropy in
turbulent motion...” [11]. However, his hypothesis of turbulence isotropy is merely valid for a few cases
and in the majority of the flows with practical relevance it is merely a far approximation from reality [12].

Taken into account these ideas, Andrey Kolmogorov, proposed three fundamental hypothesis regard-

ing the physical nature of turbulence [12]:

¢ Local isotropy of the small scales: At sufficiently high Reynolds numbers, for a small domain far

away from the boundaries and singularities, the motions are statistically isotropic.

Note: One can conclude whether if a domain is small or not by comparing its linear dimensions

with the characteristic length of the flow (L).

¢ First similarity hypothesis: At sufficiently high Reynolds numbers, for locally isotropic turbulence,
the statistics of motion have a universal form that is only function of the kinematic viscosity, v, and

the dissipation rate, e.

e Second similarity hypothesis: At sufficiently high Reynolds numbers, for locally isotropic turbu-
lence the statistics of motion for scales larger than the scales where dissipation forces dominate,

have a universal form that is only function of the mean dissipation rate, €.

The range of scales that this hypothesis concern is named the Inertial sub-range

In this hypothesis it was specified that there are different ranges of scales with specific characteristics
in a turbulent flow. According to [1], there are three regions: The Energy-containing range, the Inertial-
subrange and the Dissipation range.

Three different ranges are defined, with 4 distinct scales:

Characteristic scale: Regarding the domain geometry (L).

Length scale of the largest eddies: Regarding the larger eddies in the flow (Iy).

Taylor Microscale: A scale within the inertial subrange (\). Even though this scale is important in

the characterization of a turbulent flow, it does not have a clear physical interpretation [1].

Kolmogorov scale: the dissipative scale (n).

To finalize this section some relations regarding these distinct scales are given.
Using the first similarity hypothesis it is straightforward to show that n can only be function of » and

€, using dimensional analysis:



n=(—)1. (1.1)

The Taylor microscale, is defined with the use of the second derivative at the origin of the correlation

function between two points. It can be also computed using the following formula:

A= /152 W, (1.2)
€

It is well known that the kinetic energy of the larger eddies is proportional to their squared velocity
(~ u3), also the fragmentation time, by dimensional analysis, must be 7, ~ fTOO Thus, the rate of energy
transferred is Ty ~ 7—03 As stated before in a turbulent flow in equilibrium the dissipation rate is equal
to the rate of energy transferred from the larger eddies, which implies that: ¢ ~ 1;—5’ Knowing this, it is

possible to relate iy and 7: (Rey is the Reynolds number of the larger eddies.)

1 Rey®*, (1.3)
l()

1.3 Eulerian and Lagrangian view

There are two different perspectives to analyse a flow. One is the Eulerian view in which the evalua-
tion of the flow properties in a certain moment is made using all the flow points, at fixed locations, and
the another one, the Lagrangian view, in which the flow properties are evaluated over time in a reference
frame that follows the motion of infinitesimal fluid elements [13].

The study of turbulence using a Lagrangian view was used by Taylor [14] and Richardson [9] in
1922, however, in the past seventy years the majority of research in turbulence is made considering an
Eulerian view due to practical reasons since in experimental works it is easier to evaluate the velocity or
a scalar quantity at fixed points. The same happens in numerical simulations where the calculations are
performed in a fixed grid.

Recently a growing interest has been attracted to the Lagrangian view due to some facts:

e |t is a natural approach to study turbulent transport, which is of extreme importance in the de-
velopment of stochastic models used for contexts as industrial mixing, cloud formation, turbulent

combustion or even pollutant dispersion [1, 2, 3, 4].

e |t is now possible to experimentally perform high precision particle tracking in turbulent flows [15]
[16].

e Multi-particle statistics are an important tool to understand the evolution in time of the shape of
structures within the turbulent flow and thus a better understanding of the physical mechanisms

present in the energy cascade [4] [17].

However, unlike the Eulerian statistics, for the Lagrangian ones it is not yet confirmed the existence of
an exact relation, equivalent to the four fifths law [18] (Eulerian statistics exact rule under some assump-

tions). The allegedly universal law, for Lagrangian statistics, states that the second order moments of



Lagrangian velocity increments scale linearly with time. The demonstration or refutation of this relation
is thus of extreme importance such for stochastic modelling and also in a fundamental level. The reason
why it is so important in a fundamental level is because ... this relation is intimately connected with the
picture of the Richardson cascade, built in terms of a superposition of eddies at different scales and with

different characteristic times (eddy turn over times).” [19].

1.4 Numerical simulations

The equations that describe the motion of a Newtonian fluid flow (either laminar or turbulent) are
the Navier-Stokes equations. This set of equations are derived considering the conservation of mass
and momentum and using the assumption that the locally stress tensor is proportional to the strain rate
tensor (Newtonian fluid). However this set of equations is non-linear with co-dependent variables, there-
fore extremely difficult to solve, so difficult that is not yet been proven the existence of a unique smooth
solution. The demonstration of existence and uniqueness is so relevant that the Clay Mathematics Insti-
tute has called it one of the seven most important open problems in mathematics and offers 1,000,000
American dollar prize for a solution or a counter-example.

Even though, it is possible for few, oversimplified, cases to compute an exact solution, in practical
terms the study of realistic events can only be made using either experimental or numerical simula-
tions. In contrast with numerical simulations, the experimental via can be very expensive and also the
measurement of some properties can be difficult or even impossible. Adding this to the growing com-
puter power and its facility of measuring flow properties, results that numerical simulations are now an
essential tool for engineering applications and fundamental research.

There are three main approaches for numerical simulations of turbulent flows: solving the Reynolds-
Averaged Navier-Stokes (RANS), Direct Numerical Simulation (DNS) and Large-Eddy Simulation (LES).

The main inherent principles, upsides and downsides of each approach are now summarized:

¢ RANS: Consists in solving the mean averaged Navier-Stokes equations. However, this set of
equations are not mathematically closed due to the existence of terms regarding the fluctuating
components. To overcome this problem a mathematical model that correlates the unknowns terms
with time-averaged components is required. In the specific case of incompressible Newtonian
fluid, the most common approach is the use of the Boussinesq hypothesis, according to this the
term regarding the fluctuating components is assumed to be linear with the velocity gradients and

consequently, it can be seen as a modified kinematic viscosity.

The great advantage of this method is that it is possible to compute flows over complex geometries

at high Reynolds numbers.

A disadvantage is the fact that the unsteadiness nature of turbulence is not modelled due to the
use of mean-averaged quantities. Also, the constants used in these models are valid only for
a specific set of conditions, thus, a simple change in the boundary conditions makes the results

unreliable. Due to this two facts is obvious that this approach is not a tool for fundamental research



1.5

in turbulence.

DNS: Consists in solving directly the Navier—Stokes equations resolving all the scales of motion.

It has the advantage of computing with high precision the quantities involved in the flow such as
velocity or scalar fields. This approach is an extremely important tool for investigation purposes
because it allows the study of physical processes. Due to this fact this approach is used in the

development of mathematical models that try to represent turbulent flows.

As a disadvantage, it requires a grid space of the order of Kolmogorov’s length scale, n, otherwise,
the flow energy is not dissipated and the solution diverges. This is a disadvantage because the
number of grid points, NV, must be of the order of ~ (%’)3, recalling equation (1.3) results in N ~
Re8/4, which means that DNS, with the current computing power, is not capable of computing high

Reynolds number flows.

LES: In this approach the large scales motions are computed and the small scales motions are
modelled. However, since the small scales of motion are modelled, all information regarding small

scale effect, for example small scale mixing, is not available.

With LES it is possible to compute flows with higher Reynolds numbers than DNS. Also, is more
reliable than RANS for flows with large scale unsteadiness [1]. In terms of computational cost and

precision measurement, this approach is between RANS and DNS.

Objectives

The goals of this thesis work are:

Develop a numerical code for DNS, based on pseudo-spectral schemes, with particle tracking in a

parallel architecture that is scalable.

Since particles roam across all the domain, fully parallelization of the code is very hard, besides,
during a simulation all the processors have to write in the same file the position and velocity of

each particle thus, the scalability can be difficult to achieve.

Develop a Post-processing code to handle the output data originated by the DNS code, to compute

Lagrangian statistics.

Analyse the effect of hyper-viscosity in the Lagrangian statistics such as the second order structure

function and the relative dispersion in particle pairs.

This is the main originality of this thesis, and it is predicted that this new approach will not have
any influence in the inertial sub-range since, the only difference from Newtonian simulations is the
way energy is dissipated and not the physical mechanisms responsible for the energy transfer in

the inertial range (see section 1.2 to read about the different regions of scale).

Based on the results from both Newtonian and Hyper-viscous simulations, try to contribute into the

resolution of four open problems of extreme importance:



Is the T3 Richardson law for particle dispersion valid? (1926)

If so, what is the universal constant in the relation.

Does the second order Lagrangian structure function scales linearly with time? (1941)

If so, what is the universal constant in the relation.

1.6 Thesis Outline

This thesis is organized in six chapters:
¢ General Introduction

e Background: It will be devoted to the most relevant progress in the analysis of Lagrangian statis-
tics. It will also explain what is an hyper-viscous flow simulation, and why will it be used in the

study of Lagrangian statistics.

¢ Numerical Methods and Code Implementation: The governing equations of fluid motion and the
numerical methods applied in the code implementation will be presented. In addition, some crucial

aspects of the code implementation will be outlined.

o Verification and Validation: A required step to ensure that the implementation of the code was

correctly made and that the results are meaningful.

¢ Results: In this chapter the results of the simulations, such as the second order moment structure

function and the dispersion of particle pairs for different initial distances will be presented.

e Conclusions: Conclusions and proposals for future work will be presented presented.






Chapter 2

Background

2.1 The Kolmogorov-Obukhov turbulence theory

Section 1.2 briefly explained the fundamental Kolmogorov hypothesis, however, no direct results
where deduced from it. Therefore, in this section, the Kolmogorov theory (K41) will be explained in more
detail.

First, remember that the theory of turbulence must be statistic [5], therefore, the variables of interest
must be defined. A simple choice could be the velocity at a given point, however this choice is not
interesting because, using this variable it is impossible to understand how the different length scales
are correlated and therefore the complete description of the flow field would be impossible. Also, the
probability density function of the velocity at a point, in homogeneous isotropic turbulence, is indepen-
dent of the time instant and position, meaning that it does not depend on any other flow parameter. It
is clear that if the study of a function that does not depend on any parameter and it cannot be used to

understand the turbulence physical mechanisms it is not useful.

Since the study of turbulence, as previously explained, was preferentially carried out in an Eulerian

frame, the obvious choice for the variable of interest is the velocity variation in space, i.e.:
du(Z, 7 t) = u(d + 7, t) — (@, t). (2.1)

Due to isotropy, only two components of §u(Z, 7, t) can have different PDFs, the longitudinal velocity

variation, du (7,7, t) = (d(Z+7,t) —u(Z, t))-(%), and the normal component, du (%, 7,t) = |0d(Z, 7, t) —

Ouy (7,7, 8) (%)

Since the statistics in statistically stationary turbulence are time independent, the probability density
functions of both variables must be also time independent. Due to local isotropy of the small scales
(first Kolmogorov hypothesis), the probability density functions cannot depend on the direction of + and
must only depend on the distance |7]. Also, in the presence of homogeneity, the statistics must be
independent of the position #. Finally, using the first similarity hypothesis, one conclude that the PDFs

will only depend on the distance between two points |7], the kinematic viscosity » and on the mean



dissipation rate €. The dissipation rate is given by:

I~

where ;; is the strain rate tensor S;; = (2 1 24,
X i

For inertial sub-range scales, the PDFs will only depend on |7 and ¢ (second similarity hy-
pothesis) thus, the moment of order n, of the longitudinal velocity variation PDF, can be written
as:

(0w (M) = Cyp & |r|o, (2.3)
and the normal velocity variation PDF as:
(6uy (7)™ = By, € |r|*", (2.4)

where C,, and B,,, according to the K41 theory, are universal constants. Through dimensional analysis
it is possible to conclude that ¢, = 7, = 5. Also, since the PDF of §u is symmetric, B,, = 0 for odd n.

An exact result deduced in [18], that corroborates this theory, is the four-fifths law which states that:

GuyAP =~ €lrl (25)

Note that this equation is a special case of equation (2.3) for n=3, with C5 = —1.

To deduce equation (2.5), A. Kolmogorov used the Karman-Howarth relation, an exact relation that
can be deduced from the Navier-Stokes equations [20]. This is one of the most important results in fully
develop turbulence because it is an exact relation that must be always verified unless the underlying
hypothesis are violated.

Using the same arguments as the ones used to deduce equation (2.3), i.e., dimensional analysis
and the Kolmogorov second similarity hypothesis, it is possible to deduce a relation regarding the in-
ertial range of the energy spectra (E(k)) as function of the wavenumber (k), which is supported by
experimental data, given by (this result will be used for validation purposes):

E(k) = Coes k™3, (2.6)

where Cj is the Kolmogorov constant.

Even though, this result and the relation (2.5) are experimentally corroborated, the scaling coeffi-
cients predicted for n > 3 present considerable discrepancies when comparing to experimental data.
These discrepancies result from the fact that the dissipation is intermittent, which means that the mean
dissipation in a sub-domain of the flow is not equal in all sub-domains, i.e., the dissipation rate is also
a statistical variable. To better explain this situation, suppose we have a turbulent flow in which all Kol-
mogorov hypothesis hold, dividing the entire domain into N sub-domains with the same dimensions, it

is still possible to apply the K41 theory for each sub-domain, i.e., assume the validity of equation (2.3).
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Then, for each sub-domain one can write (the superscript i refers to the i-th sub-domain of the total N):

(6uf ()" = Cn (€)% Ir¥. (27)

On the other hand for the entire domain, one can write (the superscript 'total’ refers to the entire

domain):

n

3 (2.8)

(5u‘t‘otal(7—:‘))n — Cn (Etotal)g |T‘

A mean value of a property ¢ regarding the entire domain can be computed, by knowing the mean
_ N -
values of each sub-domain, using the expression ¢totel = L Z ¢, therefore, (6uﬁ°“‘l)" can be com-

puted as:

K total l 2l i —* (29)
(ul NZ Hr .

€

|Mz

Using the same argument the mean dissipation of the entire domain is given by: e‘°t*! = % ,

i=1
substituting this in equation (2.8), and comparing the result with (2.9) (where the right side of the equa-

tions is substituted by equation (2.7)), results that:

=z

N

C’n|r%(%z &)s =C, |ré‘iz . (2.10)

=1 =1

If C,, is universal, then for a given |r|, one would conclude that (4 évj €)s =4 Zl L (€)%, this is
only correct if for any n the dissipation is equal in every sub-domain, wfzmiclh as stated before is not true.
Therefore, only for n=3 C,, can be universal, which is proven to be an exact result.

Twenty years after publishing this theory, Kolmogorov and Obukhov, refined it using corrections that
take into account the random nature of e. It was assumed that equations (2.3) and (2.4) are still valid,
however, the constants C,, and B,, are not universal, except for n=3, and depend on the macroestruc-
tures of the flow [21]. Hence, a scaling behaviour is still observable, i.e., (u)” ~ r¢» and € ~ 7™
however, ¢, and 7, are related by: ¢, = § + 7=, where the term 7z is an intermmitency correction.

The intermittency of a signal is a property that is characterized by activity that occurs only during a
fraction of the total time. This is observed in the velocity differences between two points at a distance
|r|, therefore, the similarity hypothesis, which is the base of the K41 theory, cannot be applied.

To try to predict the universal coefficients ¢,, many models have been proposed, the most used
ones are the s-model [22], the multifractal model based on the velocity increments [23] and also the
multifractal model based on dissipation structures [24].

Note that, the scaling laws are only valid for flows with high Reynolds numbers based on the
Taylor micro-scale Rey. For now on, in this work, when no other information is given, Reynolds number
of the flow is supposed to be interpreted as Re,. Unfortunately the higher the Reynolds number, the
higher the computationally cost, and as a consequence, the study of turbulence, using DNS, is limited

to Reynolds numbers of approximately 10°.
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However, it is still possible to measure experimentally the coefficients ¢,, using an important property

of turbulence, the extended self-similarity [25]. This property holds for high and low Reynolds numbers

and basically states that one can write the n-th moment of the velocity as |du(7)|” = An\éu(f‘)|3<". This

relation is very important because it allows the measurement of ¢,, for low Reynolds numbers.

2.2 Homogeneous Isotropic Turbulence

The specific case that will be studied in this thesis work is the Homogeneous Isotropic Turbulence
(HIT). The principal characteristic of HIT is that the statistics regarding the random motions of the fluid
are independent of the position. This flow is idealized and rigorously it does not exist in nature because
there is always some space dependence of the statistics. This dependence can be reduced using grid
generated turbulence, which is the type of turbulence more close to the idealized HIT, and the one used
in experimental investigation [26].

The reason to study HIT is because it is the simplest type of turbulence that can be studied and,
if one desires to completely understand any kind of turbulent flow, even the more complex with strong
non-homogeneity and high anisotropic fluctuations, first one must understand the simplest case.

Finally, if the scaling laws, described in the previous section, and the physical mechanisms of turbu-
lence are universal, then, they can be studied in this idealized flow.

To give an idea of what type of flow is this one, an example is presented in figure 2.1. The figure
was obtained by plotting the trajectories of 200 particles in a HIT simulation carried out in this work. The
domain is a cube with linear dimension equal to 27, with edges represented in figure 2.1 as red lines.

Observing figure 2.1 it is undeniable the existence the chaotic nature of the flow.

Figure 2.1: Trajectories of 200 particles in an HIT simulation carried out in this work.
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2.3 Hyper-viscosity

As explained before, the inertial range is characterized by energy transfer flux from larger scales to
smaller scales, where it is dissipated. The intermediate scales, where the energy is transfer only by
means of inertial forces is called inertial-range region. The understanding of the physical mechanisms
in this range is of extreme importance because it is believed that the scaling laws, regarding this region,
are universal (as discussed in section 2.1). Therefore, it is natural to suppose that the way energy is
extracted from the the flow does not influence the properties of the inertial range [27].

In an attempt to test if the previous supposition is valid, Vadim Borue, replaced the normal Laplacian
component of the Navier-Stokes equations by a higher power of the Laplacian. The Laplacian term,
in a mathematical point of view, is the one responsible for the dissipation of energy in the flow, thus,
a flow in which the dissipation is proportional to a higher order power of Laplacian is denominated as
hyper-viscous flow [27].

Using Hyper-viscosity in DNS as been proven to have no affect in the inertial range scaling laws while
it effectively increases, by an order of magnitude, the extent of the inertial range and thus the equivalent
Reynolds number of the flow [28] [27] [29] [30].

The major problem in the study of the Lagrangian statistics is that the Reynolds number
achievable using DNS of Newtonian fluids is not high enough to observe an inertial scaling zone.
Therefore, one may wonder, whether or not, the use of Hyper-viscosity will affect the Lagrangian

statistics. This is one of the fundamental question that this thesis pretends to answer.

2.4 Eulerian and Lagrangian frame

Every Lagrangian quantity of the flow will be denoted with a '+’ superscript.
Unlike in the Eulerian frame, in which the statistical variable of interest is the velocity variations in
space, in an Lagrangian frame, the variable of interest is the velocity variations along a particle trajectory.

Thus, for the Lagrangian frame the variable of interest is:

sut (g™t ) =at (ot 4+ 1) —at (a1, (2.11)

where, 73, is the initial position, t is a certain instant of time and 7 an interval of elapsed time. Due to the
statistically time independence (from the initial time ¢) and the space homogeneity (interdependency of
the initial position), the PDF of the variable will only depend on the lag time (7). Also, due to the isotropy
the PDF of each component of the velocity must be equal.

According to the K41 theory in the inertial time range, based on the three hypothesis and using
dimensional analysis, one concludes that the scaling laws regarding the n-th moment of the PDF of the

velocity variations of a particle along time are:

(6uf ()" = Cy & 7, (2.12)
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with x, = % and &, = 2 (D7 = (6u; (7)) is also used to denote the n-th moment of the Lagrangian
velocity increments). However, as explained in section 2.1, intermittency corrections must be applied
and therefore C,, is not a universal constant and x,, and &, cannot be equal to 3. Except for n=2,

because the scaling law is proportional to e. Whether or not the scaling law:

(buf (1))2=Cq €T, (2.13)

is valid, has been an open problem since 1941. Note, that this law is the equivalent, in the La-
grangian frame, to the four-fifths law, and thus the answer to this question is of extreme impor-
tance both at a fundamental level, to understand if the Kolmogorov similarity theory is valid in a
Lagrangian framework, and at a practical level, because knowledge of constant C; is crucial to
the construction of stochastic models used for contexts as industrial mixing, cloud formation,

turbulent combustion or even pollutant dispersion [1] [2] [3] [4].

To explain the difficulties of the observation, first one must defined the inertial range in a Lagrangian
frame of work. In the Eulerian frame, the characteristic length scale regarding the dissipation rate is 7,
and the characteristic length scale regarding the largest eddies is [y, therefore the inertial range is such
that n < |7] < lo. In the Lagrangian frame, the characteristic dissipation time-scale ,,, considering the
Kolmogorov first similarity hypothesis, can only depend of v and e, therefore using dimensional analysis

it must be:

~
[N

(2.14)

using equation (2.2), results in:

Ty = (25:8:;) ¢ (2.15)

Equation (2.15) is more general because it can also be applied in the case of Hyper-viscosity
therefore, it will be the one used here, also, using equations (1.1) and (2.2) it is possible to obtain
n=e2 (QSZ-J-SZ-J-)*%, which will be the formula used to compute 1, in Hyper-viscous flows. The time-scale
regarding the turn-over of the largest eddies is similar to the decorrelation time. The correlation function

is defined as:

p(r) = M(SA (2.16)

o (O (1) 3

Note that when the correlation is zero, the statistics in an instant ¢t + 7 are independent of the oc-
currences of the instant ¢, thus, the decorrelation time is a parameter that measure the memory of
the particle trajectory. However, p(7) has an exponential decay thus, is monotonic and is only 0 when
T — 00, therefore, the decorrelation time cannot be computed at the time where the correlation is exactly

zero and it is approximated as the Lagrangian integral time (7%.), given by:

14



Tr :/p(T)dT. (2.17)

0

Finally, notice that (su; (7))2 = (u; (¢))2 + (uj (¢t + 7))2 — 2(u] (t))2p(7) and since the statistics are

(2

time independent (u; (¢))? = (u; (t + 7))> = 2K (where K is the kinetic energy of the flow). Thereby,
for 7 > Tr, p(7) = 0 the second order structure function is a constant given by W ~ %K. The
behaviour of the second order structure function for 7 > T}, is completely different to the expected for
the inertial-range, therefore, 7 > T} is a specific range of time-scale called the integral time scale range.
Thereby, the inertial-range scale must be such that 7, < 7 < T7..

As already stated, the predicted scaling law for the Lagrangian velocity structure functions of
second order (LVSF-2), have never been observed. It can be seen in figure 2.2 that, there is an
absence of a plateau and the increase of Reynolds number simply leads to the increase of the
peak value.
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0 — .|.|||||“ Lol 1 .....\ﬁ'l‘“_:T"iunu_
,O—‘I .]Ou ,C'I .]OZ ,O._‘)

Ty,

Figure 2.2: Lagrangian second order structure as function of Reynolds number. Six different curves are
presented for Rey: 43; 86; 140; 235; 393; 648. Source: [31].

Some authors interpret the increase of this peak as an approach to the plateau [31] [32] . However,
one may wonder why the inertial scale is completely visible in the Eulerian frame (see for instance [27])
while it is not in the Lagrangian frame. This situation is believed to result from the fact that % ~ Re,,
while, %0 ~ Re%, and thereby, the same increase of the Reynolds number cause an higher extension
of the inertial range in the Eulerian frame than in the Lagrangian frame. In such way that has been
predicted that a clear plateau will only be observed for Reynolds numbers higher than 30000, while until
now the highest Reynolds achieved was ~ 1000 [32] [33].

Other authors raise doubts about the scaling law (2.13), using as arguments the lack of consistency

with actual experimental data, that does not show any trace of a plateau, and the fact that the scaling law
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as never been analytically demonstrated, unlike the four fifths law. Gregory Falkovich [34] even purposes
that the scaling law is instead du?(7) ~ 717#, with © = 0.13+0.01. His additional argument to support the

invalidity of equation (2.13), is that, if that scaling law is valid then, in the inertial range the acceleration

autocorrelation should be zero. Moreover, for ¢’ in the inertial range, the integral fa aj (t+7)%dr

should be equal to 0.5 ¢ C, and at the same time the integral fmgm should be equal to
zero. The experimental data shows that the autocorrelation o? the acceleration decreases monotoni-
cally, crosses the time axis with a slope different than zero (corresponding to the time where peak is
observe in the LVSF-2) and then relaxes back to zero, in a behaviour which is inconsistent with those
two suppositions.

Regarding the Lagrangian velocity structure function of order n (LVSF-n), for n # 2, it is
also of extreme importance to evaluate the scaling coefficients (¢,). However, if the inertial
range width for the experimental data is not sufficient to observe a scaling law for LVSF-2, it
definitely will not be sufficient to capture scaling laws for moments of higher order. To at-
tempt computing the coefficients ¢,, in a similar way as the procedure used in the Eulerian

frame, one can use the extended self-similarity, according to which the following relation holds:

W =A Wé’nﬁ . Therefore, the slope in a log-log plot of W as function of
W is 5" . Using this approach, in order to compute the coefficient ¢,,, one must know the
coefficient gm. This is another reason why the verification of the scaling law (2.13) is absolutely
crucial, because it can also be used as the comparison coefficient. Presently the computation
of ¢, is made using & = 1 (m=2), however as explained no experimental evidence of this law has
yet been found thus, the existing predictions of ¢,,, using this method, can be completely wrong.

Due to all of these difficulties in measuring the coefficients ¢,,, one may wonder if there is not any
analytical relation between Lagrangian and Eulerian statistical quantities that allow the computation of ¢,
by knowing the coefficients (,, (of equations (2.3) and (2.4)). First, the relation between a time derivative
in a fixed point ( ;), and the material derivative ( ;) taken along a trajectory of a particle is:

D 9 )

Dt ot Yom

(2.18)

The difference between the two time-derivatives is simply the convective term. However, using equa-
tion (2.18) no result regarding the relation between velocity increments in space and in a particle trajec-
tory is extracted.

The first attempt to relate the Lagrangian and Eulerian statistics using the multifractal formalism
was made by M.S. Borgas [35]. Regarding the Eulerian frame, the multifractal formalism [10] [23],
assumes that a turbulent flow possess a range of scaling exponents I = [hin; maz]s i-€., @ variable,
say 5“\\ (7) (\ZL;\)h, has different scaling exponents when || — 0. For each set, with local exponent ,
the fractal dimension associated is D(h) (this can be interpreted as the size of the domain in which the
scaling law has a given h € [hmin; hmaz]). Therefore, to compute a scaling properties of the Eulerian
structure function, all contributions of the exponents must be taken into account, thus an integration over

all possible h must be made, resulting in [10]:
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[ hmax

(6’&:(;))” ~ m nh+3—D(h)
Tu / (%) dh. (2.19)

Rmin

When |r] — 0, the power law with the smallest exponent dominates, thus, the scaling coefficient ¢,
of equation (2.3) is:

Cn = min(nh + 3 — D(h)). (2.20)

Notice that, it is assumed that the fractal dimension D(h) and the range of scaling exponents is uni-
versal for every turbulent flows, and thereby all ¢,, are universal. If one knows all of the experimental
coefficients (, it is possible to obtain the function D(h) by using the inverse of the Legendre transforma-
tion [36].

M.S. Borgas, using the spectral dimension regarding the energy dissipation rate and assuming the
ergodic hypothesis, which states that the mean dissipation rate is the same when computed using space
or time average, obtained a relation between the scaling coefficients regarding the Euler and Lagrangian
frames ((, and &,) [35]. Even though the results does not represent correctly what is experimentally
observed, this method is highly innovative and also predict the same scaling exponent for the LVSF-2
as the one predicted by the K41 theory. Finally, in this paper it was also proven that the Lagrangian
statistics are much more intermittent then the corresponding Eulerian statistics, that was later verified in
[15].

In the spirit of the work develop by Borgas, G. Boffeta besides using multifractal theory and the
ergodic hypothesis, also stated that the velocity increments in the lagrangian frame are similar to the
velocity increments in the Eulerian frame, thus [37]:

|7

S(u (7)) ~ 6(u; (7)) — ~ (7)) = T~ |F+|1_h, (2.21)

K2

substituting this equation in equation (2.19), and applying the same criteria used to obtain equation

(2.20), one concludes that the scaling coefficient in the Lagrangian frame is such that [37]:

nh +3 — DFP(h)

&n = min( % ), (2.22)

where DE(h), is the fractal dimension regarding the velocity increments in the Eulerian frame (the func-
tion DF(h) has been extensively studied). Unfortunately, the use of this equations still predict scaling
exponents higher than the experimental ones. R. Benzi notice that, the scaling coefficients are different
for the longitudinal velocity and the transverse velocity, i.e., the fractal dimension D (h) is not equal for
both velocity increments, therefore, he suggest that the coefficient &,, should be in the interval with the
extremes computed with equation (2.22), using the two different fractal dimensions (Df(h) and D¥(n))
[38]. With this procedure, the experimental results became more consistent for higher order moments
(up to n=8).

The multifractal formalism described previously had been only applied considering the inertial-range
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scales. However, since all scales are dynamically related [39], L. Chevilard presented a model, obtained
using the multi-fractal formalism, that describes both the inertial and dissipation time-scales [40]. This
approach correctly predict the shape evolution of the probability density function, from stretched expo-
nentials to Gaussian (this effect is shown latter in figure 4.23), with the time lag increase. Also, in this
paper a more consistent relation between the Lagrangian fractal dimension and the Eulerian one was
found: D(h) = —h + (14 h)DF ().

All the models based on the multifractal formalism, here discussed, predict that £&; = 1, therefore,
even to conclude whether or not the multifractal formalism correctly connects Eulerian and Lagrangian
frames it is important to observe experimentally the scaling law given by equation (2.13).

Even though the multifractal formalism is an important tool in the prediction of the Lagrangian scal-
ing coefficients, there is still no model that predicts correctly the Lagrangian coefficients for high order
moments. Therefore, development of new models that relate Eulerian and Lagrangian frame is needed.
In this direction, O. Kamps, deduced an exact relation between the two PDFs of the velocity increments
[41]. However, the bridge relation requires the knowledge of a PDF of a new statistical variable, the
mixed Eulerian-Lagrangian velocity increment that is the velocity variation in time in a fixed point. How-
ever the statistics of this variable are also intermittent and therefore the PDF is not known exactly. Some
studies regarding this statistical variable were made [42], however, the exact PDF could not be obtained
thus, using this method is still not possible to bridge, exactly the Eulerian and the Lagrangian statistics.
Finally, the exact relation demonstrated that for a given time lag, the PDF of the velocity increment in
a trajectory has contributions from every scales of the Eulerian frame. Thereby, Lagrangian statistics
are influenced also by the Eulerian dissipative and integral length scales. This justifies the fact that to
observe the inertial range in the Lagrangian frame higher Reynolds are required than in the Eulerian

frame.

2.5 Single particle statistics

Even though it is tempting to connect Eulerian and Lagrangian statistics, due to the fact that the
Eulerian ones are extensively studied, there are physically meaningful results in a purely Lagrangian
frame that can be obtained even for low Reynolds numbers (i.e., Reynolds number not sufficient so that
a scaling law is observed).

Before continuing it is important to state that the experimental results present significant differences
in comparison with DNS results. However Biferale [43], stated that the errors associated in each anal-
ysis may be responsible for this apparent disagreement between experimental and DNS simulations.
Regarding the DNS, there are two main contributions that can produce errors first, the interpolation of
the Eulerian velocity and second the large scale anisotropy induced by the forcing scheme. Regarding
the experimental simulation there are also three major sources of error, the first one is due the use of
passive particle tracers in the fluid (note that the particles do not follow exactly the trajectory of fluid par-
ticles), second the presence of anisotropy fluctuations, in such way that the three velocity components

do not average the same way and finally the Lagrangian velocities are computed by smoothing (with a
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filter) the measured positions and then differentiating. After analysing the possible contributions of all
this errors, he proved that in fact the results are consistent and that the local scaling properties of the

velocity increments are in agreement.

Since, the LVSF-n for all the experimental and DNS simulations collapse, within the error intervals, it
is natural to assume that, in fact, a universal behaviour exists. With this in mind A. Arnéodo and other
authors (twenty six), demonstrated that multifractal description can capture the intermittency effect at all

scales, which means that in fact the Lagrangian scaling laws are universal [44].

Particles can be trapped in a vortex filament, thereby, the tracers are an important tool to study the
physical mechanism in these structures, this is one of the major advantages of the Lagrangian approach.
When a particle is trapped in one of these structures, it experiences high velocity fluctuations, therefore,
this extreme events must have some influence in the LVSF-n functions. In order to analyse these effects,
first there must be applied a criterion to differentiate whether or not a particle experience these effects.
In [45] it was used as criterion that a particle experienced a trapping event if the mean absolute value
of the acceleration, during a time lag 27, was at least seven times superior than the root mean square
of the acceleration of all particles. Filtering the statistics in order to exclude the particles that were
trapped, it was possible to conclude that, the saturation of the scaling exponents &,, over the constant
2, for 7, < 7 < 107, is the signature of this trapping events. By saturation of the coefficient is meant
that nler;C &, = 2, also, it is important to outline that the duration of these extreme events is also in the
interval [r,;; 107,,]. An example of a particle trajectory that experience this events is shown in figure 2.3.
Notice that it was stated that this events are characterized by high velocity fluctuations, therefore high

acceleration, thus, the next section will be dedicated to the statistics of the acceleration.
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Figure 2.3: Example of a trajectory of a particle that experienced a trapping event. Source: [46].

19



2.5.1 Acceleration statistics

Another statistical variable that can be studied is the instantaneous acceleration of a particle:

af(t) = %uj‘(t) (2.23)

The PDF of this quantity has been measured experimentally in [47] and [48], and it has been proven
to have an universal behaviour because the standardized functions, for flow with different Reynolds
numbers, coincide. Regarding this variable, stochastic models have been developed in an attempt
to correctly predict this PDF. In [49], accumulated evidence consistly shown that the corresponding
PDF is well approximated by a Tsallis distribution, however, for extremely large accelerations there are
significant deviations. In an attempt to obtain a PDF that has a better fitting, since the statistics are not
completely stationary (there are oscillations in the mean dissipation rate for example), C. Beck propose
the use of the concept of superstatistics [50]. In this method it is assumed that, for example, the mean
value and the variance of the variable are also a statistical variables with their own PDFs. To obtain the
prediction of the PDF using this method he used the stochastic Langevin equation:

+ oV (a})

it =—y st oL(t), (2.24)

where V(a;") is a potential of a drift force (considering a linear force implies that V(a;) = 0.5(a™)?),
~ > 0 is a friction coefficient, L(t) is Gaussian white noise and o a parameter related to the strength of
the noise, and then since parameters v and o vary along the time, it is assumed that they fluctuate in
such way that 3 = J; has a log-normal probability density given by:

1 ( (log%)2
exp(—
Bs2m

252
where s is a fitting coefficient. Considering this, results that the standardized probability function p(a™)

f(B) =

), (2.25)

obtained by solving equation (2.24) (where a™ is equal to a™ adimensionalized by it’'s root mean square)

is equal to:

1 1 ﬁ) _lgat
2—/ zexp(———2—)e 27" dp . (2.26)
0

Choosing the free parameter s that makes the better fit to the experimental curve, it is possible
to obtain a prediction of p(a™) that agrees with the experimental results up to |a*| < 60, in which
p(at) ~ 107 Also, by increasing the Reynold number it seems that s> — 3, if this hypothesis holds no
free parameters would be left and thereby these statistics would be universal.

One may wonder why the superstatistical method is not also applied to the velocity fluctuations.
Notice that in the case of the the velocity increments the main question is the understanding of how the
LVSF-n scales with time, not to describe the shape of the PDF. Also, due to intermittency the PDF varies
along the time and therefore log-normal density function could only be used in certain time intervals.

.
However, for small time lags, where the relation a;” ~ ‘S“T is valid, it is possible to obtain good prediction
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of the standardized PDF of the velocity increments using this method [51].
L. Biferale [52] also attempt to compute the PDF of the acceleration using the multifractal formal-
ism. It has the advantage of not having any free parameters (which is non-physical) , however, the

superstatistical model still presents results more coherent with both experimental and numerical data.

2.6 Multi-particle statistics

Another statistical variable of interest is a particle displacement between its position and the center
of mass of a cluster of particles (in which the particle is embodied) in a turbulent flow. The study of this
subject, the turbulent relative dispersion, has innumerable applications. Cloud formation is one of the
most interesting ones [9] [53]. Also, it is possible to relate the Lagrangian statistics of particle dispersion
with the statistics of passive scalars, therefore, particle dispersion is important in the study of turbulent
mixing, combustion and pollution [54].

This variable can be defined as:

Sttt r) =7 (t+7) -7 (1), (2.27)

where 7t (t) is the distance between the particle position and the center of mass (this distance, for the
initial time, is also denoted by 7). Once more, the statistics are independent of the initial time (they
do not depend on t), and due to isotropy, the statistics of this variable are independent of the direction

therefore, the variable of interest is simply:

SIFH(r)| = |FH(t+7)| — |FT (). (2.28)

In 1926, L.F. Richardson [53], using experimental results, obtained by releasing balloons and measur-
ing the position where they land and the time travelled, notice that the root mean square of the variable
(2.28) was proportional to the cubic power of time. However, only in 1950, using the Kolmogorov similar-
ity theory, G. Batchelor [55], stated that in the inertial time sub-range the variance, for initial separation

in the inertial subrange, is given by:

(0] (7)])? = get®, (2.29)

where ¢ is a universal constant. This law is known as the T3 Richardson law, which is assumed to
be universal. However, this relation has never been experimentally observed, and like the scaling
law of the LVSF-2 it is assumed that the reason why this scaling law has not yet been seen is
due to the limitations of the Reynolds humber. Some estimations were made for the constant g
which is supposed to be g ~ 0.6, however, only for a very small range of initial separations it is
possible to observe, poorly, the scaling law [56]. Thus, whether or not the scaling law (2.29) is
valid is a fundamental problem in turbulence.

In an attempt to close this problem L. Biferale [57] consider a different variable, which is, the time
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required for a particle to exit the sphere, with centre coincident to the center of mass, with radius r. The
statistics of this variable show a clear scaling range, however, to relate them with the statistics of the
displacement a model must be used, therefore, it still is not an absolute proof of the existence of the
scaling law.

This statistic can be evaluated using only two particles. The major advantage is that it is not required
to compute the position of the center of mass, since the distance between the two particles is twice the
distance of each particle to the mass center.

Another research field of interest is the analysis of the shape evolution of tetrads. The evolution of
the shape of this structures is intimately connected to the dynamics of the eddies with a size similar to
its linear dimension [17] [58]. The geometrical shape of a tetrad, can be defined using 4 parameters
(because a tetrad is a structure with 4 points), however, in homogeneous turbulence the position of
the center of mass is irrelevant therefore only three parameters are required. The parameters used
to characterized the shape are the three eigenvalues of the moment of inertia tensor. A scaling law
proportional to 3, with different coefficients for each parameter can be obtained on theoretical grounds.
However, this scaling law has never been observed and thus if whether it is valid or not is another open

problem in turbulence.
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Chapter 3

Numerical Methods and Code

Implementation

3.1 Governing Equations

Considering a fluid as a continuum, and using the fundamental laws of physics, i.e., the conservation
of mass (equation (3.1)), momentum (equation (3.2)) and energy (equation (3.3)) it is possible to obtain
a set of equations that govern the velocity field of fluid motion, which are (using Einstein notation) [59]:

dp | 9(pui)

=0, (3.1)

a(PUi)+5(Puin)7 Op  O(mi)

_ : i 2
ot 0z Ox; " O ot .

Dlet ) 0 0T  dup) )

i = et (k ami) ~om T o, + pfiwi, (3.3)

where p is the volumetric mass, p is the pressure, 7;; is the stress tensor, f is a momentum source term,
e is the internal energy, ¢ is an energy source term and 7' is the temperature.

It is important to state that the continuum hypothesis is based on the assumption that all space is
filled with material, even though, this is not true in a molecular level, since there are empty spaces
between atoms, the results obtained using this approximation are highly accurate. It is important to
notice that this approximation in only valid when the distance between atoms is much smaller than the
characteristic length of the body. Also, in a continuum all quantities, such as velocity or displacement,
vary continuously thus, their spatial derivatives exist and are continuous which means that Calculus
theory can be applied [60].

The set of five differential equations as presented in (3.1), (3.2) and (3.3) are not closed, which
means that there are more unknowns than equations. To close the set of equations it is required a new

one, it important to notice that the previous equations are completely general and applicable to all fluids,
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however, not all fluids behave in the same manner, therefore, the new one must be related to the nature
of the fluid, i.e, its physical properties.

In the seventeenth century Newton stated that the shear stresses are proportional to the strain rate.
The fluids that have this property are called Newtonian fluids. The most common fluids (water and air)
are well modelled with this approximation. However, there are cases in which this model is not valid, for
example in blood, because the viscosity decreases with a stress increase.

For Newtonian fluids, Stokes deduced the constitutive equations:

.)_2 Qup 5
ox; 0w’ 30w

(3.4)

in which §,; is the Kronecker delta, that is 1 if i=j and 0 otherwise, and . is the dynamic viscosity.
Using the Stokes constitutive relation and considering incompressibility (p is constant), one obtain the
Navier-Stokes equations ((3.5) and (3.6)) for Newtonian incompressible fluids. These are the equations

that will be solved in all the Direct Numerical Simulations carried out in this work.

3ui -
0z, 0, (3.5)

Ou; Ou; 1 0p 0?u;
E-Fu]%j = _;87%+V78$j8$]‘ + fi. (3.6)

It is important to notice that in the previous set of 4 equations, there are only 4 independent variables
which are the pressure (p) and the three velocity components (u1, us and u3). Thus this set of equations
are closed.

Finally, the kinematic viscosity v is the ratio of the dynamic viscosity . to the volumetric mass density

)
p,thus.y—p

3.2 Direct Numerical Simulations

As stated in section 1.4, DNS consists in, given an initial state and boundary conditions, solve directly
the Navier—Stokes equations by resolving all the scales of motion.

The first simulation of turbulent flow using DNS was made in 1972 by Orszag [61], and even though
it was a simulation with low Reynolds Number (Re, = 35 low comparing to Reynolds number achievable
with current computational power), it was a demonstration that three-dimensional turbulent flows could
be simulated with pseudo-spectral methods. An important result because, as also stated in section 1.4,
with these numerical simulations it is possible to compute with high precision the quantities involved in
the flow such as velocity or scalar fields.

As explained in the previous chapter, the higher the Reynolds number, the larger the inertial sub-
range scale, which is believed to have universal scaling laws. Therefore, for a fundamental study of
turbulence it is important to analyse simulations with the highest Reynolds number possible. Due to this

fact, many turbulence research in a fundamental level is made with the use of Homogeneous Isotropic
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Turbulence, because, by avoiding complex geometries, non-homogeneous effects and using spectral
discretization, these simulations allows the achievement of the highest Reynolds number for a given

computational resource.

3.3 Simulation Description

The numerical work developed and implemented in this work concerns the Hyper-viscosity (section
3.3.8) and the particle tracking (section 3.4). Also, some relevant aspects in the code developed during
the this work are highlighted in section 3.5.

3.3.1 Computational Domain and Boundary Conditions

The computational domain of the simulations consists in a cube with dimension (27)3.
In an Homogeneous Isotropic Turbulent simulation periodicity is imposed as the boundary condition,

which means:

1;(0,0,0,t) = u;(27,0,0,t), (3.7)
’U,l(0,0,0,t) = UZ(O, 27T707t)7 (38)
1;(0,0,0,t) = u;(0,0, 27, t). (3.9)

Since spectral methods are used for spatial discretization these three conditions are immediately
verified.
Besides that, in Homogeneous Isotropic Turbulence all mean (averaged in space) velocity compo-

nents must be zero. This condition in the Fourier Space can be simply stated as:
1;(0,0,0,t) = 0. (3.10)

The definitions of the velocity components in the Fourier space, ;(0,0,0,t), will be made in the

following section.

3.3.2 Spatial Discretization

The numerical code used here uses pseudo-spectral schemes. This type of scheme is chosen
because it has important advantages, such as, high accuracy of the spatial derivatives in physical space
since they are computederror close to the machine accuracy. Spectral methods became computationally
more appealing when the Fast Fourier Transform (FFT) algorithm was invented. With this new algorithm,
the time required for a Fourier transform became proportional to N - log(V), instead of N2, where N is
the number of points used.

The underlying principle of spectral methods is that it is possible to represent a function with temporal

and spatial dependence in terms of frequencies or wavenumbers, respectively. Specifically, a general
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function (¢), periodic in x,y and z coordinates with wavelength L,,L,,,L, respectively, can be written as:

W(x,y, 2, t) Z Z Z (ki gy o, t)et 1ot kmythnz) (3.11)

l=—00 Mm=—00 Nn=—00

where 7 = /—1 and the wavenumbers k;,k,,, and k,, are defined as:

L Ly LZ

Note that since the computational domain is a cube with linear dimension equal to 2= then, &, k,,, and
k,, will be integers which decreases the computational effort. Also, in equation (3.11) (ki k., kn, t) is
a complex function, however, since ¥ (x, y, z, t) is real, zﬂ(kl, km, kn,t) possesses the Hermitian property
therefore, o (—ki, km, kn,t) = U*(ki, km, kn, ), this results from the fact that the real part of ¢ (k;, kum., kn, t)
is an even function and the imaginary part is an odd function. Due to this property, one can reduce the
amount of stored values of (ki km, kn,t) to half (storing only the values for positive wavelengths) in
each direction and thus eight times in total. Note that, ¢)* is the complex conjugate of ¢

Due to the ortogonality of the basis used in the Fourier series the computation of ;z?(kl, km, kn,t) is

made using the following operation:

L./2 Ly/2 Lg/2

) 1 .
Mkt = [ [ [ wlepene et gz, (319
o Z—LZ/Q—Ly/Q—LT/Z

Taking the limit to infinity of L,,L, and L, then, if the function ¢ is absolute integrable, one obtain the

Fourier Transform:

F((z,y,z,t)) = z/?(kl,km,k:n,t) = / / / P(z,y,z,t)e —ikiztkmy+hn Z)dxdydz (3.14)

The inverse operation, i.e., the computation of the function in the real space knowing the analogous

function in the Fourier space, is made using the inverse Fourier Transform:

F Yk, by ks 1)) = (@, 2, 1) = / / /Q/S(kl,km,kmt)e“’“””*’“my*’“"Z>dk1dkmdkn. (3.15)

—00 —00 —00

It is important to notice that the function obtained using equation (3.13) is discrete, unlike the one
obtained using the Fourier transform which is continuous. However, our domain is finite therefore, the
function 1[)(1@, km, kn,t) will be discrete in the Fourier space. Also, since the domain in the computations
will be discretized then the function ﬁ(kl,km,kn,t) besides of being discrete will also have non-zero
values for a finite number of wavelengths. The maximum wavenumber in each direction, k;, k., and k,,
for which the function @(kl, km, kn,t) can be correctly measured, is according to the Nyquist—-Shannon
sampling theorem equal to ¥= — 1, & — 1 and %= — 1, where, N,, N, and N, are the number of grid

points of the discretization in x,y, and z direction, respectively.
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Considering the previous paragraph, it is clear that any function of interest in the turbulent simulation

in the Fourier space will be written as (instead of the version shown in (3.11)):

N./2-1 N, /2-1 N./2—1

Y,y zt)= Y > S bk, Eom, b, )l R TRmye2) (3.16)

I=—N,/24+1m=—N,/2+1n=—N, /2+1

The equation (3.16), allows the computation of the function ¢ (x, y, z, t) if one knows its analogous in
the Fourier space (1[)(/@, km, kn,t)). To compute the function zﬁ(kh km, kn,t), when itis known ¢ (z,y, z,t),

one should use the relation:

Ny N’U N

Dk, ks 1) = 3053 (0, g, 2, t)e e thmnthnze), (3.17)

a=1b=1 c=1
where z,, y, and z. are the grid points that can be computed as:
a—1 b—1 c—1

:L _— C:LZ .
N, W=, “ N.

(3.18)

T, =L,

As stated in the beginning of this section, the major advantage of the use of spectral methods is that
a derivative in the real space can be computed using a single algebraic operation in the Fourier space.
This property can be deduced by simply making a spatial derivative in equation (3.11), resulting in:

W
o = ik;v (3.19)

De-aliasing

Aliasing errors, in the case of a time dependent signal, occur due the fact that the sample rate is
not sufficient to capture all frequencies originating a false lower frequency component. Therefore, the
predicted signal becomes different from the real one.

Theoretically, aliasing errors should be removed when the spatial sample verifies the requirements
imposed by the Nyquist—-Shannon sampling theorem, however, in practical matters this effect is still
observed and thus a more restrictive condition must be imposed.

The one adopted was applying a spectral cut-off filter, meaning that, all Fourier coefficients for all
wavenumbers with an absolute value greater than a wavenumber, k..;, are set to zero. The cut-off used

in this code is keur = 2kmnaz, Where kg, = 2 NeNulNe) 1 [g2],

3.3.3 Navier-Stokes equations in Fourier Space

The evolution of the Fourier modes in a turbulent flow is govern by the Navier-Stokes equations in
Fourier Space. The deduction of those equations will be presented in this section. Starting by applying
the Fourier transform to both sides of equation (3.5), and recalling the property (3.19), one obtains the

continuity equation in the Fourier space:

ikji; =0 &  k-a=0 (3.20)
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Equation (3.20) implies that the velocity in the Fourier space must be in a plane normal to the
wavenumber vector.
Regarding the momentum equations another important property can be deduced. To derive this
property the Navier-Stokes momentum equations in the rotational form will be used.
ot = p U-u

7 R v72 it 22 7
o =1 X A=V + =5 +vVia+ (3.21)

In equation (3.21) @ is the velocity vector, (I is the vorticity vector (the rotational of the velocity field
Vi), the operation x denotes the cross product between two vectors, V is the gradient of a scalar field
and finally, V2 is the Laplace operator and f is the forcing vector.

Applying the Fourier transform to both sides of equation (3.21), results in:

U _ 7 x Q—ik(;—i——)—u(%-%)ﬁ—l—ﬁ (3.22)

Applying the the inner product with k in both sides of equation (3.22), taking into account property

(3.20) and performing some basic algebraic operations, one obtains:

X
= 3.23
= (3.23)

Note that the forcing term disappears because the forcing is divergence free, i.e, k- f = 0. (See
section 3.3.6)
Substituting (£ + L1 obtained in equation (3.23) into equation (3.22) yields:

—
=

> — k.3 0 5 oo o
%:a X Q—k%—u(hk)ﬂJrf. (3.24)

—_— L, —

In equation (3.24), @ x Q—EE'ﬁE_XE % is the projection of the non-linear term @ x { into the the plane

normal to the wave number vector k. An important property of the equations in the Fourier space is that,

the term ﬁ(% + L1 is the component of the non-linear term parallel to wavenumber vector and thus,
using equation (3.24) makes the knowledge of the pressure unnecessary during the simulation.

Finally, it is important to state that to compute the Fourier transform of the non-linear terms it is
necessary to have both terms « and Q in the real space, compute the cross product operation, also
in the real space, and only then make the Fourier transform. It is also possible to compute the non-
linear term using only @ and Q however the operation required to do this is a convolution integral that is

computational more expensive than the approach implemented.

3.3.4 Temporal Discretization

The temporal discretization adopted is an explicit third order low storage Runge-Kutta scheme [63].
The advantage of this method is that the implementation requires less memory space than a regular

Runge-Kutta scheme. To explain this method the Navier-Stokes equation in Fourier space will be used
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in the form:

= = N(@) + L(@) + , (3.25)

Or in an integral form (where 7 is an arbitrary instant of time and At is a time interval):

T+AL
(ki b, ki, 7 + AE) = @kt ki, kn, 7) + / (N (@) + L(@) + f)dt, (3.26)
where,
N@@) = x O Fraxs (3.27)
kE-k
and,
L(@) = —v(k - k). (3.28)

The reason why this two terms are presented separately is due to the fact that in the code implemen-
tation there are two routines to compute each term and also because the implementation of the Hyper
viscosity, as it will be seen in section 3.3.8, will be made simply using a different viscous term (L(i)).

The scheme used to integrate in order of time requires the application of three sub-steps. In each

step the following equations are used:

=

hjyr = ajh; + N(i;) + L(t;) + f(7))
ﬁj+1 = 1:[]' + 5jAt . hj_,_l (329)
Ti+1 = T1 +’Y]At
Note that in the set of equations (3.29) & is an auxiliary variable initially valued with 0 and the subscript
jis such that if is equal to 1 refers to the values in the beginning of the time step while if it is 4 is the final
value obtained after the time integration (each sub-step causes an increment of j).

The coefficients «;, 8; and v; have the values pointed out in equations (3.30), (3.31) and (3.32)

5 153
al = 0 a2 = —§ a3 = —@, (330)
1 15 8
51—5 52—173 53—B» (3.31)
1 3

Also, even though it is not specified in the set of equations (3.29), the continuity equation in the

Fourier space ((3.20)) is also solved in every sub-step.
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3.3.5 Numerical stability

The time step At, due to stability issues, must be restricted in size during a numerical resolution of
a system of partial differential equations [64]. The parameter governing the numerical stability, depends
on the type of partial differential equation. For dispersion the adimensional parameter is V(AA—J)Q, for

convection problems, the adimensional parameter is the Courant number which is 2L |u| 4.

Notice that the main goal here is to have the highest Reynolds number, which can be obtain by de-
creasing v, when v — 0, then V(AAT?)Q — 0 meaning that the stability requirements regarding dissipation,
when v — 0, will be respected independently of the choice of At. Navier stokes equations have both
convective terms and dissipative, however, using the previous argument, one realizes that convection
effects dominate, thus the more restrictive stability condition is the one imposed by the Courant number.

The condition used to ensure the stability of the third order low-storage Runge-Kutta method is the

following:

Cp1 < 0.6, (3.33)

in which Cfl=%|u|maz, consequently the time-step used in each iteration is given by:

At = 0627 (3.34)

" |ulimaa
Condition (3.34) is only used until the flow is statistically stationary, after that, tracers are embedded
in the flow and the time-step in each iteration is made constant, for statistical purposes. The used At
during the particle tracing is chosen in such way to ensure that the stability condition (3.33) is always
verified.
For Hyper viscous simulations, the stability condition is more restrictive, and the Courant number

must verify the condition [28]:

Cp <02 . (3.35)

3.3.6 Forcing method

It is obvious that, without injecting energy in Homogeneous Isotropic flow, due to dissipation effects,
energy will tend to 0. To have a statistically stationary flow a forcing method is required.

In the presentation of the Navier-Stokes momentum equations (3.6), in the right side of the equation
there is a forcing term, this term will now be detailed. The forcing method used is fully descripted in [65].

The forcing method is not a natural feature and therefore, one may question about how the results
are physically meaningful when non-physical features are included (forcing). Thus, to make sure that
the forcing does not affect the results it must have several specific properties.

First, it must be completely random to make sure that it is uncorrelated with the velocity field so that
it does not particularly enhance a certain time scale in an unknown way. Also it needs to be completely

independent of 4, (k, k.., kn, t), to ensure that the statistically stationary state is completely independent
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of the initial conditions [65]. If it is independent of «;(k;, k., k., t), consequently, it can only depends on
the wavenumbers and time (f; (ki km, kn, t)).

Second, during the deduction of equation (3.24) it was required that the forcing was divergent free,
ie. k- f 0. This means that the forcing must be in a plane normal to k, thus, f can only have
two independent components. If the forcing can only have two components and only depend on the

wavenumber it can be written as:

ng A'r’and(E7 t)eﬁll‘ + Brand(];/:y t)672 ) (336)

where €/ and ¢/, are unit vectors perpendicular to k given by:

km _ kl
VERHEZ R RS

e = (

0), (3.37)

. kK, . \/k?+k$n) (3.38)
PNRE TRk R RZ, K] LK ' '

where A,qnq(k,t) and By.qnq(k,t) are functions given by:

Arand(E7 t) = (2ZTZ)2)eielgA(¢), (339)
BranaFot) = (51593 (0), (3.40)

where F(k) is the force spectrum that is imposed by the specifications regarding the intensity, wavenum-
ber peak and wavenumber width of the forcing. g4 and gp are two real functions that must verifiy the
equality g% + g% = 1, the ones used in the code implementation are g4 = sin(2¢) and gg = cos(2¢),
where ¢ is a uniformly distributed random parameter in the range [0; ].

To ensure that each Fourier mode of the force has no correlation with the velocity field, 6; and 6,
must be such that:

Re{A*, ,(i-€)+ B, (i-e)}=0. (3.41)

Besides equation (3.41), 6; and 6, must be such that v given by ) = 8; — 65, is also random variable
uniformly distributed in the interval [0; 27].
Finally the spectrum force is given by:

(kI—kg)?
—= >7

F(k) = Ael~ (3.42)

where k; is the peak forcing wavenumber and ¢ determines its degree of concentration. The width of
the wavenumber forcing can be different for different simulations therefore, the forcing will be active in
an interval, say, |k| € [ka; k). To make sure that the energy injection rate has a specific value P (that in

a statistically stationary simulation is = ¢), the value of A is such that:
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3.3.7 Parallel computational approach

To handle parallel computation the code implemented uses 2DECOMP&FFT library [66]. It is a
software framework designed for large-scale parallel applications using three-dimensional structured
mesh. Using this library, the whole domain is decomposed in 2D pencils as shown in figure 3.1, and
each processor deals with the data regarding its sub-domain. To deal with communications between

cores, it relies on Message Passing Interface (MPI).

Figure 3.1: 2D domain decomposition using a 4 by 3 processor grid. Source: [66].

A very important feature is that it also provides a highly scalable and efficient interface to perform
three-dimensional FFTs. The one that will be used here is the Fast Fourier in the West (FFTW) [67].

By using this software it is possible to obtain scalability for a number of cores until the order of ~ 105.

3.3.8 Hyper-viscosity

The Hyper-viscosity modified Navier-Stokes momentum equations are [27]:

Ou; Ou; 1 0p htl, Al
Oui 4, 0% 1 1 Abu; + f;, 44

in which, h is the hyper-viscosity coefficient. In all simulations performed here h was taken to be

h = 8. Also, v, is the hyper-viscosity coefficient that is chosen to be such that [27]:
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N
uh(E)%At =05. (3.45)

Note that to apply the third-order Runge-Kutta scheme in an hyper viscous flow, one must use L({T)

in equation (3.26) as:

L(@) = (=) ity k| (3.46)

To compute the dissipation it is necessary to use the following formula:

e =vp(Vid- Vi) (3.47)
To compute the equivalent Reynolds, the following formula will be used [27]:

il )5, (3.48)

RE)\ = C}L(kff

Where k4 is the wavenumber where the maximum of vorticity occurs (in the spectrum). ky, as

discussed before, is where the forcing peak is localized. Finally C}, is a constant that depends on the

hyper-viscosity coefficient. For h = 8, Cg ~ 50.

3.4 Particle Tracking

3.4.1 Governing equations

The cinematic equation of the velocity is simply:

— (1) (3.49)

The velocity of the particle (Lagrangian framework) is related to the velocity computed in the Eulerian
framework. Since the particles are non inertial, the velocity of each one must be the velocity in the
Eulerian frame in the position #*(¢). Thus, the ordinary differential equation that must be solved in order

to know the particle trajectories is:

dacj+ (t)
dt

= u (7, 1). (3.50)

Note that equation (3.50) is only valid for non inertial particles, for inertial ones, the Newton’s second
law of motion must be used instead of a cinematic relation.

Regarding the initial conditions, a defined number of particle tracers are spread randomly in all the
domain, i.e., every particle initial position/coordinates is/are a uniformly distributed random variable. This

is important to erase possible probabilistic dependence of initial position.
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3.4.2 Temporal Discretization

To solve equation (3.50) one must known the velocity field in the Eulerian framework in every time-
step, consequently, the temporal discretization must be the same as the one used to compute the Eule-
rian velocity field.

This means that the time interval At and the scheme used to integrate in time equation (3.50) is the

one introduced in section 3.3.4.

To explain how the implementation is made first we need to put equation (3.50) in its integral form:

T+AL
FH(r+At) =71 () + / @(TT(t),t)dt. (3.51)

As stated in section 3.3.4 the scheme used to integrate in time requires the application of three

sub-steps. In each step the following equations are used:

hjr = azhy + @75, 7))

Tl =T+ BiAt-hjp (3.52)

Ti+1 = T1 +’Y]At
As was also described in 3.3.4 in the set of equations (3.52) h is an auxiliary variable initially valued with
0 and the subscript j is such that if is equal to 1 refers to the values in the beginning of the time step if it
is 4 is the final value obtained after the time integration (each sub-step causes an increment of j).

The coefficients «;, 8; and v, have the values pointed out in equations (3.30), (3.31) and (3.32).

3.4.3 Interpolation Schemes

To solve numerically equation (3.50), it is imperative to be able to compute the velocity in any point of
the box. To do so, 6 interpolation schemes were implemented: Spectral, Backward, Linear, Quadratic,
Cubic and Taylor Series 13 Point (TS13).

It is important to notice that, even though there are 6 types of interpolation, they can be grouped in
three different categories: The ones using Fourier series (Spectral), the ones that use Lagrangian poly-
nomials (Backward, Linear, Quadratic and Cubic) and the ones using Taylor Series expansion (TS13).

It is important to state that due to chaotic nature of turbulence, a slightly difference in the interpo-
lated velocity, comparing with the real velocity, results in a completely different trajectory. Even though,
interestingly, Lagrangian structure function of second order is just lightly affected [68].

Even though, velocity interpolation errors must be minimized, this imposition has a computational
cost. Thus, an evaluation of the pros and cons will be discussed in section 4.2, to then make the final
choice of what interpolation scheme will be used in the simulations.

Before proceeding to the description of the interpolation schemes, it must be highlighted that these

schemes can also be used to interpolate any other variable known in the grid nodes.
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Spectral (Exact)

As explained in section, 3.3.2, any general quantity () of the fluid can be written as (using equations
(3.16) and (3.12)):

N, /2—1 N, /2—1 N./2—-1
Dyt = > 3 S (ki iy b, £ Ty 2R (3.53)
I=—N,/2+1m=—N,/2+1n=—N,/2+1

Notice that if one does a inverse fast Fourier transform, one immediately obtains the exact values of
the function in the grid points. Thus, to compute the exact value of the function « in a certain point, what

is needed is to know the Fourier transform for the staggered grid that contains that point.
To relate the Fourier transform for different grids lets start by assuming a dislocation of 2’,3’ and
Z', in a practical matter, this dislocations in absolute value will always be smaller than Lx /Nx, Ly /Ny
and Lz /N, respectively, because a grid dislocated by «’ or 2’ + Lx /Nx will contain the same points
(because the boundary conditions are periodic). Using equation (3.53), for the displacement assumed,

the function ¢ must be:

z+2y+y, 2+ 2,1 =
¥( y+y

N,/2—1 Ny, /2—-1 N./2—1 . (3_54)
- Z Z Z Dk, b, kn,t)ei(l'%<1+€v’)+m-ri’(y+y’)+n-§*§(z+z')).
I=—Ng/24+1m=—N, /241 n=—N_/2+1
Doing some algebraic operation results in:
Y+ y+y 242t =
N, /2—1 N, /2—-1 N./2—1 . B
= > > N (Dt ko b, £)e7 R GO B4R SR DY S @ g )5 (2)),
l=—Ng/24+1m=—N, /241 n=—N_/2+1
(3.55)

Comparing equation (3.55), with the definition of Fourier series , (3.11), it is clear that the Fourier

transform for a staggered grid is simply given by:

~ Ly

P(Er, K, ki, )i T @M 2 (0032 (3.56)
where ) (ki, km, kn, t) is the Fourier transform in the unstaggered grid. Therefore, to compute the exact
value of a certain quantity in a certain point, the following procedure is made:

e First, compute the displacement z’,y’ and 2/, to the closest point.

e Second, use equation (3.56) to compute the Fourier transform in the staggered grid.

e Finally use an Inverse FFT to obtain the exact value in the real space.
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Even though this method is extremely accurate, it is also extremely expensive. As an example, in a
simulation with one million particles for each time-step (considering three velocity components and three
sub-steps) it would be required six million inverse FFTs, which is clearly unpractical. Due to this reason,

this method will only be used for verification purposes.

Backward and Linear

First consider the interpolation cell used is represented in figure 3.2, where the nodal points are grid
points (represented as spheres) and the point with coordinates (x,y,z) is inside the cell.

A general function ¢ (z, y, z), of a given fluid property, is known in each nodal points and it’s value in
the i-th node is 1;, in which i€[1;8] (the distribution of the nodes by number is displayed in figure 3.2).

b Y7
L . Q
A s
> (x,y.2)
$
@: O’

o, .
1 [i/j.f

Figure 3.2: Sketch of a interpolation cell, and nodal points, used in backward and linear interpolation.

The backward interpolation is simply made by assuming that ¢ (z,y, z) = . This interpolation is,
computationally, the cheapest that can be used, however it is a method with solely first order accuracy.
Regarding the linear interpolation, it lays on the approximation that the general function v varies

linearly in each coordinate. Therefore, in terms of nodal values the function ¢ can be approximated as:
8
$(w,y,2) =Y aihi . (3.57)
=1

Where the coefficients a; are (considering a referential with its origin in node number 1 and using the

1 i i A /Y A .
adimensional coordinates 2’ = %7,y' = z; and 2’ = £ ):

ap = (1—a')(1—y)(1-2),
az = (1—2")(1—-y)(7),
as = (1 -2")(y") (&),
ag = (1-2")(y")(1 -2,
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as = (2')(1—y")(1 - 2),
ag = (z')(1 = o) (&),
a7 = (2')(y)(2"),
as = (2')(y")(1 = 2").

This interpolation scheme is second order accurate, however it suppresses all non linear variations
on scales smaller than the grid spacing. Considering the nature of turbulence with highly non linear
spatial variations this method is expected to generate considerable interpolation errors. However, in

many investigations, this is the interpolation used due to it’s low computational cost (e.g. [46], [52], [57]).

Lagrangian polynomial interpolation

The major problem of the previous interpolation scheme is that due to the existence of few nodal
points, the order of accuracy achieved is low. There are two possible solutions to increase the number of
nodal points, first, create new ones using staggered grids (used in the TS13 interpolation) and the other
one, using a larger interpolation cell that contains more grid points (the one used in these interpolation

schemes).

First lets start by defining the size of the interpolation cell based on the order of the polynomial that
is desired. Generally, in a function with three independent variables, to obtain a Lagrangian interpolative
polynomial of n-th order in each direction it is required (n + 1)? points, thus, in the present case, the
interpolation cell will be a cube with linear dimension equal to nAxz. Also, the vertices of the cube
will be nodal points. Finally, the last parameter to completely describes the interpolation cell in space,
its centroid position, which obviously is chosen to have the smallest distance to the position P(z,y, z)
where the quantity ¢ will be evaluated (note that the last statement does not mean that the centroid is

coincident with the point P because the vertices of the cube must be nodal points).

Before presenting the equations of the interpolation polynomials it is important to state that the ref-

erence node, denoted by (4, j, k), satisfies the following conditions:

e When n is even, it is the closest nodal point to P (x,y,z), therefore the nodal point coincident with

the interpolation cell centroid.

e When n is odd, it is the closest nodal point to P (x,y,z) of all the nodal points with smaller coordi-

nates, i.e., the closest point that also verifies z(; j ) < =, Y 1) <y and zg jp) < 2

To better understand the definition of the interpolation cell and its reference node, a 2D example is

given in figure 3.3.
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(i,],k)

-

Figure 3.3: Example of an interpolation cell, for the same point considering quadratic (Orange cell) and
cubic (Blue cell) Lagrangian polynomials. Even though the interpolation schemes are applied for 3D

cells, the figure shows 2D cells for better visualization and understanding.

The subscript (i, j, k) is used to make reference to a quantity evaluated in the nodal point (i,j,k). The

position of the nodal points are related by:

(itir g k) = T k) + 7 AT

Y(itir it kb)) = Yk + I DY (3.58)
Z(idit g kbk) = Z(ig.k) T K Az

Finally using the definition of Lagrangian polynomials results that, for n even (using (i, 5, k) = (0,0, 0)

in the reference node):

55 3
@y2= 3
et % (3.59)
w( k) (x_x(i/’j';k/)) (y_y(i',j’,k’)) (Z_Z(i',j’,k’)) )
2,75 .
aciey TGk T B k) _ssisy W) = Y5 0) oy ioen (Faak) = 265 k0)
i'#i ' #£5 K #k
For n odd the function is given as:
2 2 2
a2 Z 2 2
j=— 'n 1 k=—n=1

wcrenn Baak) T @) s Wk — Y6 (ka) = 25 k))
2 — 2 2 =72

i'#i i'#i

N3

(x - x(i',jmk')) (Z/ - Z/(i',jgk')) (Z = 2,5, k’))
Ui k) H H H
S
+k

(3.60)

The Lagrangian interpolation polynomials implemented were the quadratic one (n = 2) and the Cubic

one (n = 3). The major advantage of this two interpolation schemes is that they need few computational
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resources and have third and fourth order of accuracy, respectively. Note that the linear interpolation is

also a specific case for n=2.

TS13

An important aspect to achieve lower interpolation errors is the use of better resolution, i.e., the
use of more nodes per cell. Based on this, Yeung and Pope [69], designed a method based on Taylor
expansion series, in which, to improve spatial resolution were added nodes in centre cells. The sketch

of the interpolation cell is presented in figure 3.4.

13

3 7

/9 e-”;”! //n:
A

Figure 3.4: Sketch of a interpolation cell and the nodal points used in the TS13 interpolation. Source
[69].

Notice that to compute the node values of the centre cells the spectral interpolation method, de-
scribed previously, is used.

This method is design to achieve a fourth-order accuracy, therefore, the Taylor expansion must con-
tain all terms with derivatives equal or lower than three. Considering the centre of the interpolation cell
the origin of the referential and doing the expansion in Taylor series, of a general function v, results in

(Einstein notation):

_ o 1 >’y
w(l‘, Y, Z) ~ ¢(0, 0, O) + xzi(ov 0, 0) + jxlxi axiamj

1 3%

3

All derivatives must be computed using numerical methods. To ensure third order of accuracy of the
interpolation scheme, all finite derivatives used are second order. However, notice that in the y direction
the centre cell nodes are not available, therefore to compute the first derivative of the function in the

direction y, one uses:
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oY
a—y(o, 0,0) ~

(V5 + 6 + Y7 +1g) — (Y1 + o + b3 + 1)

iny . (3.62)

The previous formula uses linear interpolation to compute the value of the function « in the mid faces
of the interpolation cell perpendicular to the y direction. This term adds an error of second order to the
interpolation scheme and thus, a degradation of the interpolation scheme quality occurs, resulting that

the final scheme is only third order accurate.

After replacing the finite differences in equation 3.61, the final result can be written in terms of the

node values, hence:

13
W(w,y,2) = a; (3.63)
=1

Where the interpolation weights are (using the adimensional coordinates 2’ = &.,y" = Aiy and

! — y/ — 2y’2 + 2$/y/ + 22 + 2ylz/ _ 4x/y/z/

a]; =

4
—x — y/ NPV Qy/z + 2$/y/ — 2y — zylzl + 4x/y/Z/
as = 4
- - y/ 4+ 2y/2 _ 233/,7/ 4224 — lez/ _ 4x’y’z’
’ 4
r — y/ — ¥ 2y/2 _ Zz’y’ ) lezl + 4x/ylzl
aAq =
* 4
! 4 y/ — + 2y/2 _ Qm’y’ + 2! — 2y’z/ + 4;U’y’z’
as =
° 4
— + y/ + P + 2y/2 _ 2x’y’ — 2! + 2y’z’ _ 4x’y’z’
ag =
0 4
o m’+y’+z’+2y’2+2:I:’y’+2x’z’+2y’z’+4x'y’z’
! 4
'+ y/ 4 2y/2 + Zm’y’ — 2y — 2y’z’ _ 4x/ylz/
ag = 1
ag = 1 —.17/2 _ 2y/2 _ Z/Q
2/2 y/2
aio = B)
.11/2 _ y/2
ajl = 9
a2 = aio
a3z = aii
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3.5 Code Development

This section briefly describes some code implementation aspects, developed in the present work,

which have key importance in the code performance.

3.5.1 Particle transfer

As stated in section 3.3.7, the domain is decomposed into sub-domains and each core processor
handles the computations regarding its specific 2D pencil. However, particles move freely in the box
and thus, in any sub-step a particle can exit a processor domain to enter into another one. As explained
in section 3.3.7, the communications are very expensive and should be avoided to ensure the
scalability of the code.

Therefore, in the present work, the particle transfers between processors are only made at the end
of each time step, thus the communication time is reduced by a third. Even though particles change
domain (i.e. processor and 2D-pencil) during a sub-step, there is no need to do particle data transfers
among processors in each sub-step, the way this property is achieved will be detailed in section 3.5.2.

Also, in a synchronous communication the processors will stop until all of them are ready for
the data transfer. Therefore, sending particles one by one is computationally extremely expen-
sive so, the particle transfer routine must have the lowest communication requests as possible.
Keeping this in mind, the solution found in the present work consists in creating an auxiliary matrix
(M) with dimensions 5xTx and fill it with info of the particles that must be transferred. The number
of columns of the matrix, Ty, is such that will be always grater than the number of all transfers between
domains in a time step (to prevent data leakage). The number of lines is 5 so that each column has the
information about the particle coordinates (3), the particle ID (1) (a variable that greatly simplifies the
post-processing tools making it possible to reconstruct the particle trajectory and properties variations
along each one) and the ID of the processor that contains the domain/2D-pencil in which the particle
currently is (1) (The processor that emanate the particle, computes the ID of the processor in which
the tracer should be, if it is equal to his own ID, there is no need for transfer otherwise there is. Since
the new processor ID has already been computed it saves computational time sending this information
instead of making all processors recompute it to know whether or not the particle is in its domain). The
additional memory cost of this approach is, using an overestimation, over 10 MegaBytes consequently,
in a processor with 4 GibaBytes of memory RAM the increase in RAM is negligible.

Before filling matrix M,,, and make the particle transfer all processors must compute how many
particles exited its domain. After that, all of them fill an auxiliary array, A,.. (that has a dimension equal
to the number of processors), with zeros except at the entry number equal to their own processor ID, in
which they stored the number of particles exiting their domain.

Then, the first synchronous communication is made to assemble all A,,, of all processors into a
new B, array . Notice that B, is an array that for each entry have the number of particles exiting the
processor with the ID equal to the entry number. If Ty is smaller than the sum of all entries of the array

(total number of transfers), it must be updated, but, this rarely occurred in the present simulations.
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After knowing B, it is possible to fill the matrix M,,.. To do so, each processor sums the number
of particles that have exited the processors with an ID number lower than its own and fills that number
of columns with zeros. After that it fills the next columns with the info of the particles that are exiting his

domain. The remaining columns are also set to zero.

To illustrate this procedure a simple example is here given. Consider a simulation with 2 processors,
with Ny = 6 and in a certain time-step By, = [2 3] the M,,, matrix will be filled in the following
way: (Since each processor has its own M,,, a superscript will be used to indicate to which one it is

concerning. Also, an entry with x means that, that entry has some information/number different than 0)

z x 0 0 0 O 0 0 2 = = O
x x 0 0 0 O 0 0 = = O
Mizl=1lz 2 0 0 0 0 M2, =10 0 2 z 2 O
z x 0 0 0 O 0 0 2 = = O
x x 0 0 0 O 0 0 = = O

Following this step, a second synchronous communication is made to sum all M,,,,. of all processors.
Notice that the final result (N,..) is @ matrix with all the particles that are changing domain. After that,
each processor scroll along the fifth line of N, and whenever the value found is equal to his own ID, it
stores the particle. Notice that the choice of the matrix dimensions as 5xN7 instead of N;x5 was
not random, actually it was made concerning this step because it is more efficient to scroll in a

matrix line than in a matrix column.

Finally, for writing the particle states it is also necessary that all processors know how many particles
are in each processor. The way to do this is similar to the one described previously regarding the exit

number particles. Meaning that another synchronous communication is added.

In conclusion, the method implemented has only 3 synchronous communications and an unimportant
setback due to a small increment in memory usage. It is relevant to state that this routine was of crucial

importance to ensure the scalability of the code. A diagram of this routine is shown in figure 3.5.

42



Compute number of particles exiting

Share with all procesors

<

Compute B,y

<

Fill its exclusive block of matrix M,
(with particles exiting info)

Share with all procesors

<

Compute N, . Scroll along N, to check
which particles went to its domain.
Compute the number of particles in its
own domain

Share with all procesors

<

END

Figure 3.5: Diagram of the particle transfer routine.

3.5.2 Particle Velocity Interpolation

Regarding the velocity interpolation, the methods implemented have already been discussed in sec-

tion 3.4.3 but, two very important complementing aspects will be presented here.

First, as explained before, the cubic interpolation requires the usage of 4 cell nodes in each direction
(x,y and z), however, suppose that a particle is so close to the boundary of two domains that in order to
complete the interpolation, it is required to use the velocity field from points that are out of the processor
domain. This situation could be resolve by an information trading between two, or three or even four pro-
cessors. However, as already explained, the number of communications must be the smallest possible,
therefore the solution to this, rests in the use of Halo cells, i.e., each processors during the interpolation
also has the information of its neighbour points. The halo can have different levels, the level one case,

for a 2D domain decomposition using a 2x2 MPI processes, is illustrated in figure 3.6.

The 2DECOMP library has halo-cell support routines which are easy and efficient, and that have

been used for this purpose.
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Figure 3.6: lllustration of level 1 halo cells for a 2D domain decomposition using a 2x2 MPI processes.

Finally it is important to state that, due to the stability conditions (3.33) and (3.35), a particle
can never cross an entire cell. Knowing that the halo level can be chosen in such way that even if
during a sub-step a particle change processor domain the interpolation will still be feasible. As a
result, it is possible to transfer particles only in the end of time step instead of in every sub-step

and consequently reduced the synchronous communication by a third.

3.5.3 Particle states writing and Post-Processing

The particle states writing, in order to be time efficient, is made by blocks, i.e., each processor has an
exclusive portion of the output file and writes the states of its particles. For this purpose, as discussed
in section 3.5.1 every processor knows the number of particles that are in each processor (this is the
reason why the third and last synchronous communication, in the particle transfer routine, is made).
With that input, for a given number of particle fields to be stored ( e.g. X, y, z, u, v, w), it is possible to
compute the number of bytes that each processor will occupy in the file (number of particles times the
number of bytes needed to store the number of fields given). To compute the specific location where a
processor will start writing it is only required to sum the number of bytes that each processor, with an ID
number lower than its own, will use.

Notice that the particles are not written always in the same sequence. This is why it is so important to
have an extra field with the particle ID. Only that field enables the reproduction of the particle trajectories
and analysis of property variations along the same ones, during the Post-Processing execution.

Finally, another important feature is that during the Post-Processing realization, every time-
step is considered as the launch of another simulation. It is obvious that thus, each new simu-
lation will have a running time smaller than the previous one. However, the number of samples
used to compute statistics regarding property variations in a time interval, pertaining into the
inertial range of time, will be the number of particles multiplied by a factor of the order of ~ 10%.
Therefore the number of particles required to have a converged statistical results is tremen-
dously reduced. These reduction also results in a critical reduction of computational time spent

and in a massively decrease in memory usage.
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Chapter 4

Verification and Validation

4.1 \Verification

For verification purposes comparison with analytical solutions regarding an helical velocity field were
carried out. Even though the helical velocity field it is not a solution of the Navier-Stokes equations it will

be used because:

¢ |t can be integrated analytically over time, and thus, it is possible to obtain exactly the trajectory of

any particle in the flow. With this it is possible to compute the error of the time integration scheme.

e Itis periodic in space, meaning that the interpolations that require a large interpolation cell, in such

way that the use of halo cell, as described in section 3.5.2, can also be applied.

e By knowing the exact velocity in all the domain it is possible to investigate the behaviour of the
mean absolute interpolation error and check if the order of accuracy of each method is the ex-

pected.

The velocity field used for verification is also the one used for the same purposes in [69], is given by
(with r defined as » = \/(z — )2 + (y — 7)2):

u=—(y-m1 =327 +32" - 2% ifr<n

u=0 ifr >

v=(r—-7)(1-352 432"~ L% jfr<g (m/s) (4.1)
v=20 ifr>m

w = 0.5

To verify that the Runge-Kutta third order scheme was well implemented, one needs to know exactly
the final particle position, given an initial one, so that the integration errors can be computed. Suppose
we have a particle with initial conditions = = z, y = yg” and z = 27, changing the coordinate system to
a cylindrical one with origin in the point (7, 7, 0), in the new coordinate system the velocity field is given
by:
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ur =0

ug=7r-(1-352 4324 - LO) jfp <

(m/s) (4.2)
ug =0 ifr>mn
u, = 0.5
and the initial conditions are:
g = \J(ag — w2+ (w2
0f : {sin(0f) = % Acos(0f) = %} (4.3)

Integrating the velocity field over an interval of time T', one obtains the exact position that, in the

cylindrical coordinate system and for the initial conditions specified in 4.3 is:

rH(T) =rg (m)
+2 +4 +6
OF(T) =07 +(1 -3 +3% 2T ifrf<n
(4.4)
0(T) = 6 it rd >
ZH(T) =z +0.5T (m)

4.1.1 Low storage Runge-Kutta third order verification

The Runge-Kutta third order scheme is third order accuracy, meaning that the absolute errors of
time integration will decrease asymptotically with (At)3. To evaluate if this condition is verified different
simulations with different At were made. Different total integration times were also used (T=10 s and
T=100s).

In those simulations the velocity is computed exactly with equation 4.1, instead of using in-
terpolation methods, to ensure that velocity interpolation errors do not contaminate the analysis.

To compute the mean absolute error of the displacement in each direction, a sample with one million
particles, randomly distributed in the domain, was used. However, the particle distribution was identical
for all simulations.

Note that the velocity field is symmetric, i.e., % of every velocity component is zero, then, the mean
absolute error for x and y displacements should be equal. Due to fact that the sample is finite, the two
mean absolute displacement errors are not exactly equal. To increase the sample size (decrease the
uncertainty in the result), the quantity that will be used to analyse the error dependence with the timestep
is: ex = | — wract|% (i 1,2),

Also, the difference between the two expected errors (x and y direction) will be used to quantify the

[lo+ —zewact|—[y+ —yewact]|

uncertainty of the result. The parameter that will be used for this purpose is: e = P

The error is expected to decrease with time, in a log-log scale, with a slope equal to 3. I-]owever, this

behaviour is asymptotically, thereby, only the mean absolute errors regarding the two smallest At¢, will
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be used to compute the observed slope.

The results obtained regarding these three quantities are listed in table 4.1. It can be seen that
the relative uncertainty is really low, being smaller than 1%, therefore, the slopes obtained are not
contaminated with errors due to the finite size of the sample. The slopes obtained are the expected
ones for both curves thus, this scheme was well implemented. Also, this last observation could be

realized by analysing figure 4.1, which was obtained using the data from table 4.1.

Finally, notice that w is constant, hence, the numerical integration of this quantity should be exact.
However, due to precision limitations the mean absolute error regarding the z coordinate is, for every

simulation of the order of ~ 10~15.

Table 4.1: Absolute mean error values obtained using third order Runge-Kutta low-storage integration

scheme for the helical field.

|$j- _ xszact %
T=10([s] | T=100 [s]
0.1 1.701E-5 | 1.447E-3
0.05 2.128E-6 | 1.832E-4
At [s] 0.025 | 2.652E-7 | 2.265E-5
0.0125 | 3.324E-8 | 2.810E-6
0.0625 | 4.118E-9 | 3.507E-7
Max(e) [%] 0.45 0.46
Slope 3.01 3.00
-we-T100[] T
w0t e “
- -3 - T=10 [s] T .
E . slope=3_—=-"""" PPt -
<100 — -
10° e
10 107
At [s]

Figure 4.1: Absolute mean error values obtained using third order Runge-Kutta low-storage integration

scheme as function of the time-step for an helical field.
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4.1.2 Interpolation Schemes Verification

In section 3.4.3 it is mentioned that backward, linear, quadratic and cubic interpolations are first,
second, third and fourth order accurate respectively. Also, the TS13 interpolation is expected to be third
order accurate. To evaluate if each interpolation method were implemented correctly it will be checked
if the slope of the mean absolute error as function of the mean grid size in a log-log plot is the expected

one (slope=n-th order of accuracy).

To compute the mean absolute error of the velocity interpolation for each component (u, v, w), a sam-
ple with 20000 particles was used, randomly distributed in the domain. However, the particle distribution

was identical for all simulations (each simulation has a different mean grid size).

As referred in the previous section, the velocity field is symmetric therefore, the mean absolute in-
terpolation error for v and v should be equal. Due to fact that the sample size is finite, the two mean
absolute interpolation errors are not exactly equal. To increase the sample size (decrease the uncer-
tainty in the result), the quantity that will be used to analyse the error dependence with the time step is:
% (i:1,2).

— |t exact
€ = |u — us

Also, the difference between the two will be used to quantify the uncertainty of the result. The

"u+7uemact|7‘v+7vemact||

luf —ugrect|sy,;

parameter that will be used for this purpose is: e =

As explained, the slope behaviour is asymptotic thereby, only the mean absolute errors regarding the
two grids with smallest \/AzAy, will be used to compute the observed slope. Notice that the average
linear grid size used is the geometric mean value of Az and Ay. The grid size Az is not used because

the velocity field only depends on x and y.

The results obtained regarding these three quantities for each interpolation method are listed in table
4.2. It can be seen that, the relative uncertainty is really low, being smaller than 1% therefore, the slopes
obtained are not contaminated with errors due to the finite size of the sample. The slopes obtained are
the expected ones for every curve except for the cubic interpolation in which the relative error of the
slope obtained is 1.5 %. However, this error is not meaningful because for the slope computed using
the two grids with highest \/AxzAy is just 3.89 thus, the slope is still increasing and it is possible that
the asymptotic behaviour has not yet been reached. Therefore, one can conclude that all interpolation
schemes were implemented correctly. A visual verification can be made by analysing figure 4.2, which

was obtained using the data from table 4.2.

Finally w is constant hence, the numerical interpolation of this quantity should be exact for every
interpolation methods. However, due to precision limitations the mean absolute interpolation error is for
every simulations of the order of ~ 10717 except for backward interpolation in which, since there are no

arithmetic operations, the values obtained for all simulations are identical to the exact value.
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Table 4.2: Absolute mean error values obtained for different interpolation methods and different grid

sizes for the helical field.

ug:z:act

S
A 2

|ui —
Backward Linear Quadratic Cubic TS13

% 5.045E-2 | 5.423E-3 | 1.711E-3 | 7.600E-4 | 6.930E-4

2r | 2.526E-2 | 1.370E-3 | 2.131E-4 | 5.112E-5 | 8.546E-5

32

VAzZAy[m] | 2¢ | 1.277E-2 | 3.429E-4 | 2.687E-5 | 3.770E-6 | 1.062E-5

64

2% | 6.405E-3 | 8.603E-5 | 3.350E-6 | 2.555E-7 | 1.314E-6

Zr | 3.184E-3 | 2.141E-5 | 4.190E-7 | 1.664E-8 | 1.633E-7

256
Max(e) [%] 0.11 0.46 0.39 0.48 0.40

Slope 1.01 2.01 3.00 3.94 3.01

107

107

)
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Emt -=-Linear E
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Figure 4.2: Absolute mean error values obtained using different interpolation methods as function of the

grid size for the helical field.

4.1.3 Particle Transfer Verification

To ensure that the particle transfer, one of the most important feature in the code development, was
implemented correctly and also to to give a graphical representation of the helical field, a simulation with
a duration time of 12.5 seconds with time iterations of 0.0125 s was carried out. In this simulation 4
processors were used thus, the domain is divided in 4 sub-domains. In each processor 250 particles
were randomly distributed and tracked, each position was recorded once in every four time iterations.
The graphical result is shown in figure 4.3, where 1000 stream lines are represented to give an idea of
the velocity field.

Notice that the radial velocity is 0, therefore, the projected trajectories in a plane perpendicular to z
are simply points or concentric circles, this situation can be observed in figure 4.4.

Finally, the pencil decomposition is made in the x direction therefore, if each processor particles are
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associated with a different color then when visualizing in a plane perpendicular to x four different regions
must be distinguishable. Also, to ensure that the particle transfer is completed correctly only one color
can be seen in each sub-domain. All of these conditions can be verified in figure 4.5, thereby, the particle

transfer routine is checked to be working correctly.

Figure 4.3: One thousand stream-lines in the helical flow. Each colour is associated with a different

processor.

Figure 4.4: Helical flow projected in a plane Figure 4.5: Helical flow projected in a plane per-
perpendicular to z direction. Each colour is as- pendicular to x direction. Each colour is associ-

sociated with a different processor. ated with a different processor.
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4.2 Choice of Velocity Interpolation Scheme

In order to decide which interpolation scheme is going to be used in the DNS, two factors must be
taken into account, first the time spent and second the mean absolute error.

Even though the spectral (exact) interpolation only has errors due to numerical truncation (i.e. floating
point operations) limitations, it cannot be used due to its tremendous computational time cost. For
example, the interpolation of the three velocity components for 20000 particles in a grid with 5123 points
using 32 processors, took approximately, 24 hours, thus an iteration time would required 72 hours of
computational time. This is completely unusable for actual simulations.

Therefore, this interpolation scheme will just be used to evaluate the mean absolute error of each
interpolation, that is considered be the absolute value of the difference between the velocity interpolated
and the velocity computed with the spectral interpolation, since its the most precise.

To achieve the highest Reynolds number in a DNS simulation, without having aliasing problems
and contemplating all flow scales, including the dissipative ones (to ensure that the solution is finely
resolved), the parameter choice must be such that kqz - 7 ~ 1, Where ko, = 2(N/2 — 1).

Therefore, the first factor in choosing the interpolation scheme, the mean absolute error, will be
evaluated for different simulations with different grid points but, always with &,,.. - n = 1, since this
condition will be imposed in every Newtonian simulation. In these simulations 20000 particles were
used, also, since the flow is homogeneous and isotropic, to increase the samplesize, the mean absolute

error is computed considering all three velocity components. The results are shown in figure 4.6.
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Number of grid point in each direction (N)

Figure 4.6: Mean absolute interpolation error in DNS simulations as function of number of grid points in

each direction (N).

Analysing figure 4.6 it is possible to conclude that the backward interpolation is the one that presents
the highest mean absolute error. This result was expected since, turbulence is characterized by high
velocity fluctuations in space, therefore assuming that velocity is constant in a interpolation cell is a
description without physical basis. Also, another important thing is observed: increasing the order of

the interpolation polynomial decreases the mean absolute error, which was also expected. Finally, it is
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possible to see that there is not a significant difference of the mean absolute error between TS13 and

Cubic interpolations, thereby to choose which one is better the second factor must be considered.

To compute the computational time required to interpolate the three components of velocity per
particle, it were performed simulations, using 32 processors, with 1000000 particles (a number of the
same order that will be used in DNS simulations). Note that the number of processors will be different for
different DNS simulations, however, the goal of the study of this quantity, for different interpolations, is
to understand how the time required behaves with increasing the number of grid points, the exact value
of time required per iteration is not significant. The results are shown in figure 4.7 and it is possible to
perceive that the time required to interpolate the velocity increases with the order of the polynomial used
(expected), also, the time required to do the TS13 interpolation increases more rapidly with the increase
of number of grid points than any other interpolation, in such way that, for a grid with a number of points
of 5123, the time required is 10 times larger than the time required using the cubic interpolation, this

occurrence is due the use of FFTs.
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Figure 4.7: Mean interpolation time per particle in DNS simulations as function of number of grid points

in each direction (N).

The two major factors have already been analysed, however, there is not an interpolation scheme
that has the lowest mean absolute error and also the lowest required computational time, therefore, a
compromise needs be made in order to choose the best interpolation for the DNS . Here, the criteria
used is: The interpolation that will be used needs to be the one with smallest product between error and
time spent (e,t). Using this criteria it is given equal importance to both time and error. Note that if one

wants to give more importance to having low error should use as criteria €2.¢, with a>1.

The value of ¢,¢ as function of number of grid points, for the different interpolation schemes
is presented in figure 4.8. It can be seen that the interpolation that tendentiously have the lowest
value of ¢,t, for grids with high number of points, is the cubic interpolation. Therefore, it will be

the one used in all DNS simulations.
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Figure 4.8: Product between mean absolute error and time spent per particle for each interpolation

scheme.

4.3 Scalability Verification

One of the main objectives of the present thesis was to develop a scalable code, i.e., a code in which

the computational time per time step is inversely proportional to the number of processors used. To

verify if this property was achieved scaling tests were performed in four different supercomputers, which

are described in table 4.3.

Table 4.3: Specifications of the supercomputers architecture, that were used in the scalabilty testing.

Memory per Cores per Peak Performance Intercomunication
Supercomputer  Processor type
node node [Pflops] technology
Intel Xeon CPU )
HAZELHEN 128 24 7.42 Cray Aries
E5-2680 v3
MARENOSTRUM | SandyBridge- a2 16 11 Infiniband
In EP E5-2670 ' FDR10
Supermuc SandyBridge- Infiniband
32 16 3.2
(Phase 1) EP E5-2670 FDR10
SUPERMUC Haswell Xeon Infiniband
64 28 3.58
(Phase 2) E5-269 v3 FDR14

For any graphical representation regarding the iteration time as function of number of processors,
two different zones are expected to be observed. The first one, regarding a low number of processors,
in which the time spent in communications is much smaller than the time spent on actual computation
and thus, an increase of number of processors is followed by a decrease in the inverse proportion of
the time spent per iteration (zone where scalability is observed). The second one, regarding a high
number of processors, in which the communication time is similar, or higher, than the time spent on
actual computations and an increase in the number of processors does not lead to a decrease in inverse

proportion of the time spent per iteration and it can even increase the computational time. This is the
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reason why it was stated, in section 3.5, that communications must be avoided at all cost to ensure a

more

wide scalable zone.

Before presenting the results obtained it is important to state that the code was developed over an

already existing code, and the implementations made in the present work only added two new functional-

ities: the possibility of particle tracking and the possibility of simulating a flow with Hyper-viscosity. From

the pre-existing version of the code, it was observed that it was scalable approximately until the number

of processors was near the number of grid points in each direction. Thereby, since the scalability zone

will certainly not be increased with the two new functionalities, the main objective is to keep it unaltered.

Since writing the particle status is not required in all iterations both situations, without and with writing,

will be discussed. The results obtained for the first case are shown in figures 4.9, 4.10, 4.11 and 4.12.
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Analysing figures 4.9 to 4.12 it is possible to see that the region where the code is scalable

was unaltered, i.e., the code is scalable until the number of processors is similar to the number

of grid points in each direction. Thus, the implementation of the particle tracking was excellent!

Regarding the iterations with writing process, the results are presented in figures 4.13 to 4.16.

Unfortunately, even though many efforts were made, the scalable zone, for iterations with particle

status writing, was reduced. The reason why this happened is obviously due to the input/output (10)

operations that require a considerable amount of time and also that time increases with number of cores

used (more IO channels are required to send information with the same size). Even though MPI-IO

interfaces were used to optimize the writing process however the scalable zone ended up shortened.

However, the developed code with particle tracking remains higly scalable, i.e., the addition of particles

did not significantly reduced the scalability of the code, as is often the case in other DNS codes.
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4.4 Validation

4.4.1 Energy spectra

As explained before, only the particle tracking and the hyper-viscosity model were implemented in
the course of this work, the rest of the code had already been implemented and validated. Therefore,
the validation that will be made here, will only include the Lagrangian statistics and the Hyper-viscosity.

However, for comparison purposes, the energy spectra obtained from a simulation with N=1024, with
the parameters listed in table 4.6, is shown in figure 4.17. First, notice that the predicted slope of -5/3,
for the inertial range, is observed (discussed in chapter 2).

Second, comparing with the energy spectra obtained for a simulation with N=1024 and an hyper-
viscosity coefficient equal to 8, plotted in figure 4.18, it is visible that the inertial range is more extended,
as expected.

Regarding the energy spectra of the Hyper-viscous flow simulation, for the highest wavenumbers,
unlike in the Newtonian spectra, visible a bottle neck effect is visible in the start of the dissipation range.
However this behaviour is expected and it has already been discussed in the literature [27] [28] [29] [30].

Therefore, one concludes that the spectras obtained are, qualitatively, correct.

Slope=-5/3 slope=-5/3

< <"
w 107 W o
10° 10" K 10° 10° 10° 10" K 10° 10°
Figure 4.17: Energy spectra of Newtonian simu- Figure 4.18: Energy spectra of Hyper-viscous
lation with N=1024. simulation with N=1024.

4.4.2 Analysis of simulations non-physical parameters dependence

In this section the effect of some parameters in the Lagrangian second order structure function will
be analysed. In theory, these function can only depend on the flow Reynolds number, therefore, one

must evaluate if there exists any non-physical dependence that affects the final result.

Forcing

Let us start by analysing the forcing effect. It is obvious that the forcing is a non-physical feature,

therefore, it must be evaluated if exists any result dependence with it.
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It already had been analysed the differences between using a stochastic forcing and a deterministic
one and the results shown that the differences are small, meaning that forcing has small effects in the
statistics [70].

However a simple analysis was also made in the present work to understand the effect of the forcing.
The analysis consisted in evaluating the effect of using different forcing peaks. For this purpose, three
simulations were made, with approximately the same Reynolds (so that the peak force is the only differ-
ence). The simulations parameters are presented in table 4.4, and the second order structure function
is, for the three simulations, shown in figure 4.19. It is important to state that in all simulations the width

forcing was 2, and the number of particles used to compute the statistics was 500000.

Table 4.4: Simulations parameters of the three simulations used to evaluate the forcing effect

N 32 64 128
Peak force (k) 2 4 6
Re, 25.76 | 24.80 | 26.52
kmaz-1 1.14 1.07 1.26
v 0.11 | 0.04 | 0.0195
€ 10.49 | 6.076 | 4.502
% 3.97 | 3.46 3.80

/(1)
=~
u
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Figure 4.19: Lagrangian second order structure function as function of the forcing peak.

Based on the simulations results shown in figure 4.19 it is possible to observe some small differences,
however this differences are justifiable with the fact that the Reynolds number is not equal for the three
simulations and also, with the fact that the simulations are not completely statistically stationary, i.e.,
oscillations of the mean dissipation rate and also of other properties exist. Therefore, one concludes
that the forcing peak does not affect the second order structure function. Thereby in all the
simulations that will be performed, the peak forcing will always be in the second wave number,

to obtain higher Reynolds number possible.
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Time step

There is always numerical error associated with the time integration, that decrease with the usage
of smaller At, as seen in section 4.1.1. To evaluate if this errors are affecting the statistics, three
simulations with different time-steps but, with the rest of parameters and initial conditions equal, were
performed. The common parameters are listed in table 4.5, the three At used are: 0.027,, 0.017,, and
0.0057,,.

The Lagrangian second order structure function obtained for the three different time-steps
(using a sample of 500000 particles) is show in figure 4.20. There are no visible differences
between the three functions thus, one concludes that the characteristic time-steps used in the

simulations have no effect on the results.

Table 4.5: Parameters of the simulations used to analyse the effect of At.
Ty
Tn

256 | 131.2 | 1.174 | 0.0071 | 9.98 | 12.23

N Rex  kmazn v €

—_At=0.021
n
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Figure 4.20: Lagrangian second order structure function for simulations with different time-steps.

Sample size

Another important parameter in the simulation that can have major influence on the results is the
sample size used. A sample with low particles can cause results with high statistical error. Hence, an
important question must be addressed: how many particles are required in order to have converged
results? In order to be able to answer that question, with the simulation with the parameters listed in
table 4.5, different samples sizes (125000, 250000 and 500000 particles) were used to compute the

Lagrangian second order structure function. The results obtained are shown in figure 4.21.

Regarding the results shown in figure 4.21, no differences are observed therefore, it is possi-
ble to conclude that a sample size of 500000 particles is sufficient to obtain converged statistics

(regarding second order functions).
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Figure 4.21: Lagrangian second order structure function for a single simulation computed with different

sample sizes.

4.4.3 Comparison of the results with the literature
Probability density function of the velocity fluctuations

The probability density function of the velocity fluctuations is one of the most important functions
regarding turbulence, as explained in chapter 2. For the simulation with the parameters listed in table

4.5, the curves obtained, for different time intervals, are presented in figure 4.22.
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Figure 4.22: Normalized probability density function of the velocity fluctuations for different time lags for

a simulation with the parameters listed in table 4.5.

For comparison figure 4.23 shows a PDF for a simulation with N=128 and Re, = 93 carried

out by P.K Yeung [69]. Closely analysing both figures it is possible to conclude that the obtained
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results are consistent.
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Figure 4.23: Normalized probability density function of the velocity fluctuations for several time lags: A,
 —=0.5; ], =2 O, =4 0, =8 o, Z- = 32. Source: [69].

Tn

Lagrangian correlation function

As described in chapter 2 the Lagrangian correlation function is known to have a exponential decay
[69]. Therefore, since the area below the curve is the Lagrangian integral time scale (77), then, in
theory the correlation should be well approximated by e~ Tz . The correlation functions for each velocity
component (u, v and w), obtained from the simulation with the parameters listed in table 4.5, are show
in figure 4.24. Analysing the figure it is evident that the exponential decay is observed, therefore,

this is another proof of the accuracy and robustness of the code developed.
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Figure 4.24: Lagrangian correlation function for each velocity component obtained from the simulation

with the parameter listed in table 4.5. In addition, e T, for comparison, is also plotted.
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Lagrangian second order structure function

It can be proven that the Lagrangian second order structure function in the dissipative scales (7 < ;)
Di(r)
2
n

the function must be 2, for small time-lags. Also, for time scales such that (7 > T7), as seen in chapter

is given by = ao(Tln)Q, where v, = % (see for instance [69]). Thus, in a log-log plot the slope of
2, the structure function is constant.

The Lagrangian second order structure function, computed using the simulation with the parameters
listed in table 4.5, is plotted in figure 4.25. Note that both zones described in the previous paragraph

are visible, thus, this is another evidence of the reliability of the code implemented.
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Figure 4.25: Lagrangian second order structure function for each velocity component obtained from the

simulation with the parameter listed in table 4.5

Statistics dependence with Reynolds number (LVSF and Richardson)

Finally, in this section, it will demonstrated that the evolution of the statistics with the Reynolds number
is the expected one. For that purpose, six simulations, using Newtonian fluid model, were performed.

The simulation parameters are listed in table 4.6.

Table 4.6: List of Newtonian simulation parameters.

N Reyx  kmae-n v € %‘ Nmrtsaies
32 | 2435 | 1.07 0.1 9.97 | 3.35 | 500000
64 | 49.71 | 1.08 0.04 9.90 | 5.20 | 500 000
128 | 87.74 1.03 0.015 9.87 7.69 614400
256 | 131.2 | 1.17 | 0.0071 | 9.98 | 12.23 | 614400
512 | 227.7 1.07 0.0025 | 10.04 | 17.74 | 614400

1024 | 380.6 | 1.09 0.001 9.85 | 30.81 | 1228800

The results regarding the Lagrangian second order structure function are shown in figure 4.26 and
comparing to the results obtained by Yeung, presented in figure 2.2 ([3]), it is clear that the results are
consistent.

The results regarding the dispersion statistics are shown in figure 4.28. Comparing with the results

obtained by Sawford, presented in figure 4.27 ([56]) some differences are found. This differences are
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justifiable with the fact that the simulations used in this work have different Reynolds numbers than the

simulations in [56]. Notice that, in simulations from [56], the highest Reynolds number is almost 20

times higher than the lowest one, unlike the simulations carried out here in which the highest Reynolds

number is only 4 times higher then the lowest one. Therefore the effects associated with the increasing

Reynolds are much less pronounced in figure 4.28 than in figure 4.27. However, the same trend with

increasing Reynolds is observed. First, the dislocation of the zone where all curves start two converge

with a negative slope, has, in both figures, the same trend with the increasing Reynolds. Second, in

both figures, the curve associated with the inital distance i = 47, tends to the horizontal line with the

increasing Reynolds (the cyan one tha has the constant value of 0.6, which is the predicted value of the

Richardson constant g) .
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Figure 4.26: LVSF-2 as function of Reynolds nhumber obtained in the present work, for the simulations

with the parameters listed in table 4.6.
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Figure 4.27: Relative dispersion plots for initial
separations of, from bottom to top, % 0.25; 1;
4; 16; 64; 256. As function of Reynolds number:
Source: [56].
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Chapter 5

Resulis

5.1 Effect of Hyper-Viscosity in Lagrangian statistics

The analysis of the effects of the Hyper-viscosity in the Lagrangian statistics will be made in two
steps. First the classic Newtonian results, that were used to validate the code in section 4.4.3, will
be analysed. Secondly the evolution of the LVSF-2 with the increase of the Reynolds number will be
compared, qualitatively and quantitatively, between Newtonian an Hyper-viscosity flows. The dispersion

statistics will only be discussed in section 5.3.

Even though the main objective is to study the LVSF-2, it will also be presented the scaling coefficient

¢4 obtained using Hyper-viscosity.

5.1.1 Classic results

To analyse the classic results, .e.g, the exponential decay of the correlation function, an Hyper-

viscous simulation with the parameters listed in table 5.1 will be used.

Table 5.1: Parameters of the simulations used for validation.
N RB)\ kf kd € L Nparticles

Tn

256 | 294 | 4 | 57 | 10.02 | 15.62 | 614400

Notice that unlike all the other simulations carried out in this work, the forcing peak is concentrated
in the 4 wave number shell. The forcing scheme is a source of anisotropic motions [65], and, due to the
boundary limits the higher the wave number of peak forcing, the higher the anisotropic effects. Thus, the
choice of this value was made to guarantee that the anisotropic effects do not affect the statistics and
therefore, ensures that the presence of discrepancies between the expected and obtained results using

Hyper-viscosity, will not be originated from other sources then the model itself.
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Lagrangian correlation

As described in chapter 2, the Lagrangian correlation function is known to have an exponential decay
[69], and as explained in section 4.4.3 the correlation function should be well approximated by e L.

The correlation functions for each component (u, v and w), obtained from the simulation with the
parameters listed in table 5.1 are plotted in figure 5.1. A clear exponential decay of the correlation
of each component is observed, therefore, the Hyper-viscosity does not affect the correlation

statistics.

—exp(-1/T))

---u
---v
S--w

p(r)

Figure 5.1: Lagrangian correlation function for each velocity component obtained from the simulation

with the parameters listed in table 5.1. In addition, e Tz, for comparison is also plotted.

Another simulation with parameters N = 256 and ky = 2 was carried out (the full description of the
simulation parameters is indicated in table 5.2) to discuss the effect of anisotropic fluctuations in the
statistics.

To estimate the anisotropic statistical degree in each simulations it was used the following parameter

(the same definition is used in [38]):

+ 2
s~ EE

Note that, with this definition, a flow with purely isotropic fluctuations must verify S% (r) = 1.

The function S (7) is plotted for both simulations in figure 5.2 and it is possible to see that anisotropic
statistical degree in the simulation with k; = 2 is higher, as expected, in almost every instants of time.
Knowing this and comparing the correlation functions of both simulations, shown in figures 5.1 and 5.3,
it is possible to see that for k; = 2 the differences between correlation functions, at the same time,
are higher. Thus, as stated, the anisotropic effects are higher for higher ks and, due to that, some
discrepancies, when comparing to a purely exponential decay, are observed in figure 5.3. However, the
mean value of the three components show also a clear exponential decay (not shown in any figure),
thus, the mean value of the three components is used to compute statistics such as D? (7), and function
52 (r) is used to compute its uncertainty .
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Figure 5.2: Anisotropic statistical degree, as function of time, for two simulations with different forcing

peaks.
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Figure 5.3: Lagrangian correlation function for each velocity component obtained from the Hyper-viscous
simulation with N = 256, the other parameters are listed in table 5.2. In addition, e~ 7z , for comparison

is also plotted.

Lagrangian second-order structure function

As stated in section 4.4.3, in the dissipation range, T < 7,,, the LVSF-2 is proportional to 72, and thus,
in a log-log plot the slope of that function must be 2, for small time lags. Also, for time scales such that
7> Ty, D? (1) must be constant.

The Lagrangian second order structure function, computed using the simulation parameters listed in
table 5.1, is plotted in figure 5.4. Note that both zones described in the previous paragraph are vis-
ible, thus, this is another evidence that the Hyper-viscosity does not affect the laws observable
in a Newtonian flow.

Note that the scaling law LQ(T) = ao(Tln)2 is deduced using the fact that for small time lags the

v n

relation su; (1) =~ a7 holds. Thus, even though it is expected that hyper-viscosity changes the small

scale statistics, since the principle used to deduced this law is still valid then, it should be observed
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anyway.

Figure 5.4: Lagrangian velocity structure function for each velocity component obtained from the simu-

lations with the parameters listed in table 5.1.

PDF of the velocity fluctuations

The probability density function of the velocity fluctuations is one of the most important functions
regarding turbulence, as explained in chapter 2. For the simulation with the parameters listed in table

5.1, the curves obtained, for different time intervals, are presented in figure 5.5.
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Figure 5.5: Normalized probability density function of the velocity fluctuations for different time-lags for

a simulation with the parameters listed in table 5.1.

Comparing the PDFs for Hyper-viscosity shown in figure 5.5 with the ones obtained from a Newtonian
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fluid 4.22 three facts are observed:

¢ In both figures it is possible to observe the shape evolution from stretched exponential to Gaussian,

with the time lag increase, as expected (see section 2.4).

e For 7 < 7,, in both figures, the shape of the PDF remains almost unaltered. However, the PDF for
small time lags are not equal in both cases, for instance for a time lag ~ 7,,, in a Newtonian fluid

p(10)/p(0) ~ 6 - 1075, while in an Hyper-viscous one p(10)/p(0) ~ 3 - 1075.

As explained in section 2.4, for small time lags the PDF of velocity increments is deeply
related with the PDF of the acceleration. Since the tails of this PDF are affected by the exis-
tence of small scale dissipative structures (due to trapping events in vortex filaments), and
hyper-viscosity model changes the way energy is dissipated in those small scales (see sec-
tion 2.3), thus, one concludes that differences between PDFs, for small time scale statistics,

are expected. Therefore, no inconsistency is found.

e Finally it is visible that the time lag for which the PDF became Gaussian is higher for the Hyper-
viscous flow. However, this happens only due to the Reynolds number difference, note that the

Gaussian PDF is observed only when 7 > T7..

In conclusion, observing the PDF evolution is clear that the small scale statistics differ between
Newtonian and Hyper-viscous fluids, which was the expected. Also, the shape evolution of the PDF in

Hyper-viscous flow is consistent with the description made in [40].

5.1.2 LVSF-2 dependence with Reynolds number

The main advantage of using Hyper-viscosity is that it allows to simulate turbulent flows with higher
Reynolds numbers than a simulation, with the same number of grid points, with a Newtonian fluid. Since
the Lagrangian inertial range has never been observed due to the limited Reynolds number achievable
in Newtonian fluid simulations, one hypothesis arises: ’can Hyper-viscosity be used to compute the
LVSF-2 in the inertial range?’ .

The use of Hyper-viscosity, as seen before, maintains the principle characteristics of the Lagrangian
statistics, except for small scale statistics, thus, no evidence that can refute the hypothesis was found.
However, to confirm the hypothesis, one should compare the inertial scaling zones for both fluids, how-
ever, since this zone has not yet been observed, it will be analysed the evolution of the LVSF-2 with the
Reynolds number and evaluated if it is consistent with the evolution in a Newtonian fluid.

For this purpose, in this work, five different simulations using Hyper-viscosity were carried out. The
simulations parameters are listed in table 5.2. However, for comparison with Newtonian Reynolds num-
ber dependence only simulations with similar Reynolds number will be used (the three ones with lower

Reynolds number).
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Table 5.2: List of Hyper-viscous simulation parameters

N Reyx kf kg € % Nswrtidles
128 276 | 2 | 24 9.97 | 13.47 | 614400
256 450 2 54 | 10.41 | 22.09 | 614400
512 701 2 1105 | 9.73 | 35.87 | 614400
1024 | 1102 | 2 | 207 | 10.32 | 49.10 | 614400
2048 | 1744 | 2 | 412 | 10.04 | =~ 77 | 1228800

The evolution of the LVSF-2 for the three simulations with the lowest Reynolds is shown in figure
5.6. Comparing with figure 4.26 it is possible to see that in both cases, the increase of Reynolds had
cause the increase of the peak value (C), and also an increase of the lag time where the peak occurs
(3). Thus, for both Newtonian and Hyper-viscous fluids the increase of Reynolds causes qualitatively

the same effects in the LVSF-2.

(0)/(e7)

- Re)\:280
- Re)\=450
Re)\:700

Figure 5.6: LVSF-2 as function of Reynolds number for simulation with parameters listed in table 5.2

To analyse if Reynolds number increase effect has a similar quantitative effect in Hyper-viscous
simulations, one evaluates the increase in the peak value (C3) as function of Re, in both fluids. As
stated before, due to anisotropic fluctuations, there is an uncertainty in the LVSF-2. Since the three
components have different peak values (C} = mam(@)), the uncertainty of C{ is computed as the
max(|C§ — Ci|), with i € {1,2,3}. The results of C; as function of Re, are shown in figure 5.7, in this

figure is also plotted a fitting curve, given by C = 6.5(1 + R%)—l , that B. Sawford obtained from his

T/t
n

results [56] (the curve is not exact and it is used to compare the trend).

Analysing figure 5.7 one concludes that Hyper-viscosity accurately predicts the evolution of

C; as function of Reynolds number.
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Figure 5.7: Evolution of the peak value C§ as function of Reynolds for both Newtonian and Hyper-viscous

fluids. An empirical relation obtain in [56] is also plotted for comparison purposes.

Finally, a direct comparison between the shape of LVSF-2 of Hyper-viscosity and Newtonian fluids
will be made by analysing figure 5.8. The figure is in a log-log plot to ensure that the adimensionalization
does not affect the analysis. It is visible that the peak C{, in the Newtonian simulations, occurs at a time
lag 7§ higher than for a Hyper-viscous simulations. The reason why this happens is related with the
fact that the peak occurs in the transition between dissipative and integral time scales. Since the use
of hyper-viscosity results in the decrease of the width of the dissipative length scales (to enhance the
width of the inertial range), then, it also causes the diminution of the width of the dissipative time scale,

therefore, 7 is smaller in Hyper-viscosity simulations.

10"

10 ¢

(/(e1)

—_Re =227.7
N A
(a)
Re,=380.6
Re, =701
-1
10 I I I
10" 10° 10" 10°

T/t
n

Figure 5.8: Direct comparison of the LVSF-2 for Newtonian and Hyper-viscous fluids. Solid lines
are curves obtained with Newtonian simulations while dashed lines are curves obtained using Hyper-

viscosity simulations.
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However analysing figure 5.8 it is visible that, for = > 7, the shape of LVSF-2 for Hyper-viscous is

consistent with the shape observed in LVSF-2 for Newtonian fluids.

5.1.3 Scaling coefficient of the LVSF-4 in the inertial-range

Finally a comparison between Hyper-viscous and Newtonian fluids will be made for the scaling co-
efficient (4. To compute this coefficient it was used the Hyper-viscous simulation with N = 1024. As
explained in chapter 2, even though there is an absence of the inertia range, for low Reynolds numbers
it is possible to compute the inertial scaling coefficients by using self-similarity [25].

According to self-similarity:

Di(r) = (D} (r) %, (5.2)
thus, ¢4 can be computed as:
_ d(log(Di (7))
Ga = W%(T)))@' (5.3)

Using the implicit function theorem, one concludes that ¢, can be computed as:

d(log(f‘ih)))
$4 = Tog(DT) 2 (54)
dr

The evolution of {4 with time, computed using this formula, is shown in figure 5.9. Note that is

assumed that ¢, = 1.

2 T
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T
1

Figure 5.9: Scaling coefficient of the LVSF-4, obtained from an Hyper-viscous simulation with Re) =
1102. The green dashed line has the constant value of 1.64.
From this figure, three relevant facts must be highlighted:

o First, the reason why there are oscillations for = > 607, is related with the fact that for 7 > 77,
D?(7) and D1 (7) are tending to a constant, therefore the computation of (, using equation (5.4)

tends to an indetermination 3, and thus these oscillations are not physical.
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e Second, the green dashed line has a constant value of {, = 1.64. This value was computed by
averaging the plotted function in the interval [107,; 407,]. To estimate the uncertainty of the scaling
coefficient it is used the maximum difference between ¢, computed with the mean value of the

three velocity components and ¢ computed using only the i-th component.

Thus, using Hyper-viscosity, it is obtained that the scaling coefficient of the LVSF-4, in
the inertial range, is {4, = 1.64 + 0.03. In [38] the value estimated for this constant was
(4 = 1.66+0.02, thus, the result obtained using Hyper-viscosity is consistent with the one ob-
tained in DNS simulations using Newtonian fluid. Also, (, predicted using Hyper-viscosity
is in the interval predicted by the multifractal formalism [38] (interval computed using different
fractal dimensions for the longitudinal and transverse velocity fluctuations in the Eulerian frame).
Therefore, this is a clear proof that the Hyper-viscosity can be used to obtain the scaling

coefficients in the inertial zone.

e Also, there is a clear dip before the inertial range, that as explained in chapter 2, occurs due to the

presence of trapping events. Therefore in Hyper-viscosity there are also trapping events.

In sum, in this section, all the results indicate that the Hyper-viscosity does not affect the
inertial range, and thus can be used to study Lagrangian statistics. Due to this situation, if one
desires to study the inertial range of the LVSF-n, he can use the Hyper-viscosity. Note that this is
an extraordinary result because by using Hyper-viscosity one can obtain, for example, the LVSF-
2 for Re, ~ 250 using a grid with only 128° point instead of 5123 (the Newtonian grid required), and
so, the decrease in the computational effort is tremendous, in that particular case, using Hyper-
viscosity reduced the memory usage up to 1000 times, and thus, also the computational time
required! Also at the present time, the simulation with the highest Reynolds number (~ 1000)
is obtained using a grid of 4096 points, for that same grid, using Hyper-viscosity, is expected
a Reynolds number of 2500, therefore, the use of Hyper-viscosity will allow an increase of the

maximum achievable Reynolds number in 150%.

5.2 Analysis of the Lagrangian Second order-structure as func-

tion of Reynolds number

We have seen in the previous section that Hyper-viscosity can be used to study the LVSF-2. Until
now, the largest Reynolds for which the Lagrangian statistics had been studied was approximately 1000,
however, in the presented work two simulations with higher Reynolds number were carried out,
one with Re), = 1102 and another with Re), = 1774, therefore, we are able to study this function
like it never had been studied, and in a position that had never been achieved by no one else.
Our principal concern is to try verify if (; = 1, an open problem since 1941.

In order to prove the theory, two things must be observed:
e The function D? () when adimensionalyzed by er, must show a clear plateau, i.e., a zone where
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the function is constant in the value C,, an universal constant.

e In the K41 theory, it is assumed isotropy is the small scale, thus, the law is only valid if Cy a is

equal for the three components.

To evaluate if the first requirement is fulfilled let us start by analysing the LVSF-2, plotted for different
Reynolds numbers in figure 5.10. First since the LVSF-2 is constant for 7 > T} it is obvious that, for
time lags in that interval, the slope of the function @ has to be -1. However, in figure 5.10 it is clear
that with the Reynolds number increase the right tail of the function @ has a higher slope (lower in
absolute value) during a larger interval of time ( as right it is meant after the peak). The question is, will
the slope increase up to zero with the Reynolds number increase and the peak will became a plateau?

To conclude whether or not, in figure 5.10 for the highest Reynolds number, there is already a plateau,
it will be evaluated the width of the interval were % > 0.99C;. The interval were this condition is valid
is approximately: [3.87,; 7.27,], thus, the width of this interval, in a log-log plot, is 28% of a decade. Also,
the inertial range must be such that 7, < 7 < T7,, the width of the interval [r,); 777,] is 188% of a decade,
therefore, a plateau is observed in about 15% of the overestimated width of the inertial range. Since
there are no exact rules that clearly defined what can be considered as a plateau, one cannot state that
a plateau is observed, however further evidence that corroborate the theory that ¢, = 1 will be shown.
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Figure 5.10: LVSF-2 for different Reynolds numbers. Dashed lines are curves obtained with Newtonian

simulations while solid lines are curves obtained using Hyper-viscosity simulations.

The second requirement that must be fulfilled, to prove the K41 theory, is that C; must be equal when
computed for each velocity component individually, i.e., isotropy must be verified. To evaluate if this
situation is verified one could use the definition of anisotropic statistical degree (5% (7)), however since

this parameter does not reflect the differences of Cj computed with the velocity component along the z
maz(|C5 —Col)
Cs

the largest Reynolds is e = 0.002, thus small relative differences exist between the three components

direction, the parameter that will be used instead is e = . This value, for the simulation with

and so, one concludes that indeed the second requirement is fulfilled. Also, another evidence of the
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presence of the scaling law, in the simulation with higher Reynolds, is that the value e obtained for that
simulation is the lowest of all the simulations carried out using Hyper-viscosity with k; = 2 (for: N=1024
e = 0.011; N=512 e = 0.013; N=256 ¢ = 0.019; N=128; e = 0.059). Also, it is the only simulation carried
out in this work in which the time lag where the peak occurs (7)) is equal for the three components.

To conclude, it had been presented clear evidences, for the first time in 75 years of investiga-
tion, that corroborate the existence a linear scaling law for the LVSF-2. The predicted value for

the universal constant is Cy = 6.7.

5.3 Analysis of the particle dispersion statistics as function of

Reynolds number

As stated in chapter 2, another variable of interest is the relative dispersion, which for two particle
statistics, is given by:
SIFE(t, ) = FH(t+7)| = |7 (1)) (5.5)

In turbulence since the analysis is statistic, one must evaluate all the moments of any order of the

PDF of |7t (¢, 7)|. The moment of n-th order is given by:

(0|7 (¢, 7)| — o7+ (¢, 7)|)™. (5.6)

Notice that in the specific case of the velocity, since we are studying HIT, the mean value of the
velocity is zero and thus the n-th moment is written just as (du; ™ (7))".
It is also assumed that, as consequence of the mean velocity field being 0, then §|#+(¢,7)| = 0.

Considering this, the second moment of the PDF of the relative dispersion is:

(617 (1)] = 8 ()2 = GIFH (12 = (7 (¢ + 1) =g )2, 5.7)

However, if 5|7+ ()| = 0, then |7+ (¢t + 7)| = r{", and thus equation (5.7) can be written as:

(7t + 1) = rg )2 = [FH(t+ 1) =27 (t+ 7)lrg + (rg)* = 7 (L +7)2 = ()™ (5.8)

Note that, |7+ (¢t + 7)|2 — (rJ)? is the variable analysed in the study of relative dispersion, as can be
seen in the plot of figure 4.27. However, the premiss, that |7+ (¢, 7)| = 0 is not correct, therefore, in this

work, for the first time, second order moment will be computed exactly.

First, in figures 5.11 and 5.12, both the value of Var(5|r*|) (second order moment) and (|7+ (¢ + 7)| — rf)?
are plotted as function of time for Newtonian simulations with Re) = 87.74 and Re) = 380.6, respec-
tively. It is visible, in both figures, that indeed there are differences between the two function and thus,
the assumption of &7+ (¢, 7)| = 0 is not valid (latter the evolution of this quantity will be shown in figure
5.16).
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Figure 5.11: Relative dispersion plots, obtained
for a simulation with Re, = 87.74 using a New-
tonian fluid, for initial separations of, from bot-
tom to top, i 0.25; 1; 4; 16; 64. The
dashed line is computed considering the hypoth-

esis |7t (¢, 7)| = 0 and the solid one without it.
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Figure 5.12: Relative dispersion plots, obtained for
a simulation with Re, = 380.6 using a Newtonian
fluid, for initial separations of, from bottom to top,
"L 0.25; 1; 4; 16; 64. The dashed line is com-
puted considering the hypothesis |7 (¢t,7)| = 0

and the solid one without it.

Before continuing the analysis of this new variable it is important to state that in order to prove the

T3 Richardson law two requirements must be fulfilled:

e The function %‘;ﬂ) must show a clear plateau in the time inertial range, for separations in the

inertial region scale.

e The constant g of the plateau must be universal and independent of the initial distances between

particles.

Notice that, the previous results from direct analysis (e.g. 4.27), besides not showing a clear evidence

of the existence of a plateau, were inconsistent because the approximation to plateau was believed to

exist for initial separation of rj = 4, a scale from the dissipation range, thus if the increment of the

mean distance was zero |§|r|| = 0, then this scaling zone wouldn’t be observe in the inertial scale length

range, as stated by Batchelor [55].

To evaluate if Var(s|r™|) really scales with the cube of time lag it is necessary to analyse the de-

pendence of this parameter with the Reynolds number. In figure 5.13 are shown different curves for five

initial separations and three Reynolds numbers. It is clear that none of the two requirements to prove

the Richardson T3 law are fulfilled.
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Figure 5.13: Relative dispersion plots dependence with Reynolds number, for initial separations of, from

bottom to top, %: 0.25; 1; 4; 16; 64. This results are regarding Newtonian fluids.

However, as seen before, Hyper-viscosity can be used to compute Lagrangian statistics, therefore, it
will also be used here to obtain curves for higher Reynolds numbers. The curves obtained are plotted in
figure 5.14, and it is clear there is the tendency to a plateau as the Reynolds number increases. Also, for
the simulation with Re) = 1744 that plateau already exist as can be seen in figure 5.15. This is the first
time that a clear plateau was observed from direct measurements. Also, even though all the curves in
figure 5.15 do not yet show a plateau, analysing figure 5.14 it is clear that, as the Reynolds increases, all

the curves are converging. The expected is that they all converge to the constant line with value 0.165.
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Figure 5.14: Relative dispersion plots dependence with Reynolds number, for initial separations of, from
bottom to top, %: 0.25; 1; 4; 16; 64. This results are for Hyper-viscous fluids. The cyan line has the

constant value of 0.165.
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Figure 5.15: Relative dispersion plots dependence with Reynolds number, for initial separations of, from
bottom to top, % 0.25; 1; 4; 16; 64. These results are from the simulation carried out in this work the

highest Reynolds. The cyan line has the constant value of 0.165.

Finally, as stated before, the Richardson law must be observed for time lags in the inertial time
range scale and for mean particle distances in the inertial length scale range. To see if this situation is
observed it is plotted in figure 5.16 the mean distance between particles as function of time. Analysing
this figure it is possible to see that except for 7 < 7,, the assumption that the mean distance is constant

is not valid, which could be predicted by analysing figures 5.11 and 5.12 since the quantities Var(d|r|)

and (|7t (¢t + 7)| — ¢ )2 are nearly equal in that same interval.

Notice that, in figure 5.16, there are two cyan lines that define the limits of the inertial range, the
lowest one is the dimension of the dissipative scales n and the other one the dimension of the largest
eddies [y. Comparing figures 5.15 and 5.16 it is possible to observe that the region were the scaling law

is observed is exactly in the inertial range!

Considering all this, we believe that, after 90 years of discussion, it has been finally proved

that the T3 law is valid. Also the universal constant expected is g = 0.165.
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Figure 5.16: Mean distance between particles as function of time, from bottom to top, %: 0.25; 1; 4; 16;

64. This results the simulation carried out in this work the highest Reynolds. Cyan lines define the limit

values of the inertial scale length range.
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Chapter 6

Conclusions

6.1 Achievements

The present thesis work, was dedicated to fundamental study of turbulence in a Lagrangian frame,
which is a natural approach to understand turbulent transport in contexts as industrial mixing, cloud
formation, turbulent combustion or even pollutant dispersion [1] [2] [3] [4]. During this study four major

achievements, that will be now summarized, were made:

e A numerical code for DNS based on pseudo-spectral schemes with particle tracking in a parallel
architecture was developed. Also, even though particles roam across all the domain, by minimizing

the number of synchronous communications the code developed was proven to be highly scalable.

The code developed make it possible to compute, with high precision, quantities involved in the

flow and thus, it was an extremely important tool for the investigation component of this thesis.

e For the first time, the effect of Hyper-viscosity in Lagrangian statistics was evaluated. It was shown
that the Hyper-viscosity model can be used to study Lagrangian statistics except for dissipative

time lags.

Thus, if one desires to study the inertial range of the LVSF-n, he can use the Hyper-viscosity.
Note that this an extraordinary result because using Hyper-viscosity one can obtain, for example,
the LVSF-2 for Rey ~ 250 using a grid with only 1283 point instead of 5123 (the Newtonian grid
required), and so, the decrease in the computational effort is tremendous, in that particular case,
using Hyper-viscosity reduce the memory usage up to 1000 times, and thus, also the computa-

tional time required!

Also at the present time, the simulation with the highest Reynolds number (= 1000) is obtained us-
ing a grid of 40963 points, for that same grid, using Hyper-viscosity, is expected a Reynolds number
of 2500, therefore, the use of Hyper-viscosity will allow an increase of the maximum achievable

Reynolds number in 150%.

¢ Using Newtonian fluids the maximum Reynolds number ever achieved is approximately Re, =
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1000 and by using this new tool to compute Lagrangian statistics, two simulations with the highest

Reynolds numbers ever were carried out! One with Re, = 1102 and other with Re) = 1774.

Even in experimental studies the Reynolds number achievable is lower than this ones, thus, this two
simulations, made it possible to study Lagrangian statistics in a way that had never been studied
before. Being in this position an attempt was made to answer the question: ’Does the second order
Lagrangian velocity structure function scales linearly with time?’, a question that had never been
answered since 1941 and that is the most important unsolved problem in Lagrangian turbulence.
The reason why a solution to this problem is so important it is because it has consequences in both
in a fundamental level to understand if the Kolmogorov similarity theory is valid in a Lagrangian
framework, if the multifractal theory correctly links the Eulerian and Lagrangian view, and at a
practical level, because the knowledge of the universal constant Cj is crucial to the construction of
stochastic models and the measuring of higher order scaling coefficients is made using extended

self-similarity [25] in which it is assumed that this law is valid.

From the results obtained, for the first time in 75 years of investigation, it was presented clear
evidence that corroborate the existence a linear scaling law for the LVSF-2. Also it was predicted

that the universal constant is Cy = 6.7.

¢ Using the exact mathematical definition of the second order moment of the relative dispersion PDF,
without any further hypothesis, it was observed that the curves for that parameter differ from what
is observe in literature (e.g. [56]). By evaluating the influence of the Reynolds number in these
new statistics (also using Hyper-viscosity), it was possible to see that, indeed there is an integral
scaling range, where the Richardson T3 law holds. Also relevant is that, as theoretically expected,
in that range the mean distance between the particles is in the inertial length scale range. This
was the first study in which from direct measurements (numerical and experimental) an agreement
between theory and results is found. Due to this great agreement one can conclude that in this
work a problem with over 90 years as been finally solved. Also, as consequence, for the first time

the Richardson universal constant was measured, g = 0.165.

6.2 Future Work

In a future work it would be interesting to perform a simulation with Hyper-viscosity in a grid with
N = 4096° points, to study, for higher Reynolds numbers, both the LVSF-2 and also dispersion statistics.
Also, it would be interesting, using Hyper-viscosity, to evaluate the dynamics of tetrads and study the

scaling laws of the eigenvalues of the inertia tensor (another open problem in Lagrangian turbulence).
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