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Summary in English & Résumé en Francais

Summary in English

Title: Lagrangian Modelling of gas/particle pollutant dispersion for atmospheric
flows within stable, neutral and unstable situations.

Key words: fluid dynamics; GLM stochastic approach; atmospheric flows; atmospheric
stability; atmospheric dispersion.

This thesis aims at studying the atmospheric dispersion of pollutants at the micro-scale. In this
context, we are focusing on the modelling of pollutant dispersion using stochastic Lagrangian
methods developed for high-Reynolds number flows. In these methods, the pollutants and/or
the carrier fluid are simulated by means of a large number of stochastic particles, enabling to
reproduce the statistic properties of the turbulence. A hybrid approach is used in which the
mean carrier fields (e.g. the mean velocity) are obtained on a mesh using external solutions
(analytical ones or finite volume ones). We are also interested in the influence of atmospheric
stability on the dispersion of pollutants, particularly in the lower layer of the atmosphere. The
aim of this thesis is threefold: firstly, to study the numerical errors inherent to such methods,
secondly, to improve the modelling of atmospheric surface-boundary-layer flows, and finally, to
observe the influence of these elements on the modelling of plumes obtained by simulating only
the particles originating from local pollutant sources. To this end, the simulations were carried
out using the open-source computational fluid dynamics (CFD) code developed by EDF R&D:
code saturne.

Firstly, with a view to limiting numerical errors during integration over long time steps, a time
step splitting algorithm is presented. This is used to dynamically and optimally update the
mean carrier fields at each particle location as it enters a cell. In order to avoid anticipation
errors due to the stochastic nature of these particles, deterministic virtual particles are used to
obtain the travel times in each cell. In addition, a detailed study of the spatial errors that occur
when considering surface boundary layer flows is carried out, along with proposals for limiting
them. It is shown that these errors are caused by the interpolation of the mean carrier fields at
the position of the particles impacting the dynamics of the latter, but also by the estimation of
the statistics from these particles on a mesh.

In addition, with a view to improve the modelling of surface-boundary-layer flows, the necessity
to use an an-elastic rebound condition near wall for the instantaneous velocity and potential
temperature was verified. Without the latter, not only the gradients, but also the turbulent
fluxes close to the wall plummet, in opposition to the physics of parietal flows. Furthermore, a
description consistent with the choice of modelling was derived based on algebraic solutions
and numerical resolution of the turbulent kinetic energy dissipation rate. This description
is consistent with the asymptotic solutions associated to the Monin—Obukhov theory and is
coherent with the results of code saturne in the stable case. For convective flows, a study of
the role of turbulent kinetic energy diffusion remains to be carried out.

Finally, the effects of this work on pollutant dispersion have been verified, in the neutral case,
using experimental results from a channel flow both in the absence of an obstacle and in the
presence of an obstacle. It is shown that the most important factors are the estimation of the
mean carrier fields and the choice of the model considered. Furthermore, in a thermally stratified
case, the influence of atmospheric stability and the modelling of thermal effects on the shape of
the plumes were verified by means of a qualitative study.
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Résumé en Francais

Titre: Modélisation lagrangienne de la dispersion de polluants gazeux/particulaires
dans des écoulements atmosphériques stables, neutres et instables.

Mots clefs : dynamique des fluides, approche stochastique GLM, écoulement atmosphérique,
stabilité atmosphérique, dispersion atmosphérique.

Ce travail de these vise a étudier la dispersion atmosphérique de polluants a 1’échelle locale.
Dans ce contexte, nous nous concentrons sur la modélisation de la dispersion de polluants en
utilisant des méthodes lagrangiennes stochastiques a haut Reynolds. Au sein de ces méthodes,
les polluants et/ou le fluide porteur sont simulés par le biais d’un grand nombre de particules
stochastiques permettant une représentation des propriétés statistiques de la turbulence. Une
approche hybride est utilisée au sein de laquelle les champs porteurs moyens (par exemple la
vitesse moyenne) sont obtenus sur un maillage par le biais de solutions externes (solutions
analytiques ou calcul volumes finis). Par ailleurs, nous nous intéressons a linfluence de la
stabilité atmosphérique sur la dispersion de polluants, en particulier dans la couche inférieure
de l'atmosphere. L’objectif de cette these est triple : premierement, il vise a étudier les
erreurs numériques entachant de telles méthodes, deuxiemement, & améliorer la modélisation des
écoulements de couche limite de surfaces atmosphériques, et finalement, a observer 'influence
de ces éléments sur la modélisation de panaches obtenus en ne simulant que les particules issues
de sources locales de polluants. A cette fin, les simulations sont réalisées a I'aide du code CFD
open-source code_saturne qui est développé par EDF R&D.

Premierement, dans I'optique de limiter les erreurs numériques durant 'intégration sur de longs
pas de temps, un algorithme de découpage en sous-pas de temps est présenté. Celui-ci permet de
mettre a jour de facon dynamique et optimale les champs porteurs associés a chaque particule,
lorsqu’elle rentre dans une cellule. Afin d’éviter des erreurs d’anticipation dues a la nature
stochastique de ces particules, des particules virtuelles déterministes sont utilisées pour obtenir
les temps de parcours dans chaque cellule. Par ailleurs, une étude poussée sur les erreurs spatiales
apparaissant lorsque ’on considére des écoulements de couche limite de surface est réalisée, et
des solutions pour limiter celles-ci sont proposées. Il est montré que ces dernieres sont dues a
des erreurs lors de 'interpolation des champs porteurs a la position des particules impactant la
dynamique de celle-ci, mais aussi lors de ’estimation sur un maillage des statistiques issues de
ces particules.

Par ailleurs, dans 'optique d’améliorer la modélisation des écoulements de couche limites de
surface, la nécessité d’utiliser une condition de rebond anélastique en proche paroi pour la vitesse
et la température potentielle instantanée a été vérifiée. Sans celle-ci, les gradients, mais aussi
les flux turbulents en proche paroi s’effondrent, en opposition avec la physique des écoulements
pariétaux. Par ailleurs, une description cohérente avec le choix de modélisation sélectionnée a
été dérivée grace a l'obtention de solutions algébriques et a la résolution numérique du taux
de dissipation d’énergie cinétique turbulente. Celle-ci permet de bien retrouver les solutions
asymptotiques associées a la théorie de Monin—Obukhov et est cohérente avec les résultats de
code_saturne dans le cas stable. Pour les cas instables, une étude sur le role de la diffusion
d’énergie cinétique turbulente reste a réaliser.

Finalement, l'effet de ce travail sur la dispersion de polluant a été vérifié en cas neutre grace a
des essais expérimentaux en canal plan, a la fois en 'absence et en présence d’un obstacle. Il est
montré que les éléments ayant un poids majoritaire restent I’estimation des champs porteurs et
le choix du modeéle considéré. Par ailleurs, dans un cas thermiquement stratifié, I’influence sur
la forme des panaches de la stabilité atmosphérique et de la modélisation des effets thermiques
a été vérifiée grace a une étude qualitative.
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1.1 Context

Major accidents, such as encountered at Chernobyl or at Fukushima Daiichi in the nuclear
context; but also, in conventional situations the fire at the AZF factory near Toulouse; or more
recently the fire at Lubrizol factory or at Bolloré Logistics warehouse both near Rouen and more
iconically the Notre-Dame cathedral of Paris fire, have raised a major concern among the public
regarding the impacts of atmospheric release of pollutant. Such a concern is not limited to
accidental setups but also includes the emissions from industrial site in their normal operating
system. Indeed, their emission might have a repercussion on the health of the surrounding
populations, as recalled recently by the complaint addressed against Sanofi factory in Mourenx,
but also on the environment.

In the context of pollutant releases by local sources, the proper characterisation of the resulting
plumes is of paramount importance. From a safety perspective, it may be used as part of an
emergency response, enabling to create maps with exclusion zones on the path of the plumes.
Moreover, before any accident, the fine understanding of pollutant dynamics may be used to
predict such risks and enable to develop both technical and legal solutions accordingly. For these
reasons, such a subject is of major interest for EDF (Electricité de France), the most important
European electricity producer. Indeed, as all industrial companies, it has to ensure the surety of
its installation but also has to assess their potential impacts on the surroundings. This analysis
is necessary to be able to prepare risk scenarios in accidental situations but also to estimate the
repercussion of operating releases as illustrated recently by the Taishan power plant degassing
process. In this context, this work has been realised within a CIFRE contract in collaboration
between EDF R&D and the academic laboratory CEREA (Centre d’Etude et de Recherche en
Environnement Atmosphérique) whose main subject of research is centred around atmospheric
studies. The present work focuses on the numerical modelling of pollutant dispersion in the
so-called local scale. The latter, also referred as micro-scale, is characterised by a spatial range
from the metre to a few kilometres and a temporal scale from a few seconds to some dozens of
minutes. The description of plumes at this scale remains a complex consideration as it depends
on multiple factors such as the properties of the fluid released and of the pollutant source which
are often complex to estimate (see e.g. Hutchinson et al. [2016]), the topography (see e.g. Britter
and Hanna [2003], Bahlali et al. [2019]), but also the local meteorological situations (see e.g.
Stull [1988], Arya [1999]). In the latter case, two main elements should be tackled: first the
mean wind velocity characterising mostly the mean transport but also the atmospheric stability
having a great impact on the turbulent plume diffusion. A main concern of this study will be
to properly take into account this second aspect. Moreover, classical hypotheses assumed in
Gaussian methods, often used in long range dispersion, such as the local vertical uniformity of
the mean velocity and turbulence and the low effect of the topography are not valid at the micro-
scale ( see e.g. Stockie [2011], Leeléssy et al. [2018]). Due to these complexities, the estimation of
the local phenomena at stake is necessary and computational fluid dynamics (CFD) simulations
are considered. The latter are identified by the resolution of Navier—Stokes based equations on
very refined meshes. In this scope, and in the continuation of the thesis presented by Bahlali
[2018], this work focuses on the description of pollutant plumes in dry surface-boundary-layer
flows using Lagrangian stochastic methods developed for high Reynolds-number flows.

In Lagrangian stochastic methods, also referred to as Lagrangian probability density function
(PDF) methods (or simply as PDF methods in this work), the PDF associated to selected
variables of interest, which form the particle state vector, is estimated, in a weak sense, by Monte
Carlo methods from a large number of ‘stochastic particles’ as introduced in the fundamental
work of Pope [1985]. These approaches belong to the category of reduced statistical descriptions
(see Minier [2016]) in which a Lagrangian standpoint is adopted to model and simulate single-



phase, as well as poly-disperse two-phase, turbulent flows and where the eliminated degrees
of freedom are replaced by stochastic models. As indicated by their name, one-particle PDF
models have an intrinsic Lagrangian nature from which one-point one-time Eulerian PDFs are
automatically derived, using a one-way-street procedure, to obtain mean fields. The theoretical
framework has been developed in the 1980s and 1990s, mostly by Pope and co-workers (see
Haworth and Pope [1986], Pope and Chen [1990], Pope [1991, 1994a,b]) and were later extended
to the disperse two-phase flow situation by Minier and co-workers (see Minier and Pozorski
[1997], Pozorski and Minier [1998], Minier and Peirano [2001], Minier et al. [2004], Minier
[2015, 2016, 2021]) and is now well-established. The ability of PDF methods to treat without
approximation convection as well as chemical source terms (and, more generally, the mean value
of any function, however complex or non-linear, of the variables entering the particle state vector)
makes them attractive candidates to simulate pollutant dispersion and/or reactive flows (see e.g.
Sabelfeld [2012]). This has long been recognised in the atmospheric ( see Rodean [1996], Wilson
and Sawford [1996], Thomson and Wilson [2013]) and combustion (see Pope [1979, 1981, 1983])
communities. Yet, historically, the formulation considered has been scarcely used in atmospheric
flows. In this context an approach proposed by Sawford [1986] and Thomson [1987], where flow
statistics are assumed known and injected directly in the model instead of being results of the
simulation are often used. These methods requiring more information about the carrier flow
compared to Pope’s approach, are not studied in this work. Furthermore, a grid-based hybrid
formulation is tackled, i.e., the mean quantities required to transport the particles are provided
by an external solver: either from (pseudo-)analytical solutions or finite volume simulations and
are estimated at first on a mesh.

The main goal of the work presented is threefold:

I First, we aim at presenting an in-depth analysis of numerical errors that may arise in the
context of grid-based Lagrangian stochastic methods and solutions developed to reduce
them.

II A second axis of study is to improve the modelling of neutral or stratified dry surface-
boundary-layer flows.

IIT Finally, the impacts of these numerical and modelling issues on the results obtained when
modelling only the pollutant plumes with Lagrangian stochastic methods are investigated.

This manuscript is constituted as follows:

o First, in the following of Chapter 1, an overview of the physical and modelling background
in which this work takes place is presented.

e In Chapter 2, the entanglement between spatial and temporal errors is discussed. A time-
splitting method enabling, for each particle, to dynamically update the mean carrier fields
when it enters a cell is implemented to lower numerical error. As we consider a stochastic
method based on an Itd formulation, a specific treatment to avoid anticipation error is
provided and a discussion on such error is proposed.

e In Chapter 3, the numerical study is continued for neutral flows. A focus is given to the
spatial errors that may impair interpolation of the mean fields at particle location and
the estimation of the ensemble statistics from the set of particles. A detailed analysis of
these issues is addressed as well as solutions to mitigate them. Moreover, in the spirit
of providing a proper modelling of wall-modelled flows, the necessity to use an an-elastic
rebound boundary condition to treat wall boundary condition is presented.



e The modelling of linear source dispersion in the context of neutral flow is then presented in
Chapter 4, based on the experimental setup of Gamel [2015]. It is shown that, modelling
only the pollutant, it is possible using hybrid moment /PDF methods to estimate the mean
concentration but also the scalar turbulent fluxes and scalar variance. The different sources
of error impacting such simulations are then put forward.

e In Chapter 5, the treatment of stratified surface-boundary-layer flows is investigated. First,
a method to estimate the mean carrier fields in coherence with the modelling selected is
presented. This method is based on the solutions of the algebraic model considered and
on the iterative solution of the turbulent kinetic energy dissipation rate equation. It is
followed by an extension of the analysis provided in Chapter 3 to thermally stratified
flows. Afterward, the effects of the thermal stability and of its modelling on the pollutant
dispersion are qualitatively assessed.

e Finally, in Chapter 6 the conclusions of this work are drawn, and perspectives are
presented.

This work led to the publication of two scientific articles (see Balvet et al. [2023a] and Balvet
et al. [2023b]). Respectively Chapter 2 and Chapter 3 are based on these papers and elements
from both of them are used in Chapter 1.

1.2 Physical Background
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1.2.1 Introduction to the Fundamental Equations of Fluid Dynamics

The present subsection goal is to provide a short introduction to fluid dynamics. It does not
aim at being exhaustive. The interested reader may refer, e.g., to Tennekes and Lumley [1972],
Monin and Yaglom [1971, 1975], Landau and Lifshitz [1987], Pope [2000], for further information.

1.2.1.1 From Continuum Mechanics to Navier—Stokes Equations

1.2.1.1.1 Continuum Mechanics

First, we aim at presenting the fundamental equations of fluid dynamics, in the scope of the
continuum mechanics theory. This theory consists in a description of material bodies assumed
to be "continuously filled" with matter. In order to consider such bodies, a smoothing of the
intrinsically discrete microscopic interactions between very small elements (such as atoms or
molecules) is assumed. Thus, a description at molecular scales is outside the scope of continuum
mechanics and will not be treated in this work as it requires to consider a whole other field of
physics: the quantum theory. The smoothing of molecular-scale discrete interactions is achieved
by spatially averaging these interactions over elementary volumes whose dimensions greatly
exceed the molecular interaction length scales. These elementary volumes correspond then
to the lowest scale at which the continuum mechanics is valid. However, their size remains
sufficiently small for any macroscopic properties to be considered uniform within them and to
be able to apply differential calculus. The laws of continuum mechanics stem from conservation
of given quantities. These laws are applicable only in closed systems, i.e., systems containing a
given fixed mass.

Lagrangian and Eulerian Point of View

Two points of view can be employed to track the evolution of systems. The first one, referred as
Lagrangian point of view, consists in following the evolution of given mass over their displacement
knowing their state at an anterior time ¢°. In this case, for any elementary volume, the position
X (t, Z2°) and any fluids property ¥(X (Z°, t);t, Z°) are variables depending on the time ¢ and
on their precedent state Z° = (X, ¥°). In this notation, followed e.g., by Pope [2000], the
semicolon is used to separate the location at a given time which is a variable from the initial
state and time which are parameters. In the Lagrangian referential, i.e, the one following the
volume tracked, the temporal evolution characterised by a material derivative corresponds to the
temporal partial derivative along particle trajectories. The second point of view is the Eulerian
one within which we consider the evolution of properties ¥ (¢, z) at given location x. In this case,
the location is no longer a time dependent variable but a fixed parameter. In this referential,
so as to consider the temporal evolution of a closed system, it is necessary to take into account
not only the local temporal derivative within the Eulerian control volume but also the spatial
variation caused by the mass advected by the velocity in this volume. Thus, in the fixed Eulerian
referential the material derivative is written 47 (X (¢) = @;t) = %—‘f(t,@) + (U - grad)¥(t, z).
Let’s put emphasis that no point of view is intrinsically superior to the other, they are both
equivalent and provide similar pieces of information.

To better understand the differences between the two points of view let us use a small analogy.
Assuming one wants to describe the evolution of a procession of demonstrators in a road full
of anxious shopkeepers, two points of view could be followed. The first one, the Lagrangian
one, is the point of view of the demonstrators which are walking with the group and following
its displacement in time. For them, the evolution of the behaviour of the procession evolves
only on time as they go by. The second one, the Eulerian one, is the point of view of the
shopkeepers remaining in their store and monitoring the flow of protesters from their windows.



The evolution of the protest in front of them will depend on the evolution of behaviour of the
protesters, which are currently in front of them, but also on the difference of behaviour with the
protesters to come. Once we have gathered at any time the information of each protester and
each shopkeeper it is possible to extract the same description of the flow of protesters (in this
analogy it is assumed that both protesters and shopkeepers remain objective and are not biased
regarding the evolution of the procession).

Remark 1.2.1. Before going any further, let us make a small remark on the notation and
operator used in this work. The Einstein notation is considered, i.e. there is a summation
on all spatial directions when we have repeated Roman subscripts such as ;,;,x, for two side-
by-side elements. The latter will be kept as subscripts only to characterise spatial directions.
Except if otherwise stated we place ourselves in the Cartesian basis (e1, ez, e3) = (ez, €y, €z)
with £1 = =, 29 = y, o3 = 2. Note that there is no implicit summation if the subscripts
considered are Greek letters. For example, considering a second-order tensor X, a vector ¥
and a scalar ® we have:

3
. v, 0,
= = 1.1
div¥r Z_: Bz, 9z (1.1b)
a=1
3
0P 0P
grad® = Z —eq = —€j, (1.1c)
= = 074 Ox;
3
0 0P
U-grad)® = > Uy = Ui, (1.1d)
= 0xq ox;
3 3
0T g oY,
div(X) = Z Z eq = Le;, (1.1e)
T am1p=1 dzp Oz;
3 3
oY, ov;
grad¥ = Z Z i ea ®eg = %g@)ﬁ, (1.1f)
a=1p8=1 7P J
aw; v, o d¥, 90, o 00,
_ O _ 9% h =, . 1.1
@ o Yer, T e T 52::1 Voomy ™ (1.1g)

A last notation remark: except otherwise stated, the components of the velocity vector U are
U=Ue;+Vey+We,,withU; =U, =U,Ups=Uy=V and U3 =U, =W.

Conservation Equations

In order to characterise the evolution of a continuous medium, we will consider the conservation
laws of the mass, the momentum and the energy first in a Lagrangian point of view. Let us
consider a mass d7z contained in the elementary volume 62 defined by the closed surface oI’
oriented towards the exterior. The deformation of this material volume is characterised by its

dilatation rate %d(‘;—? following:

1 doQ2 )



The considered conservation laws per unit of volume can be written as:

1 déme ‘ _dp ‘ P . dof2 L
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= G (i) + (X (03 ) (13b)
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where p is the density, U the velocity, o the Cauchy tensor, b the gathering of the specific body
forces affecting the system, e’ the specific total energy, q the specific heat flux and S, a source
term of heat. In the atmospheric context, the latter m;y be caused for example by radiation
emissions and absorptions, by chemical reactions (either endothermic or exothermic) or due to
water change of state (e.g., exothermic condensation or endothermic evaporation). The first
equation, Eq. (1.5a) is the conservation of mass also referred as mass continuity equation or
simply as continuity equation. The second one, Eq. (1.5b) is the conservation of momentum
written using Cauchy’s first law of motion derived from Newton’s fundamental principle of
dynamics for deformable bodies. The third equation Eq. (1.5c) is the conservation of energy
described by the first law of thermodynamics. It is worth noticing that in the right-hand side
(RHS) of these equations two kinds of terms do appear. On the one hand, there is b gathering
all the body forces such as the gravity force, the Coriolis or electromagnetic forces that interact
within the volume of the elements. On the other hand, there are terms inside a divergence
such as the stress tensor g or the heat flux g. They correspond to surface interactions with the
surroundings taking place on the surface 6T of the volume considered. A fundamental theorem
used in continuum mechanics to replace the surface integrals by the corresponding volumetric
ones is the divergence theorem which states for any field W:

///m div(2)d7" = fp ¥ - nds, (1.4)

where n is the local normal vector directed towards the exterior.

The equilibrium assumption being true in all point, we can pass from the Lagrangian standpoint
to the Eulerian one by estimating these equations in X (¢) = z. Doing so, replacing the volume
dilatation rate by Eq. (1.2) and the other time derivative using Eq. (1.1g), we obtain in the
Eulerian standpoint:

op ap oU;

—(t i(t,x)=— (2 t,x) —=(t = 1.
srt2) +UtgEte) + ot tte) =0 (1.50)
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These equations can then be written as:

dp  9OpUj

Zr - 1.
N + oz, 0, (1.6a)
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In the previous equation and in the following one the explicit dependence on (z;t) is not written
for the sake of clarity and to simplify the notation. Yet let us keep in mind these dependencies
and that for now on we have made the choice to consider a Eulerian description. This is the set
of conservation equations provided by the continuum mechanics written in a conservative form.

1.2.1.1.2 Navier—Stokes Equations and Thermal equations

Now that we have seen the conservation equations provided by the continuum mechanics, we will
see how they can be applied to model fluid dynamics and in particular ideal gas. The continuity
equation Eq. (1.6a), will be first considered as such and we will focus on the momentum and
energy equations in the context of compressible flows.

Compressible Flows

Momentum: The body forces considered will only be the weight and the Coriolis effects; (additional
forces such as long-range electromagnetic interactions could be considered). We have
then:

bz‘ =3gi — 2~QkUj€ijk7 (1.7)

where g = —ges is the acceleration induced by the weight on Earth whose norm g is
assume uniform and equals to 9.81 ms~2, §2 is the Coriolis frequency at the latitude
considered. Assuming that e; the west-east unitary vector, ez is the south-north one
and eg the vertical one, we have £2 = 2 (cos(¢d)eg + sin(d)eg) with 2 = ﬁ o~
7.2107° s7! where Tiarth ~ 86164 s is the period of rotation of the Earth and ¢
the latitude. This choice of basis is a convention in the atmospheric study and will
be referred as reference atmospheric basis. Furthermore, g is the third order Levi-
Civita tensor enabling to write the Coriolis pseudo-forces in the Cartesian basis as
QkUjEZ’jkﬁ = N2 ANU with:

1 if (4,7,k) =(1,2,3) or (4,5,k) = (2,3,1) or (4,5, k) = (3,1,2),
gijk = —1 if (4,5,k) = (1,3,2) or (i,5,k) = (2,1,3) or (i,5,k) = (3,2,1), (1.8)
0 ifi=jori=korj=k.



Remark 1.2.2. Often only the term in 25 = {2sin(¢) is considered in the momentum
equation as, at high altitude, where this pseudo-force becomes preponderant, it is
assumed that the flow is horizontal and the vertical velocity is neglected. It is
then common in the atmospheric community to consider a Coriolis parameter f%
depending on the latitude defined as: f% = 202sin(¢).

Remark 1.2.3. The axifugal pseudo-force £2 (A2 A ) has not been presented here. If
one wants to take it into account, it should be added to the gravitational acceleration
g which is defined by the plumb line experiment. In this case the gravitational
acceleration should be seen as a local quantity which does not necessary point toward
the centre of the Earth depending on the latitude. This pseudo-force will not be

considered later on in this work.

Furthermore, the Cauchy tensor can be split between a reversible part and viscous and

irreversible part such as:
o5 = —Pd;; + Tij, (1.9)

where T is the viscous shear tensor, P is the pressure, and &;; the Kronecker symbol
equals to unity if ¢ = j and zero otherwise. We will consider only Newtonian flows,
within which the viscous effects evolve linearly with the velocity gradient:

2 oUy
Tij = 2,LLSZ‘j — <3,u — K> Txkél’j, (110)

where p is the dynamic viscosity, k the second viscosity and S the deformation rate

tensor defined as:
1 (0U; 0U;
Sij = 3 ( + J) : (1.11)

895]- 8.732

Injecting Egs. (1.6a), (1.7), (1.9) and (1.10) in Eq. (1.5¢) we obtain the Navier—Stokes
equation:

OUi gy oUi\ _ 0P 0 (, o (2, .2 -
p ((% +Uj8xj> = om + oz, <2uSzg (3M K) axj> + pgi — 2p02,Ujg4 -
(1.12)

An assumption commonly made in fluid dynamics and first proposed by Stokes [1845],
is to take k = 0. This is rigorously true only for mono-atomic gases. However, the role
of this viscosity becomes predominant only when considering compressibility effects
such as wave dispersion or shock wave attenuation (interested reader may refer to
Landau and Lifshitz [1987]). Such effects are out of the scope of the presented work
and this assumption is conserved. Injecting the Stokes’ assumption in the Navier—
Stokes equation, it becomes:

ou; . ou)  aP D 2 U,
iy = - 7 (ous;; — ZuTk i — 200 Useim. | (L1
p( o +Uﬂaxj> oz Oy ( 3 3“axk) T pgi = 2pAle.| - (113)




Energy: The specific total energy is the sum of the specific internal energy e, the specific kinetic
energy 2U U and the specific potential energy gz. Multiplying the Navier—Stokes
equation Eq. (1.13) by U one can obtain the equation for the specific kinetic energy:

dt = 8$]’ z]a +ngUZ (1‘14)

Injecting this equation and the continuity equation Eq. (1.6a) in the first law of
thermodynamics Eq. (1.6¢) we get:

Oe Oe oU;

)
Py +PUis - &y s, (1.15)

— gt
Ox; Yor; Oz
One can model the specific heat flux transferred by conduction using the Fourier law
[Fourier et al., 1822]. This model is quite similar to the hypothesis made for the
viscous tensor assuming a linear relation between the temperature gradient and this
flux transferred by molecular conduction:

div(q) = div(—1gradT), (1.16)

with A the thermal molecular conductivity of the flow, T its temperature. Finally, as
the main goal of this study is to consider atmospheric flows, we will consider that the
fluid treated is an ideal gas. Under this hypothesis, we consider that the gas molecules
do not interact except for elastic rebounds taking place during molecular collisions.
For ideal gas, the internal energy depends solely on the temperature as:

de = ¢,dT, (1.17)

with ¢, ~ 717 JK~! kg ~! the dry air heat capacity at constant volume. Thus, injecting
Egs. (1.9), (1.10) and (1.16) the first principle of thermodynamics can be written as a
function of the temperature as:

, (ach . UOCUT> __pdUi  0U O (4”) + 8. (1.18)

ot J 0z ox; " Ox; Oz 0z

The term T;; gg; represents the production of energy by Joule effects. It is a source

N2
term as both components (ZMSij %,uggj 6”-) gg} and K (%) are positive, provided
that p and k are positive (the second term is here neglected). Using the continuity
equation, we can replace the velocity divergence next to the pressure by the material

derivative of density, after division by the density we obtain:

oc, T LU Pdp | T 10
ot 7 0x;  prdt  p Oz pOxj

0c,T _Pdp  w;oU; 10 </18T>+Se. (1.19)
Oz, P

Injecting the ideal gas law:

P = pRY'T, (1.20)

with R¥" ~ 287 JK~!'kg ~! the ideal gas constant of dry air, on the first RHS term of
Eq. (1.19) we have:
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p2dt At dt @ TP @
As we can consider the heat capacity constant, we get injecting this relation in
Eq. (1.19)

P d; arRoT AT R¥“TdP
do_ _plo_ _pip . pgardl d (1.21)

v Rair
(Co + R) o

dT RWTdP ;00U 10 (ﬁm) S
p

= - =. 1.22
dt P dt p O0x;  pOx; + (1.22)

Using the Mayer’s relation, we have for ideal gas ¢, = ¢, + R with ¢, =
1004 JK~'kg ~! the heat capacity at constant pressure of the dry air.

For an instant, let us consider the adiabatic atmosphere at rest. In such a situation
only the first term of the RHS part of the equation remains. We have then:

1dT R dP
Tdt c,Pdt’

(1.23)

This equation can be simply integrated between the reference state at the ground
indexed with the subscript ¢ and the value at a given height as:

Rai'r
P, C
To=T <0> —Y (1.24)

P

where © is the potential temperature which remains constant over adiabatic and
inviscid displacement in the atmosphere. As further detailed in Section 1.2.2.2; this
quantity is commonly used in atmospheric studies as it is useful to easily characterise
the thermal stability. Moreover, using the second law of thermodynamics for ideal gas,
the potential temperature can be related to the entropy 4 as:

ds dT  1dP

Ti =Cp,— — — 125
dt  Pdt pdt’ (1.25)
then: i ir
Lot B)F(E-TE)
dt  PT\R P d¢ CpP dt ' '
—_—
o-1 40
dt
It results that: 4 a1n(0)
J n
— = . 1.2
T (1.27)

From the latter equation, it is clear that the potential temperature is a measure of
the entropy. The former is then the thermodynamic quantity that we will follow. Its
R@T

transport equation can be written as:
do Py o oU; 0 oT
— == iim— +=— | d=— A 1.2
/)Cp dt <P> (Tjal‘j * aCCj ( 8$]> + S ) ( 8&)

) oU; 0 oT
= T (T’L‘ja,],‘] + 87% (/la:x]> + S@) (128b)
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Taking a closer look at the second RHS term we can notice that:

© 0 oT 0 00 1 0 oT 00
with:
19 aT  _ 00 10 [ TR PN\ 0P
Fove (1 (o7 72)) g (T (1) 2
1 9 10 oP
= —— 1.
T Oz (pcp 8:1:j> (1.30b)

Analysing the order of magnitude to quantify the relative effects of this contribution
compared to the Laplacian of the potential temperature, we see that their relative
weight scales approximately as:

§P P — PyRY"

o~ 1.31
pTCp Py Cp ( )

Considering flows within the lowest part of the atmosphere, this quantity remains small,
thus one may neglect the second contribution in the diffusive term. The potential
temperature equation can be simplified into:

do ©o oU; 0 00
— = T S |+ — 21— . 1.32
,OCp de T <T]8.%'j +8> + 81’j (Aax]) ( 3 )

Remark 1.2.4. From now on, let us take the potential temperature to quantify the
energy evolution of the system, this choice will be further discussed in Section 1.2.2.2.
As we consider ideal gas, for smooth enough flow (i.e., in absence of shock) we would
obtain a similar description resolving the specific total energy e, the specific internal
energy e, the specific entropy 4 or the specific enthalpy h = e + %, which are in a
general case (i.e. not for ideal gas) better description of the energetic state of the
flow.

Incompressible Equation of Dynamics
Until now we have considered compressible flow, yet one may want to quantify the influence of
the compressibility effects. The proper parameter to quantify these effects is the Mach number

Ma = Q, where ¢ is the sound celerity in the flow. The sound celerity defined as ¢ = op ls=cst
¢ op

with 4 the entropy, equals to ﬁ for ideal gas with v = g—z the capacity ratio equal to % for
diatomic gas such as the air. In atmospheric flows, this celerity is in general large compared
to the flow velocity. Thus, the corresponding Mach number is sufficiently small to be able to
consider such flows incompressible. This means that the dilatation rate and then the velocity
divergence are null:

oU;
afEi

=0. (1.33)
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This incompressibility hypothesis may be used on our set of equations to simplify it as:

d 0 0
dit) - 875 Ujaxpj —0, (1.34a)
oU; ou;\ _ opr 0 ( dU; , .
p<8t+U]8a:j> = " om | ox; (“am> Foa = 2l 3t
00 00 0O (vSs? Se 1 0 00
ot "Vige, =T <c * pcp) T e, 0, (”w) ’ (1.34c)

with v is the kinematic viscosity and S? = 285;5Sij.

Boussinesq Approximation

Finally, a further approximation will be considered to estimate the effects of thermal dilatation
on the flow density. Assuming that we remain sufficiently close to the reference stationary
adiabatic atmosphere, with a Mach number sufficiently small, and with vertical displacement
small compared to the height of the atmosphere, we can consider the Boussinesq approximation
(see e.g. Spiegel and Veronis [1960]) . The latter one states that the variation of density can
be neglected everywhere except in front of the gravitional term to be able to treat buoyancy
effects. Furthermore, in agreement with the thermodynamic variables considered, it states that
in this term the density is independent of the pressure and evolves linearly with the potential
temperature. Thus, one can replace p by its reference value pg everywhere in Eqs 1.34, except in
the buoyant terms which can be written po(1— o(© —©q))g where Oy is the reference potential

temperature at ground and Gy = p%% the thermal dilatation coefficient. For ideal gas the latter

equals to Oy L

Remark 1.2.5. Similar assumptions are also currently used to consider the influence of other
physical quantities on the density. For example, if one wants to take into account the effects
of the humidity in the air, it is current to introduce a similar dilation coefficient associated to

the humidity Bg“m = I%%hﬁ—m where CM™ js the concentration of water. The density is then

treated as pg = po(1 + B{U™(CP™ — CF™™) — By(© — Oy))g. In the scope of oceanic flows, to
treat thermohaline circulation one can consider the effect of the salinity instead of humidity
in a similar manner (see e.g.Vallis [2017]).

Considering the Boussinesq assumption and still that the heat capacity variation is negligible,
it is possible to rewrite the set of equations Eqs 1.34 as:

oU;
=0 1.35
al'i ’ ( a)
oU; oU; 1 0P 0 oU;
— 4 Uj— = —20:Ujein + gi(1 — Bo(© — ©g)) — — — “,
U = 20U+ (1= 5o(® — 60)) ~ 0T D ( 8%)
\T’-/ N—— 2.a 2.b _ —
a 1.b 3.a 3.bi
00 0 Ov 0 00 0S
U—4Uj~—==—8+_— | Kg— .- 1.35
7ot * Tor; T, +81‘j ( @8:@>+T,ocp7 (1.35¢)
l.a
: 1.b 3.b.ii 1 5
where Kg = p’%p is the molecular thermal diffusivity.
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Let us take an instant to summarise the physical phenomena at play and their effects in these

equations

1. The
corr

l.a
1.b

2. We

2.a

2.b

3. We

can

3.a

3.b

left-hand side (LHS) terms are the material derivatives of the quantities. They
espond to the temporal evolution of the flows and are composed of:

A first term induced by the local temporal variation of the flow,

A second one resulting from the advection by the velocity of the surrounding quantity
in the volume considered.

also have body forces affecting the flow in the bulk such as:

The Coriolis term even though rigorously speaking it is not a force. Indeed, it is an
inertial effect triggered by the choice of the frame od reference. The latter is attached
to the Earth and therefore is not an inertial frame of reference due to Earth rotation.
It results that this term does not derive from any potential energy as highlighted by
the fact it is written as a vector product of velocity. This is the reason why it does
not affect the total specific energy nor the kinetic energy. In the case of atmospheric
flows, this pseudo-force mainly yields to a rotation with the altitude of the horizontal
velocity inducing the so-called Ekman spiral.

The buoyancy corresponding to the effects of the Earth gravitational attraction on
the flow. It depends on the density of the flow which may be modified by thermal
effects, resulting in the creation of a vertical displacement due to the Archimedes’
principle. This physical phenomenon plays a fundamental role in atmospheric flows
as further discussed in Section 1.2.2.2.

also have surface effects arising from the divergence of the Cauchy stress tensor which
be decomposed between:

Its isotropic and reversible part which is the pressure gradient. This is a normal
stress which can be understood, using the statistical kinetic theory, as an averaged
description of the surface force resulting from molecular collisions at the microscopic
scale. It is worth noticing that in the case of incompressible flow it does no longer
appear in the temperature equation and then has no direct impact on this quantity.
Considering horizontally stratified flows, the pressure gradient is in equilibrium with
the buoyancy.

The second part of the Cauchy stress tensor corresponds to the viscous effects, which
have two preponderant roles:

3.b.i First, it plays a diffusive role for the momentum, as we can see in the Navier—
Stokes equation Eq. (1.35b). In this equation it appears as a Laplacian term
smoothing possible fluctuations.

3.b.ii Second, it plays a dissipative role transforming kinetic energy into heat and then

temperature. This effect can be seen through the presence of the dissipation
function 1S? which appears with positive sign in the potential temperature
(and specific internal energy) equations and with a negative sign in the kinetic
energy equation (in the term —aingU; of Eq. (1.14)). In the general case, the
energy produced by viscous dissipation is small compared by energy provided or
absorbed by the ground due to the daily radiative cycle; it is thus commonly
neglected. The physical ground of these assumptions will be further detailed in
Paragraph 1.2.2.1.2.
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4 As its name implies the thermal diffusivity plays a diffusive role for the temperature field.

5 This term is a source term of heat. In atmospheric flow, it is often associated to radiative
effects (such as played by aerosol, carbon dioxides), to chemical reactions such as the
exothermic production of ozone in the stratosphere, or to change of state of the water for
example the production of cloud by condensation of humidity. These effects are out of the
scope of the present work and will not be considered, so this term will be removed from
now on.

Remark 1.2.6. Using a similar derivation as the one proposed here, one can present the
incompressible transport equation for any passive scalar WU (e.g. a pollutant concentration)
as:

ov ov 0 (y B\I/> Sw (1.36)

- 4+ U— = — [ —=
ot J Oxr;  Ox; \ScOx; p
where Sc is the Schmidt number corresponding to the ratio between the kinematic molecular
viscosity and the scalar molecular diffusivity Ky: Sc = KL\I, In addition, Sy corresponds to
either sink or source term caused for example by chemical reactions or nuclear disintegration.
Furthermore, in this equation, the mass fluxes transported by molecular conduction have been

modelled in a similar manner than the heat flux using the law proposed by Fick [1855]:
div(qy) = —div(dggrad¥) + Sy, (1.37)

with Ag = pKy the scalar molecular conductivity

Let us briefly recall the main hypotheses considered to obtain these equations. We have first
considered incompressible and expandable flows. The Boussinesq approximation is considered
to treat the buoyancy terms.

1.2.1.2 Background on the Notion of Turbulence

In practice, as soon as we consider scales at which the viscous term is not large compared to the
inertial one, instabilities and turbulence which is characterised by the presence of eddies and
structures of different scales, appear. They may have a great impact on the dynamics of the
flow as we can see in Figure 1.1. In order to quantify the relative importance of inertial and
viscous effects, and then the possible presence of turbulent effects, we use the Reynolds number
Re = % where U*€ is the characteristic scale of velocity and L¢ a characteristic length of the
flow (see Reynolds [1895]).

When the latter is large, as it is the case in atmospheric flows turbulent eddies may appear. A
few examples are briefly exposed here.

o As we can see in Figure 1.1A, even with a stationary incoming flow (from the upper right-
hand corner) the perturbation caused by the presence of an obstacle (here the Canary
Island) may result in the creation of a succession of very stable and large eddies whose
rotating sense is inversed from one eddy to the following one. This succession of eddies
after an obstacle is referred as the Von Kérman vortex street. It originates from the
slowdown imposed by the obstacle creating instabilities in its wake. It is worth noting
that after a wing profile, the opposite effect may appear. The acceleration of velocity may
induce creation of eddies referred as anti Von Karman vortex street.
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Figure 1.1: Examples of atmospheric flows within which instabilities and turbulent effects are
exhibited by their impacts on cloud formation and deformation.

o Furthermore, when the fluid velocity is not uniform in the vertical direction or at the
interface between two non-miscible fluids with different densities, one can notice the
creation of eddies due to Kelvin—Helmholtz instabilities as shown in Figure 1.1B. In this
image, the flow is going from the right to the left and is slower on the lower part. The strong
mean velocity gradients results in the creation of shear stress yielding to the production of
vertical eddies. These vertical fluctuations of velocity are the origin of the wave-like cloud
we can notice. Their formation is indeed a marker of the up-going eddies. The latter ones
transport water vapor from the lower layer to the upper one which will condensate as the
temperature diminishes with altitude.

e The situation in Figure 1.1C, results in a complex interplay of different phenomena. As we
can see from the slight haze layer near the ocean, the atmosphere is almost at saturation.
One can note that, behind the wind turbines, water condensation is triggered. Thanks to
this condensation, the turbine wakes and the turbulent structures in their midst become
visible. The processes governing the dynamics of clouds are complex (see e.g. Jacobson
[2005]) and their analysis from a mere picture is difficult. One may assume that the
turbulent eddies may play a mixing role in this process bringing humid air from the ocean
surface up where it cools down and condensates. The dynamical effects played by the flow
slow down and pressure variations may also play an important role. Yet, let us emphasise
that this interpretation should be considered with great caution and a precise study should
be considered if one wants to explain precisely the physics encountered in this situation.
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e The last example presents the creation of alto-cumulus due to turbulent thermal effects in
Figure 1.1D. In this case, the vertical eddies are created by buoyancy effects, induced by
the presence of a strong temperature gradient. Hot stream of air elevates in altitude where
it cools down increasing the air density until it dives anew. Here again, the presence of
up-going eddies is marked by the creation of spot of cloud where these eddies bring water
vapor which condensates.

Let us note that in these examples the presence of instabilities and turbulent eddies is highlighted
by the creation or deformation of clouds due to the transport of water by these eddies. However,
in the general case, the latter are not noticeable to the naked eye. The present subsection aims
at describing the behaviour of turbulent eddies. First the physics of the small scale turbulence is
briefly discussed considering the Kolmogorov theory in Paragraph 1.2.1.2.1. Then we will present
the processes impacting the turbulence at the macroscopic scale considering Reynolds averaged
equation in Paragraph 1.2.1.2.2. This presentation is not exhaustive and further information
may be found in books focusing on turbulence such as Tennekes and Lumley [1972], Monin and
Yaglom [1971, 1975], Pope [2000], Rodi [2000]

1.2.1.2.1 Kolmogorov Theory: a Description of the Small-Scale Turbulence

The goal of this paragraph is to provide background concerning the Kolmogorov theory of
turbulence mainly focusing on small scales compared to the scales of the flow. It aims at
putting emphasis on salient physical processes characteristic of turbulence and is therefore not
an exhaustive description of the turbulence (for more information on Kolmogorov theory see e.g.
Kolmogorov [1941, 1962], Monin and Yaglom [1971, Chapter 8] and Pope [2000, Chapter 6]).

Principle of the Energy Cascade

We will first discuss the process of transfer of energy within the different scales of turbulent
structures. The idea of an energy cascade was first presented by Richardson [1922]. The overall
idea is that turbulent kinetic energy (TKE) is produced at the larger scales, also referred as
energy containing scales, by exchange of energy from the mean flow to the large eddies. The
eddies created by this process being unstable, they tend to break creating smaller eddies which
are sufficiently big for the viscous effects to be neglected. The newly formed eddies will also
break creating even smaller eddies. This energy is then distributed from the larger eddies to
the lower scales by successive breaking of eddies into smaller and smaller ones. As the transfer
of energy continues, the size of the eddies diminishes until a scale where they are small enough
for the molecular viscosity to dissipate this energy. This transfer of energy from large eddies,
where it is produced, to the small ones where it is dissipated by a successive breaking of eddies is
referred as the energy cascade. Let us note that, here, the word "eddy" has no rigorous definition
and could be replaced by the words turbulent structure, turbulent motion, whirl or whorl. Tt
is however characterised by a spatial scale ¢, a velocity scale u, and a timescale 7, = u%. This
phenomenon was emblematically summarised by Richardson in a quite succinct yet poetic way
as:

"Big whirls have little whirls
that feed on their velocity,
And little whirls have lesser whirls
and so on to viscosity ."
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Kolmogorov later on gave theoretical background and quantification of this phenomenon in
Kolmogorov [1941, 1962]. So as to simplify the description of the phenomenon, in this paragraph
we will consider statistically stationary high Reynolds number flows without any thermal nor
Coriolis effects. The first hypothesis of Kolmogorov states that at sufficiently high Reynolds
number, sufficiently small turbulent eddies can be considered statistically isotropic. The flow
anisotropy induced by the large scales is then lost by the successive exchange to smaller eddies
as we go down the energy cascade. The behaviour at these scales being independent of the large
scales, they are then universal for all high-Reynolds turbulent flows. In order to quantify such
a behaviour, Kolmogorov presents two similarity hypotheses.

Kolmogorov Scales

The first one concerns the smaller scale of turbulence. It states that for sufficiently high Reynolds
number, the statistics of the small-scale motions depend only on the viscosity v and on the
dissipation rate € (i.e. the specific power at which the TKE is transformed in heat by the
viscous effects). A scale depending on these parameters, referred as Kolmogorov scale and
indexed with the subscript ,,, can then be obtained by dimensional analysis as:

U3\ 1
by = <€> , (1.38a)

uy = (ve)7, (1.38b)
I\ 1/2
= () . (1.38¢)

€

An important element is that this scale is the smallest turbulent scale and corresponds to a

dissipative scale. This is attested by the corresponding Reynolds number which equals to one:

v

Range of Turbulence

Now that we have a description of the diffusive processes at the lower scales, one may want

to compare it to the larger scales producing the turbulent kinetic energy. The kinetic energy
3

dissipated being in equilibrium with the production at the larger scales we have € ~ % where u,
and L are respectively the characteristic velocity and length of the large eddies. Injecting this
equation in Eqgs 1.38, we might have access to an estimation of the range of turbulent scales:

gﬂ —3/4

7 Re/ """, (1.39a)
Uy -1

— ~ Re, * 1.39b
us e[: 9 ( )
’7;1 _1

— ~ Re 2. 1.39
T e (1.39¢)

It is then clear that all the scale ranges of turbulence increase with the Reynolds2 number Re,.
The latter might be estimated based on the turbulent Reynolds number Re; = ]:7 based on the

velocity scale vk and the length scale %/2 where k is the overall TKE. For atmospheric surface
boundary layer flows, the latter is typically ten times smaller than Re: the Reynolds number
based on the flow dimensions. Then the Re, based on the larger scales is commonly around
108 — 107 in such flows, triggering the existence of turbulence over a broad range of scales.
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Remark 1.2.7.

If one wants to take into account the thermal effects, it is still possible to consider that the
small eddy geometry is independent of the large scale and thus that their behaviour remains
universal. Moreover, in this case, we shall also consider the kinetic energy produced by thermal

3
effects in the dissipation rate € ~ % + gBpdOu,, we have then:

1 _1
by (9Bo0OucLt uiLP\ T gBodOL \ ud L3\ * N a\—%
o ( 5t = ({1 . = (A +Ri)Re}) *,
(1.40a)
1 1 7
Un gbodOv v \* 9BodOL) v \* (1 + Ri)z
==l at—=] =\t | %] = 1.40b
ug ( u? - u££> * w2 ) ucl Rep ) ( )
1 1
2 2 2
LR <9ﬁ05@£ + uﬁﬁ) = ((1 + gﬁ0626)£> %> =((1+ Ri)Reﬁ)fé . (1.40c)
T Upv v uz v

Where gﬁi# is the Richardson number characterising the ratio between the buoyant and

inertial effeﬁcts. The spatial and temporal ranges of turbulence increase with the Reynolds and
with the Richardson number when it is positive. This situation is then referred as thermally
unstable. At the opposite, for negative values of the Richardson number, the situation is
stable and the thermal effects damp the turbulent ones.

Inertial Sub-range

As the Reynolds number increases, so does the range of scales between the larger eddy £ and
the smaller ¢4,. It is clear that for sufficiently high Reynolds number flows, one may insert an
intermediate sub-range containing eddies of size ¢ such that £ > ¢ > /. On the one hand, as
these eddies are much smaller than the larger ones, they may be considered isotropic. On the
other hand, they are much larger than the Kolmogorov scale, then their motion is not impacted
by viscosity. The second hypothesis of similarity of Kolmogorov states that for sufficiently high
Reynolds-number flows, there are eddies of scale ¢ such that £ > ¢ > ¢, which have a universal
and isotropic form that are uniquely determined by their size and the dissipation rate e. For
these eddies we can then construct velocity and timescales based on € and £ such as:

up = (e0)? ~up <> ~u <> , (1.41a)
L T\ 4

The effects taking place in these range being inertial, this range of eddies is referred as the
inertial sub-range. Its main role is the transport of the turbulent kinetic energy from the large
scales to the lower ones.

19



1011 1
Energy containing range
Production of TKE
8 .
0 Inertial subrange
; Transport of TKE
105+ -7
Slas § Dissipative range
Sol= 102 : Dissipation of TKE
: S
o~
10~ 4
#(L) #(Ly)
10—7 , | L | - H | | — " — ~
10=7 10—6 10795 104 1073 10~2 10—1 100 10l
£
%y

Figure 1.2: Scheme of the energy spectrum for high Reynolds number turbulence after Pope
[2000].

Spectrum of Energy

Now that we have described the eddies at different scales, one may wonder how the turbulent
kinetic energy is distributed among them. To this end, we will study the energy spectrum
function &(£) which gives for each wavenumber £ = 27” the corresponding energy density. It is
defined as follows:

R
g s = / & (4)d%, (1.42)
Ra

where kz, %, is the kinetic energy contained in the eddies whose wavenumber is in the range
[#4,%p]. As stated by the second Kolmogorov hypothesis, in the inertial sub-range, the
turbulence is universally characterised by a function of € and k. By dimensional analysis we
have then

& (k) = CReP R0/, (1.43)

where C2% is a "universal" constant. This relation describing the evolution of the distribution
of energy within the inertial sub-range is often referred as the "five-third law". It shows that as
we go down the energy cascade the turbulent eddies tend to be less and less energetic. Thus,
even-though this rule cannot be applied directly to the larger scales, it still highlights that the
latter ones are the most energetic justifying the name of energy containing scales. A scheme of
the spectrum of energy is presented in Figure 1.2, to summarise the description of the energy
cascade.
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Eulerian Structure Functions

Now that we have studied the role of each scale of turbulence and the distribution of energy
within them, we will further investigate the corresponding spatial correlations. To do so,
Kolmogorov [1941] proposed to study the second-order structure function & > which is the
covariance of the velocity between a point & and x + dx using the Eulerian point of view:

D, (@, 82) = (Ui + 82) - Ui(@)) (U;(z + dz) - Uj(@))), (1.44)

where the notation ((.)) is used for the ensemble average over a large number of samples. First,
considering 0x = |dz| < L the first Kolmogorov theory imposes a local isotropy which can be
used to state that g does not depend on x but only on dx. Based on this property it can be

written:
(5.1‘2'(5.1‘3'

ox2

D, (9z) = Dp, (02)8;; + (Vg (9z) — Dg, (9z)) (1.45)

where 9D, and QZEH are respectively the longitudinal and transverse structure functions.
Considering U(z) = U(z)e), we can write & = g e ® ) + D, (1 — €| ® e))). Thanks
to the continuity equation we can express g L asa function of QZEH as: S

52, 0D, ()
2 O
Then, considering small enough distance |dz| so that the first hypothesis of Kolmogorov is valid,
this structure function depends only on QZEH (dx). Moreover, according to the first similarity
hypothesis, for small enough distance dx, the latter one depends only on the distance dx, the
dissipation rate € and the viscosity v:

D, (0z) = D, (0z) + (1.46)

D, (82, t) = D, () = /3 (62)** F (‘Z“’) : (1.47)
n

where 99(2—33) is a universal function. According to the second Kolmogorov similar hypothesis,

in the inertial sub-range where the viscosity should not have any effect, this universal function
should tend towards a constant Cg. We can then determine a fundamental law describing the
spatial evolution of turbulence: the "two-third law" which is intrinsically bound to the "five-third
law" and which states that for £ > dx > /¢, we have:

D, (0z) = Cope®?(62)*/, (1.484)

4
D, (0z) = 50962/3(593)2/3. (1.48b)

Lagrangian Auto-correlation Function and Characteristic Scale

Now that we have discussed how much a given eddy does evolve over a given distance, let us
introduce the scale over which the turbulent motion as a whole remains coherent. First attempts
to determine such integrated scales were proposed by Taylor [1922, 1935] and Von Karman and
Howarth [1938] and were further described by Kolmogorov [1941, 1962]. For this purpose, let us
consider a Lagrangian point of view and follow the eddies over time. Moreover, let us introduce
the auto-correlation function of velocity %, such as:

(UEOU (L + dt))

Fr00) = g op)

(1.49)
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We have in the general case little information on this auto-correlation function. Its precise form
does not play a major role in the case of diffusive regime for ét > T7. However, for smaller
timescale, for example to characterise the dispersion (X?2)(6t) with dt ~ Ty, the form of %,
may have a significant impact. Some properties should be stated:

The flow at the initial state is perfectly correlated with itself: % (0) = 1.

The auto-correlation cannot exceed its initial state where the flow is perfectly correlated:
|ZL|(dt) < 1 for any 6t > 0.

Near the initial state the first-order derivative is null, and the function is concave:
dgzL) —0 (ngzL) <0
( dt ) 5t=0 P\ di? ) si=0

After a time sufficiently long, the initial state will be forgotten Zr,(t>°) = 0.

We can then introduce an integral time 77, referred as Lagrangian integral timescale or simply
in this work as Lagrangian timescale, defined as:

Ty, = /0OO Rr(s)ds, (1.50)

which corresponds to the typical time scale over which the turbulence remains correlated to
a previous state. A form commonly used to characterise the auto-correlation function is an
exponential decrease exp (—%). This function does not respect the condition to have a
quadratic decrease near origin. However, away from this zone it seems to be an acceptable
proposition as shown by Yeung and Pope [1989] and Squires and Eaton [1991].

Lagrangian Structure Functions
Finally, let us consider the evolution of the velocity differences using a Lagrangian point of
view. The latter will play an important role in the derivation of Lagrangian stochastic models
in Section 1.3.3. It can be written as:

SU(XOt,6t) = U(X(X,t+dt),t) — UX" 1) (1.51)

Considering an increment of time d§t smaller than the Lagrangian timescale 77, U(X (X' 0t +
6t),t) remains somewhat close to U(X",¢). Therefore, in locally isotropic turbulence, for small
enough increments of time 6t < max(7Ty, i), the difference of velocity §U (XY, t, dt) can be
considered independent of the initial position X and of the initial time ¢. Similarly, to the
structure functions presented in a Eulerian scope, such a function can be introduced to estimate
the evolution of velocity difference associated to a given fluid particle which then evolves in time

as:

D, (8t) = <5Ui(5t)5Uj(6t)>. (1.52)

Considering the first Kolmogorov and the first similarity condition hypotheses, for §t <
min (77, é), the second-order Lagrangian structure function can be written as a function of
ot, € and v as:

D, (5t) = €dtFg, <f) 5ij, (1.53)
n

where g, is a universal function. Similarly, to the corresponding Eulerian one, it should
tend towards a constant in the inertial sub-range where the viscous effects have no more
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impacts. Thus, using the second Kolmogorov similarity theory in the inertial range 7, < 0t <
min (77, é)
9Lij ((St) = Coﬁ&t&ij, (154)

where Cg is a universal constant.

Acceleration Auto-correlation
Furthermore, using a similar reasoning based on similarity theory, it is possible to show for the
fluid particle acceleration A that in the inertial sub-range we have:

(A(t + 0t)A(t)) ~ 50 (1.55)
with at the origin:
A2~ = 1.56
(A7) T (1.56)
Thus, the corresponding auto-correlation function evolves as:
A(t+ 0t)A(t)) T
P (6t) = ~ 1.57

It results from this, that the integral timescale associated to the relaxation time of fluid particle
acceleration is small compared to any timescale associated to the inertial sub-range. This
property will also play an important role in the choice of modelling for the Lagrangian stochastic
methods considered as presented in Section 1.3.3.

Remark 1.2.8. Let us note that when the Reynolds number is not sufficiently high the
Kolmogorov theory is less valid as it is not always possible to separate clearly the large
productive scales to the small dissipative ones. Furthermore, the presence of obstacles can
also be a source of deviation to the Kolmogorov theory as they perturb the development of
the energy cascade.

1.2.1.2.2 Characterisation of Large-Scale Turbulent Processes based on Reynolds
Averaged Equations

In the previous paragraph, we have focused on the universal characteristics of the turbulence
at small scales, in high Reynolds-number flows. However, Kolmogorov theory gives little
information on the behaviour of the large scales of turbulence. In these scales the turbulent
effects may be highly anisotropic depending on flow and geometric characteristics. These scales
are often the most interesting from an engineering point of view. Indeed, as they contain most
of the energy, they have a predominant impact on the mean flow but also of the mixing and
transport at the large scales. The goal of this paragraph is to present the effects of turbulence
on the flows and processes influencing the larger scales of turbulence.

Reynolds Averaging Operator

A first solution to extract more information on the large-scale behaviour is to consider a
statistical description of the turbulence and to focus on the behaviour of the averaged quantities.
To this end, Reynolds [1895] proposed to apply an averaging operator U referred as the Reynolds
average on the Navier—Stokes equation. This operator is an ensemble average, where the same
experiment is repeated a great number of times. Under ergodicity condition, it might be replaced

by other averaging methods (e.g. temporal average for statistically stationary flows or spatial
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average for statistically uniform flows). It verifies for any field ®, ¥ and any constant A1, Ay the
following properties:

Linearity: AP+ XU =\ ® + N0, (1.58a)
ov oV ov oV
Commutativity with partial derivation: 5 =5 0 9o~ Om (1.58b)
Idempotence: (@) =U. (1.58¢)
This operator is then associated with the Reynolds decomposition:
v = \\Ij_/ + ) : (1.59)

~— ~—
Instantaneous field Averaged field Fluctuating field

For any instantaneous uppercase fields ¥ or U, the lowercase fields respectively 1 or u will
correspond to the fluctuations around their mean value. Exception to this rule is made for
the fluctuation of temperature noted T’ to avoid confusion with time and for the fluctuation of
density noted p’. Because of the definition of the fluctuations and the properties of the operator,
for any fluctuating field v we have:

B =0. (1.60)

Let us highlight an important property of such decomposition. In the general case, the average
of a product is not the product of the average:

QU =0 U+ ¢p £ V. (1.61)

This relation plays a major role, since the advection term is not linear, it yields for incompressible
flows to the decomposition:

T 0T 0T S
== o Ui + 7, : (1.62)
—_——— ——

%Material derivative advected by mean velocity Higher order terms

considering compressible flows, a similar equation would be obtained replacing the second RHS

term by ul%’

Remark 1.2.9. Let us note that other decomposition can be considered, e.g. large eddies
simulation (LES) methods propose to use not an averaging operator but a spatial filtering
one. The fields are then decomposed into large-resolved scales and small sub-grid scales which
are modelled as further discussed in Section 1.3.1. In this case the set of equations obtained
has a similar structure and the discussion remains pertinent keeping in mind the differences
between averaged, resolved, fluctuating and sub-grid quantities. It is still worth saying that
the spatial filtering used in LES methods are the results of a convolution and not of an average
operator. Thus, in this case some of the properties stated in Eqgs 1.58 may not be respected.
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Averaged Equations

Now that we have defined the averaging operator used, we can apply it to instantaneous transport
equations Eqs 1.35 to obtain the corresponding Reynolds averaged equations. As we only
consider incompressible flows in this work, for simplicity reasons we will still consider the density
uniform except in the buoyancy terms.

Continuity: It is straightforward to see that the zero divergence of velocity imposed by the
incompressibility condition Eq. (1.33) is also respected by both the mean and
fluctuating velocities

div(T) = 0, (1.63a)
div(w) = 0. (1.63b)

Momentum: Applying the Reynolds average to the Navier-Stokes equation, Eq. (1.35b), we
obtain the Reynolds averaged Navier—Stokes (RANS) equations. Under Boussinesq
approximation, it states:

DU, 0U; _—-0U; 10P — — 0 oU;
(1.64)

We can see the presence of the term R = u;1;e; ® ej caused by the averaging of the
non-linear inertial term. This tensor is called Reynolds tensor and corresponds to the
averaged turbulent effects of the fluctuating velocities onto the mean one.

Pot. Temp.: Applying the averaging operator on the potential temperature equation Eq. (1.35¢c) we
get:

5 g6 95 e —— &) 1708\
©_00 A 7’/95..5”4_78 (K@aG —uﬁ) <®S>, (1.65)
cp,\T p

Dt 0t Vam; o100 gr \ Mo
with S;;Si; = Sij Sij + 5ij5i;, and uf the turbulent heat fluxes. The latter correspond
to the averaged effects of fluctuating velocity and potential temperature onto the
mean potential temperature. As indicated previously, both the production of potential
temperature by viscosity and the source terms S, are neglected and will not be treated
hereafter.

Scalar: Similarly, for the transport of any passive scalar, averaging Eq. (1.36), we get:

DV 9% 0% o (vo¥ —\ S
m_&f+U]ihj_€hj<&(%j_ujw>+P’ (1.66)

where the turbulent scalar fluxes uy appear.

As we have detailed on equation Eq. (1.62), the averaging of advection by the mean velocity
term introduces the divergence of a new higher order moment terms which has either to be
modelled or transported. Thus, the averaging of a closed set of transport equations yields to
a new set of equations which is not closed. This is often referred as the closure issue which is
induced by turbulence. Before presenting methods to model these new second-order terms let
us focus on their transport equations to describe a bit further the physical processes responsible
of large-scale turbulence.
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Reynolds Tensor
Let us note N'S; the equation of Navier-Stokes Eq. (1.35b) and N'S; the Reynolds averaged
Navier—Stokes equation Eq. (1.64) in the direction i. It is possible to derive the equation for the

Reynolds tensor 757 as:

DR
ﬁz (Uj (NSi—;QSi)+ui (NSj-NSj))ﬂ@ﬁ. (1.67)
Doing so, and assuming we consider an incompressible flow with a constant density except in

the weight term, after rearrangement, the Reynolds tensor equation can be written:

= i3 i3 i3 b3
- - P + G - € + 8 + I + D, (168)
Temp. evol. Production = Buoyancy Dissipation Coriolis  Pressure-strain cor. Diffusion

In this equation the terms have been regrouped in order to provide a description of the physical
processes involved. Note that the terms with a superscript ¥, depend on quantities which are
not transported. Thus, if one wants to transport the 2°d order moments, it would then be
necessary either to add extra transport equations or to find correlation between the large-scale
effects of this quantities and known quantities. The selection of such correlation corresponds to
a choice of modelling discussed in Section 1.3.2. For now, let us focus on the physical processes
whose imbalance is responsible for the temporal variation of the Reynolds tensor D?)i"'tuj on LHS
of Eq. (1.68). The latter ones correspond to:

1. Production of turbulence by shear stress P. It stems from the transfer of momentum
between the mean flow and the turbulent fluctuations:
ov; 0w,

i = — e i ] . 1.
Pij (uku D + ugu; 8:L'k> (1.69)

The interaction with the mean flow is characterised by the presence of the mean velocity
gradient. When the flow is varying slowly, the turbulent shear stress and velocity gradient
tend to align with one another, this term is then positive. It is still worth noticing that
in the case of fast variation of the flow, the shear stress and the velocity gradient can be
noticeably non-aligned. In such case, it is even possible for this term to be locally negative
playing then a sink role.

2. Source by buoyancy effects Qi. It represents the effect of the weight force on turbulence
expressed as:

1,
ij = (gz'ujp’ + quip’) 7 (1.70)

where p’ = p — p. The role played by this term depends on the stratification of the
flow. When the density tends to increase with the height, the corresponding correlation
pw tends to be negative and this term behaves as a source term; we speak of thermally
unstable case. In the opposite case where the density tends to decrease with the height,
the correlation p’w tends to be positive resulting in a sink term. Let us note that in the
general case, we need a relation to specify this term because of the unknown behaviour of
pu;. Tt is then necessary either to model this term or to transport it with an additional
equation. Using a Boussinesq approximation this term can be written:

Gij =P (giWﬂL 9;‘@) ; (1.71)

where the superscript ¥ may be removed when transporting the turbulent heat fluxes.

26



3. Dissipation rate gi. This is the dissipative part of the viscous effects which tends to
lower the turbulent fluctuations, as the diagonal terms are positive.

ez-’- = 2u Ou; %
J axk axk

(1.72)

This dissipation takes place at smaller scales of turbulence and its behaviour has been
further presented in Paragraph 1.2.1.2.1. A specific modelling of this quantity is also
required.

4. Redistribution of kinetic energy. These terms have a zero trace. Thus, they do not
have any impacts on the total TKE budget but only on its distribution in each direction.
Two redistribution terms do appear in the Reynolds stress transport equations:

(a) Source by Coriolis effects €.

ij = —202 (WUkE i1 + WUkE k1) - (1.73)

Considering the effects of the Coriolis pseudo-force on the turbulence, the vertical
fluctuations of velocity are of the same scale as the horizontal one. It is then necessary
to consider both the horizontal and vertical components of £2. Let us specify each
component of this tensor to describe its influence. Assuming that we are in the
reference atmospheric basis (eq is the west-east unitary vector, ep the south-north
vector and eg the local vertical direction), we have:

€11 = —402(sin(d)uv — cos(d)uw), (1.74a)
G2 = 482 sin(d)uv, (1.74b)
G353 = —452 cos(d)uw, (1.74c)
€12 = —202(sin(P) (v — wu) — cos(P)vw), (1.74d)
Go3 = —282(—sin(d)uw + cos(P)uv), (1.74e)
€13 = —282(sin(d)uw + cos(P)(uu — ww)). (1.74f)

Summing up the tree first equations Eqs. (1.74a) to (1.74c), it is clear that the trace

of this tensor is null. Let us note that this term is an isotropisation term. Let us
place ourselves in the northern hemisphere, such that sin(¢) and cos(¢d) are positive
(similar results would occur in the southern one). Moreover, assuming 0 > uu,
Eq. (1.74d) triggers a reduction of ww. This will induce a diminution of €22 through
Eq. (1.74b) and then of v, whereas Eq. (1.74a) shows that €11 and then wu, will
tends to increase. Similarly, on Eq. (1.74f), assuming that wu > ww, we would have
a decrease of ww and resulting in a decrease of €11 and in an increase of €s3.

(b) Pressure-strain correlation gi. The second redistribution term is caused by the
effects of the pressure fluctuation on the fluctuating velocity expressed as:

ou; Ou;
I 7. 1.
) p (8:1:] + 8.%1) ( 75)

This is a large scale and averaged description of the process describing how the
eddies transfer energy from one direction to the others. The breaking of large
eddies into smaller ones results in fluctuations of pressure that tends to transfer
the energy towards the other directions. This process is the reason why going down
the Kolmogorov cascade the small eddies tend to forget the behaviour of the larger
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ones and become isotropic. In order to determine the behaviour of this term, let us
focus on the behaviour of the fluctuating pressure p. One can obtain the Laplacian
of the pressure fluctuation by taking the divergence of the difference between the
Navier—Stokes equation and the Reynolds averaged Navier—Stokes equation. After
rearrangement we get:

10%p 0% (ujuj — u;) 0 oU; Ou,; 10g;p
S0Pty —uity) 9 en) —222t 0 - 99 1.76
p Ox? 0z;0x; + 0x; (1 2keijn) dxj Ox; p Ox; . (1.76)
——
Ldiv(grad(p))** Ldiv(grad(p))~t  ;div(grad(p))9*

where the Laplacian can be split into three terms that correspond respectively
to a slow term div(grad(p))®*, a rapid term div(grad(p))™* and a buoyant one

div(grad(p))9*. The former one is a slow process as it does not depend directly on
the mean velocity but only on turbulent quantities whereas the second term depends
explicitly on the mean velocity gradient. The latter one stems from buoyant effects.
One can integrate the Laplacian of the pressure fluctuations to retrieve the pressure
fluctuations and then the pressure-strain-correlations which depend on four terms:

I = I3+ I+ I 4 10, (1.77)

where H?]’-’i is a wall echo term issued from this integration, caused be the presence
of a wall on which pressure fluctuations are reflected.

5. Diffusion D. This term corresponds to the transport of the Reynolds tensor without
dissipation and is due to three different processes:

21 — Qui +2pi +D". (1.78)
(a) The transport of Reynolds tensor by the fluctuations of velocity 2“1 which
stems from the averaging of the advection terms:

1 0wy,
DY = - — % 1.79
o= (1.79)

(b) The transport of Reynolds tensor by the fluctuations of pressure 21,1:

: 0 (D
DJZDJ = —8—% (p(Uiéjk + Ujéik)) . (1.80)

(c) The transport of Reynolds tensor by the viscous transport D":

, _ 0 ( owwg
%= 5 (+ay) (81

Turbulent Kinetic Energy
One may also consider the turbulent kinetic energy (TKE) defined as k = itr(R), whose
equation is:

Dk i i

i i _ U P v
o~ Lt Y <& +Dp +D +7, (1.82)
~—~ Production = Buoyancy Dissipation D: Diffusion

Temp. evol.

with:
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1. the production by shear P: o
P=-u u%
- kW axkv

2. the production or destruction by buoyancy effects Gi:

1
G = ~giuip),
P
Using a Boussinesq approximation this term can be written:

(1.83)

(1.84)

(1.85)

where the superscript ¥ may be removed when transporting the turbulent heat fluxes.

3. the dissipation by viscous effects e:

c—u 8u1 8u1
Oz Oxy

(1.86)

no superscript 1 is used as the transport equation for this quantity will be further discussed

here after.

4. the diffusion by transport due to fluctuations of velocity D%?:
1 ou;u;uy

Duvi —
2 Oz,

5. the diffusion by transport due to fluctuations of pressure DP*:

DPi — _i (pui&.k)
dz \p ’

6. the diffusion by viscous transport D":

0 ok
=2 (L,
Oxy, (Vawk) ’

(1.87)

(1.88)

(1.89)

whose terms arise directly from the stress tensor equation and correspond to similar processes.

Turbulent Kinetic Energy Dissipation Rate

Let us take an instant on the dissipation rate of kinetic energy, for which an "exact" transport
equation can also be derived from Navier—-Stokes equation after tedious manipulations (see e.g.
Hanjali¢ and Launder [2022]). The transport equation of the TKE dissipation rate (often simply

referred as the dissipation rate) can be written:

De

— = P! + G + @ - €& + DI
Dt ~— ~— NI ~— ~—
~ Production Buoyancy  Coriolis  Dissipation Diffusion

Temp. evol.

with:

1. the production P.. The latter can be decomposed into four terms:

Pt 9y ou; % N ou; % oU; o ou; 0°U; B V@ui ou; %
€< O0xj 0x;  Ox; Oz, ) Oxy, k@xj 0,0z, Oz Oxy, Ox;
P§1+P32 PEB 7)34
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2. the buoyant effects gg:

2v 0p' Ou;
I— il 1.92
Ge p gi Oxy, Oxy’ (1.92)
which gives under Boussinesq assumption:
00 Ju;
f— 9 Nitiidll 1.93
ge vBogi Dzr al‘k’ ( )
3. the Coriolis effects &!:

€ = —2¢] Qe (1.94)

where the Levi—Civita tensor &€ should not be confused with the dissipation rate tensor gi.

4. the dissipation by viscous effects ei:

F=2 1.95
‘e g 8l‘k8$] 8:L‘ka$j7 ( )
5. the diffusion D!: it represents the transport due to three contributions:
D} = Dt ppt 4 DUt (1.96)
with:
o the diffusion by transport due to fluctuations of velocity D%#:
0 Ou; Ou;
Dt = — — L 1.97
¢ oxy, (Vuk&vj oxj )’ (1.97)
« the diffusion by transport due to fluctuations of pressure DP+*:
0 v Op Ouy
ppt— __Z | _9Z 1.98
¢ oxy, ( p Ox; 8:@) ’ (1.98)

o the diffusion by viscous transport D!:

, 0 Oe
R (V(%ck) , (1.99)

Due to the numerous double or triple correlations between gradients of instantaneous quantities,
whose behaviour is difficult to determine, the proper physical description of each term is complex
for the TKE dissipation rate. Yet, presenting the equation under this form, it has a similar
structure than the transport equation of the TKE. A crude assumption is to consider that the
physical processes involved are of similar nature. It is true that in this case, formally the effects
of the Coriolis pseudo-force do appear here, yet the physical influence of this term may be minor
in atmospheric flows. Indeed, the Coriolis effects mainly impacts the large scales structures as
presented in Paragraph 1.2.2.1.2 whereas the dissipation rate mainly takes place on the smaller
structures as discussed in Paragraph 1.2.1.2.1.
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Thermal Heat Fluxes

As we have done for the Reynolds tensor, it is possible to derive the equation for the turbulent
heat fluxes. Noting Eq.O the transport equation of the instantaneous temperature, Eq. (1.35¢),
we have:

Duf — ——
o =¢ (NS,» —/\/SZ-) T (Eq.@ - Eq.@)ﬁ. (1.100)
This equation can be written as:
Duf
== = PY+P§ + Gl + 8o + IOy - € + D,
Dt N—— ~~ ~~
T —~ ) Inertial Production  Buoyant Production  Coriolis ~ Scrambling  Dissipation Diffusion
emp. evol.
(1.101)

where similarly to the Reynolds tensor, the temporal evolution on the LHS is gouverned by the
imbalance of the RHS triggered by:

1. Production terms:

(a) Production by inertial terms Pg. Similarly to the production of Reynolds tensor,
the latter ones come from the averaging of the inertial terms and are in general positive
except potentially in fast varying flows. This term can be split into two contributions:

i. Production of turbulent heat flux by the mean velocity gradient:

—0U;
Py, = —up0—, 1.102
Oi Uk Oy, ( )
ii. Production of turbulent heat flux by the mean temperature gradient:
00
P& = it — (1.103)

(b) Production by buoyancy effects Qi@ As the density decreases with the
temperature, we have 0p’ < 0, thus for turbulent heat fluxes this quantity is always
a positive term. In unstable case, as w6 is positive, this is a production term of
normal fluxes. On the contrary for stable case, this term plays a damping role as w6
is negative.

Gb; = 2079, (1.104)
p
Using a Boussinesq approximation this term can be written:
Goi = —gi80?, (1.105)

where the superscript ¥ may be removed when transporting the potential temperature
variance.

2. Redistribution terms which are based on two processes:

(a) Redistribution by Coriolis effects €g:

Coi = —202,u;0c; . (1.106)
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In the reference atmospheric basis each component of this term becomes:

Co, = —20 (WSin(d)) — mcos(d))) ) ( )
Co, = 202ufsin(P), (1.107b)
Gos = —282ub cos(P). ( )

( )

Assuming that we are in the northern hemisphere (similar results are obtained in
the southern one), if wf increases, it would result in an increase of uf through
Eq. (1.107a), which would yield to a restoring effect on wf through Eq. (1.107c)
and an increase on vT” through Eq. (1.107b). Thus, the Coriolis pseudo-forces tend
to create isotropy between the normal and horizontal turbulent temperature fluxes.
In the horizontal direction the behaviour is less straightforward, as the behaviour
of uf and v@ is not symmetric. Assuming an increase of vf, the reacting effects of
Coriolis pseudo-forces would be to increase wf but a decrease on both horizontal
components. At the opposite, assuming an increase of ufl, the action of the Coriolis
pseudo-forces would damp this increase but would also decrease the normal flux and
increase uv.

(b) Redistribution through the scrambling term Eg:

I pa@
Qi —

= (1.108)

Similarly to the pressure-stress-correlation, this term plays a redistributive role. It
is induced by the pressure fluctuations and it can also be decomposed into four
contributions:
I oprst o on: 3
Iy, = Ig; + Ig; + 115} + g (1.109)
where H%’f corresponds to the slow scrambling terms induced solely by turbulent

quantities, whereas Hgf is a rapid scrambling term interacting directly through the
mean velocity and temperature gradients. In addition, H%i represents the scramble

induced by thermal effects and Hg’f the scrambling due to wall echo effects resulting
from reflection of pressure fluctuations.

3. Dissipation through molecular viscosity and diffusivity 67(.)1:

€6 = (v + Ko) <aui aa) : (1.110)

al‘j 8:1;j

This term has a similar structure than the dissipation term in the Reynolds tensor equation
but is caused by both the viscosity and thermal diffusivity on the smaller scales of
turbulence. Assuming high-Reynolds number turbulence, the latter ones can be considered
isotropic. Yet, inverting the directions of our basis the sign of this term changes. However,
for isotropic interactions, such a change of basis should not affect the behaviour of this
term. Thus, one may assume that for high Reynolds number flows, this term is null.

4. Diffusion Qi@: This diffusion is due to the transport without dissipation nor production
by four different processes:

D}, = D4 + DY + Dot 4 DY (1.111)

where the processes at stake are:
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(a) Diffusion by transport due to fluctuations of pressure 2%1

DLl = _ai (i’e) : (1.112)

(b) Diffusion by transport due to fluctuations of velocity Qg’i

_ 8u1u30

put = 7 (1.113)
© )
* 81’j
(c) Diffusion by transport due to thermal diffusion Qgg’i
0 06
DEOt = | Kouj—— 1.114
©i al'j < QUZalL‘j> ’ ( )
. . . 7i
(d) Diffusion by viscous transport D
0 ou;
D4l = (v ). 1.115
©1 6.’Ej (V axj ( )

Temperature Variance
Finally, one may consider the evolution of the temperature variance whose equation can be
derived as:

D62 —
— =20 (Eq.0 — Eq.0). 1.11
i (Fq.0 — Eq.0) (1.116)
We obtain:
D@? t
o= P2 - %@ * Dm - (L.117)
~~ ~— ~~

Production  Dijssipation  Diffusion

The temporal evolution of the temperature variance is due to the imbalance of:

1. Production by the mean temperature gradient Pg:

— 00

2. Dissipation by molecular diffusion ek
02

t _op, 90 90 1.119

e @ami ox;’ (1.119)

3. Diffusion terms by transport without production nor dissipation Dg. It is
composed of two terms:
p%: D;Lf +Dre, (1.120)
(a) Diffusion by transport due to velocity fluctuations D;Lf

Ou; 62
pwt _ 2
02 &rl ’

(1.121)
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(b) Diffusion by transport due to thermal diffusion DY

9 062
Ko __
Dy, = P, (K@(M). (1.122)

Remark 1.2.10. Note that due to the similar structure of the equations of transport of
temperature, Eq. (1.35¢), and of any scalar ¥, Eq. (1.36), the scalar fluxes and variance would
have structures similar to Eq. (1.101) and Eq. (1.117). The only difference might come from
the absence of production of scalar by Joule effects (neglected here) and the slightly different
shape of the source terms which are not considered here. Moreover, if the scalar is passive
the buoyant effects are also absent. Furthermore, let us note that often the source terms
associated to chemical reactions are highly non-linear. In such case we have Sy (V) # Sy (V),
which can be stated as: the mean of the chemistry is not the chemistry of the mean. It
would then be necessary to use a proper treatment of such averaged terms to retrieve physical
behaviours (see Pope [1985, 2000] for more information).

1.2.2 Background on Atmospheric Flows for Pollutant Dispersion

The present subsection aims at briefly presenting the physics of atmospheric flows. This has
been the subject of numerous books and interested reader may refer e.g. to Hanna et al. [1982],
Stull [1988], Arya [1998, 1999], Jacobson [2005] for further information. It will mainly focus
on the atmospheric boundary layer (ABL) which is the lowest part of the atmosphere directly
influenced by ground effects and within which most of the pollutant dispersion produced near
ground occurs. We can still note that pollutant dispersion above the ABL can be present, for
example in case of volcanic eruptions or of plane induced pollutant dispersion. These situations
will not be considered in this work.

1.2.2.1 Description of the Atmosphere

Let us first present an averaged description of the atmosphere using a characteristic timescale
of observation long enough for the daily and yearly fluctuations to be smoothed.

1.2.2.1.1 Characterisation of the Different Zones in the Standard Atmosphere
The atmosphere in a broad sense corresponds to the region surrounding a planet within which
a gas envelope exists. As we increase the altitude, the weight of the gas column above of
point decreases and so does the pressure. As schematised in Figure 1.3, using the standard
atmosphere described by the norm comity ISO/TC 20 [1975], the overall Earth atmosphere can
be decomposed based on its mean temperature evolution as follows:

Troposphere: First, on the lower part of the atmosphere one can find the troposphere characterised
by an averaged negative temperature gradient due to adiabatic dilatation of air with
the altitude. Its height is about 11 km although it may vary from around 8 km at
the poles to 18 km at the equator. Being the lowest zone of the atmosphere, it is
the region within which the pressure is maximal. Therefore, it includes most of the
air mass (around 90%). As it is the zone within which meteorological and dispersion
phenomenon mainly takes place, this zone is the most interesting in the context of this
work. The different layers composing it will be further discussed in Paragraph 1.2.2.1.2.
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Figure 1.3: Schematic description of the standard atmosphere using comity ISO/TC 20 [1975]
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It corresponds to the buffer layer between the troposphere at 11 km and the
stratosphere at 20 km. It is marked by a modification of the temperature gradient
due to the apparition of exothermic reaction of dioxygen which is transformed into
ozone through ultraviolet (UV) radiation absorption. In this zone, the thermal effects
of adiabatic dilatation and ozone production somewhat compensate each other, and
the temperature gradient can be considered null.

Above the tropopause, one can find the stratosphere where most of the ozone
production takes place. Due to this exothermic reaction, the temperature gradient
is positive in this zone which includes the so-called ozone layer. The stratosphere goes
from 20 km up to 47 km.

This is a slight buffer zone between the stratosphere and the mesosphere going from
47 km to 51 km.

It corresponds to the zone spanning from 51 to 86 km. In this zone the temperature
is decreasing with the altitude. It corresponds to the lower part of the ionosphere
characterised by the gas ionisation due to UV radiation.

It corresponds to the buffer layer from 86 to 95 km.

This is the last layer of atmosphere before the exosphere and space; in this zone the
pressure is very limited, and the gas really rarefied. It is characterised by the ionisation
of the air and a positive gradient of temperature. Due to the scarce presence of atoms,
it is difficult to properly describe the height of this zone, but it goes up to 350-800km.

1.2.2.1.2 Focus on the Dynamics of the Troposphere

As the dispersion mainly takes place in the troposphere, we will focus on the physical processes
at stake in this zone. They are described by a multitude of phenomena whose spatial and
temporal scales depend greatly: from the Kolmogorov scales for isotropic turbulence up to the
planetary scale over decades or centuries for global warming. A scheme presenting example of
atmospheric processes at different scales can be found in Figure 1.4.
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Figure 1.4: Description of physical phenomena at stake in the atmosphere with the corresponding
spatial and temporal scale (after Stull [1988]). Note that on this scheme the spatial length scales
provided can correspond either a vertical or horizontal scales.

Determination of the Preponderant Physical Effects in the Troposphere

Our goal is to present the different physical effects at stake in troposphere flows. A common
method to compare the relative importance played by different physical effects at given scale
is to compare their order of magnitude using adimensionised equations. To do so, we separate
each quantity ¥ into a dimensionless varying part " whose scale remains close to unity and
its characteristic order of magnitude W¢. This operation should also be applied on the operator.
We can consider a scale of velocity U€, of length L€ typically the distance to the ground, of
potential temperature increment 6©°¢ due to buoyant effects. For Coriolis effects, the Coriolis
parameter f¢ = 202sin ¢ is used. The incompressible Navier-Stokes and potential temperature
can then be decomposed as:

p(U)? AU p(U%)* 9PF U 92U

i GrrC +
_ ; 1,U i, 1.12
Le dt+ e onp TR outonr PN PT U (1.123a)
crre + c\2 + + c 920+
BO°UCdOt | v(U9)? 6F [, OU;  Kode© %0 (1123b)

Lo dtt (LR T axt T (L9 o) 2

where it has been chosen to consider a single scale to adimensionise the material derivative.
Furthermore, we have considered for the order of magnitude of the pressure variation § P¢ ~
p(U)? based on energetic grounds coherent with Bernoulli’s principle. Moreover, we will

consider %’) ~ [pdO°¢ in agreement with Boussinesq approximation to obtain the order of
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magnitude of buoyant effects. Now that we have decomposed Eqs 1.123, we can consider the
corresponding dimensionless equations:

Re~! Ri Ro—1

A — — —_——
dUi+ o OPT n v 82Ui+ B gﬁd@CLC 5 @ — (1 124a)
det a$l+ Leye 8aj;ral»j+ (Uc)2 1z e kY5 Cijks .

+ a2 o+ + 2+t
et _, v (U er U Ko v 0O (1.124b)

dtt T UL 0p00° THTU guf T v UL 0(a])?
Re—1 Ee Pr Re-1

Let us notice that some dimensionless numbers appear. Each one characterises the relative
influence of competitive processes. We can note the presence of the Reynolds number Re,
already presented, corresponding to the competition between inertial and viscous effects; the
Richardson number Ri being the ratio between buoyant and inertial effects; the Rossby number
Ro being the ratio between inertial and Coriolis effects; the Eckert number Ec being the ratio
between variation of enthalpy and variation of kinetic energy and finally the Prandtl number
which is the ratio between molecular viscosity and thermal diffusivity. Except for the latter
one which is mainly a fluid property with Pr ~ 0.707 for air, the other dimensionless numbers
depend on the flow. Thus, one can compare them to determine which effects are preponderant
at different altitudes and which one can be neglected. So as to classify the relative impacts of
the physical effects on different scales, let us see the evolution of this quantities as we move in
the troposphere.

molecular dif. buoyancy Coriolis visc. therm. prod.
Le Ue sec
o Re~! x Ri o Ro~! x Re 'Ec
st s
0.00lm | 01-1ms™ ! ]001-01K| 107%-10"2 |107°—10"% | 107> —1076 1076 - 1074
rough.
layer 0lm |01-1ms'[001-01K| 10*=10"% |10%-10"2 |107*-10""° 10°7—10"°
SBL 1m 1ms™! 0.1 K 10510 10~2— 107! 10 1077
ABL Present
Tropos. work 0m |1-10ms' 01-1K |10 7-10% 102-10" 104 10-8
focus
100 m 10 ms™! 1K 1078 1071 1073 1077
Ekman,
layer i 1000 m 10 ms™! 1-10 K 107 1 1072 1072 — 10710
Free -1 —-10 —1 10 —11
i atmo) 10000 m | 10 ms 10-100 K 10 10 — 100 10 101 — 10

Table 1.1: Comparison of the order of magnitude of the different physical processes at different
heights in the troposphere. The layers and acronyms appearing on the left side are presented
hereafter.

Evolution of the Ground induced Shear Stress in the Troposphere

As we can see in the Table 1.1, in the troposphere the main physical effects at stake are the
inertia, the pressure, the buoyancy, and the Coriolis ones. In this table only the effects along the
vertical scale are presented. With a view to have a rough idea of the evolution of the turbulence,
let us also consider the typical phenomenon taking place in the horizontal direction. Let us
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assume that we have a stationary and uniform horizontal flow, with a long-range horizontal
pressure gradient. The horizontal Navier—Stokes equations become:

10P — ouw
~ %5 + QU enjn — o = 0, (1.125a)
10P — 0

The horizontal pressure gradient scale is typically around ten Pascals per thousand kilometres
(i.e 107°Pam™!). Even though this value seems little, it should not be totally neglected as it is
the source of the long-range horizontal flow. Our goal is here to present a crude description of
the height over which the ground has a major role on the flow turbulence. As seen previously the
Coriolis effects have a redistributive role on the Reynolds tensor but do not modify the overall
TKE. In order to give a first crude description of the turbulent behaviour let us put these effects
aside for the moment. Doing so we can define a single mean flow direction aligned with e;.
Moreover, we will make the crude assumption to consider 1% is roughly constant close to the
ground. Doing so, it is possible to exhibit a rough description of the ground induced turbulence

evolution. Under these assumptions the turbulent shear stress ww may be integrated as:

T = —u? (1— : ) (1.126)

with u, = ,/% the friction velocity, owan the shear stress at the wall (here the ground) and
Lapr = %5t the length scale over which the shear stress produced at wall plays a preponderant
effect.

ox

Description of the Layers composing the Troposphere

The zone within which the ground effects play a primordial effect on the flow is the atmospheric
boundary layer (ABL). Stull [1988] also characterised this zone by a timescale of response of
the ground forcing of around one hour or less. Its characteristic height is roughly the kilometre
and can be estimated using proposition of Zilitinkevich [1972]. Moreover, it evolves with the
meteorological conditions. Indeed, it is lowered in the high-pressure anticyclonic zones due to
downward flow from the upper regions. Similarly, it is elevated in the depression zones of low
pressure where the flow tends to ascend. Let us emphasize that as the ABL is the most turbulent
part of the atmosphere, it is then the zone within which most of the dispersion takes place. For
this reason, we will give a special attention to this region which can be decomposed into multiple
sub-layers:

Roughness Layer The lower part of the atmosphere is the roughness layer, within which the specific
influence of given ground irregularities plays a preponderant role (see e.g., Stull
[1988]). Indeed, in atmospheric flows, the ground is characterised by the presence
of irregularities at different scales (grass, gravels, rocks, bushes, ears in fields, houses,
trees, forests, cities, etc.). Each of these ground irregularities induces a local variation
of the flow in a slight zone in its vicinity. In the case of atmospheric flows, it is
not possible nor useful to explicitly describe the influence of each of these roughness
elements. A part or the entire roughness layer is then modelled thank to averaged
quantities such as the dynamical and thermal roughness height (zp and z((? ) which
aims at characterising the mean influence of the ground irregularities over the above
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flow. This parameterised near ground zone is referred as the unresolved basal layer
(UBL) and always exists when describing atmospheric flows (see Rodean [1996]). The
roughness layer depends on the local topography, but the UBL also depends on the
choice of description followed. Indeed, its characteristic vertical size is a few times
bigger than the irregularities which are not explicitly treated. Modelling dispersion at
a continental scale the explicit description of buildings or cities will not be considered,
thus the UBL order of magnitude is roughly the hundred metres. At the contrary,
considering a lower scale description over tens of metres the explicit description of
buildings would be necessary to retrieve proper local results. The order of magnitude of
the UBL might then be lesser than the metre such as presented in Table 1.1. Let us note
that, even-though this zone is not explicitly treated in atmospheric flows, roughness
plays a major role on atmospheric flows. The modelling and parametrisation of these
effects at different scales remain an important subject of study (see e.g. Kadivar et al.
[2021]).

SBL The surface boundary layer (SBL) is defined as the zone near ground where the shear
stress and vertical turbulent heat fluxes can be considered constant. There is no
rigorous limit of this zone but commonly we consider that it corresponds to roughly
the lowest 10% of the ABL. Within this zone the Coriolis effects and the long-range
pressure gradient effects are commonly neglected. The present work focusses on this
highly turbulent zone which plays a primordial role in the earlier state of pollutant
dispersion. The flow within it will be further discussed in Section 1.2.2.3. Let us note
that the rough layer can be seen as a part of the SBL, even though it has been chosen
to introduce them separately.

Ekman Layer The region above the surface boundary layer is a buffer zone within which neither the
shear produced by the ground, nor the Coriolis effects can be neglected. This region is
called the Ekman layer or outer zone. Due to the Coriolis pseudo-force the direction
of the wind rotates from the near ground flow direction to the upper wind direction
over the height of this zone. This rotation of the mean flow with altitude is called the
Ekman spiral. When increasing in altitude, it is directed rightward in the northern
atmosphere and leftward in the southern one,. Moreover, the amplitude of this rotation
might be over 30° to 45° but depends greatly on the location on Earth as the Coriolis
effects are not uniform accross the globe.

Above the ABL, where the ground effects and the induced turbulence become negligible, the
upper part of the troposphere is called the free atmosphere within which the vertical profiles are
more uniform. In this region, the pressure gradient and Coriolis pseudo-force remain the only
two physical effects at stake, so they tend to be at equilibrium. This results in a flow which
tends to follow the isobars. The corresponding wind is called the geostrophic wind. Note that
this is not true in the vicinity of the equator where the Coriolis pseudo-forces tend to disappear.

1.2.2.2 Influence of the Stability on the Dynamics and Dispersion

The depiction of the atmosphere presented in Section 1.2.2.1 is based on an averaged description
of the mean flow over a period of time long enough to consider that the thermal fluctuations
caused by ground forcing roughly cancel out. For this reason, we have mainly focused on the
shear effects produced by the presence of the ground, yet a second primordial role played by
the ground is a thermal one. During daytime, as the ground receives energy from the sun by
radiation, it heats the lower parts of the atmosphere. At the opposite, at night, the ground cools
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down faster than the air and absorbs energy from the atmosphere. This thermal forcing, which
fluctuates over the day and over the year, plays an important role in the dynamics of the ABL.
Indeed, as the ground respectively heats or cools down the atmosphere, it modifies locally the
temperature and the air density triggering buoyancy effects.

1.2.2.2.1 Adiabatic Displacement

To quantify the effects of these buoyancy effects, let us first consider the reference adiabatic dry
atmosphere. It corresponds to an adiabatic flow of ideal gas in which the flow is purely horizontal
and homogeneous in this direction. Moreover, the viscous dissipation and Coriolis effects in the
vertical direction are neglected. The latter conditions are easily respected in the SBL. Finally,
the atmosphere is assumed dry so that the effects played by humidity are not considered. Such
effects are out of the scope of the present manuscript, even though it is expected that the
work proposed within it can be extended to these flows without arising new major issues. The
quantities associated to this reference state are referred with the subscript .4 and are supposed
to vary only along the vertical direction. The momentum equation then gives:

dPad
dz

= Dudd- (1.127)

Using the first law of thermodynamics written with the temperature Eq. (1.19), we get:

1 dTee _ R™ dPuy
Tad dz N CpPad dz °

(1.128)

Injecting the first equation in the second and using the ideal gas law, we obtain the adiabatic
temperature gradient:

.
ATad __ 9 (1.129)
dz Cp

This corresponds to the evolution of temperature due solely to the dilatation effects, and then
the temperature evolution in adiabatic atmosphere is linear. Using the ideal gas law to replace
the density in the momentum equation and injecting the linear form of the temperature, we
can easily integrate the pressure. Finally knowing both temperature and pressure it is possible
to determine the evolution of the density in the adiabatic atmosphere. The thermodynamic
quantities associated to the reference atmospheres can then be determined as:

Tad(2) =To (1— 92 ) (1.130a)

CPTQ

Cp'

gz Ral”‘
Pu(z) =R 1 - 1.130b
o) =ro (1= 22 ) (1.1300)
(2) 1- 9 o (1.130¢)
2) = _ .130c¢

Pad £0 CpTO )

with Py, Ty and pg the constant reference value at the ground.
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Remark 1.2.11. Note that, in this description, the state law used is the ideal gas law and
not the Boussinesq approximation on the potential temperature. Using the latter approach,
which is considered in this work, the potential temperature remaining constant over adiabatic
displacement, the density remains constant. The corresponding set of equations is then:

Pt (2) =po, (1.131a)
Bousg _ 1 POQZ) _ <1 _ gz ) 1.131
P 2 (2) P0< o) P RairTy )’ (1.131b)

RO air
PBouse “op RC_
Tog "™ (2) =To (‘“T(Z)> —To (1 - ) " (1.131c)
0 0

where the thermodynamic quantities at ground (indexed with () still verify the perfect gas
law. Considering that we limit ourselves to altitudes small compared to @ ~ 8.4 km,
we can make a Taylor expansion at the first order of Eq. (1.130b) and Eq. (1.131c) and we
retrieve respectively Eq. (1.131b) and Eq. (1.130a). Thus, at the first order the Boussinesq
approximation on the potential temperature enables to retrieve the proper temperature and
pressure profiles describing the adiabatic atmosphere whereas the variation of density is not
taken into account.

1.2.2.2.2 Presentation of the Notion of Stability

So as to quantify if the thermal stratification fuels or inhibits the vertical fluctuations which
play a fundamental role in dispersion, one can compare the local temperature gradient with the
adiabatic one. Indeed, a fluid particle at thermal equilibrium undergoing a vertical fluctuation
of velocity would experience an adiabatic evolution of temperature over the corresponding
displacement. Three situations, summed up in Figure 1.5, can be encountered:

Stable: If the temperature gradient of the atmosphere is less steep than the reference adiabatic
atmosphere (% > 8;—;‘1), after a slight increase of height the particle would have a
temperature lower than its surrounding yielding to downward buoyancy effects inhibiting
the displacement as shown in Figure 1.5A. The situation being anti-symmetric if the
particle goes downward the resulting buoyancy effects would be upward, also limiting

the vertical displacements. This situation is referred as thermally stable.

Neutral: In the case where the temperature gradient is equivalent to the adiabatic one (% = aggd ),

after displacement the fluid particle would still have a similar temperature compared to
its surroundings. Thus, no reacting force would be triggered by the particle displacement.
This situation is referred as thermally neutral.

Unstable: Finally in the case where the temperature gradient is steeper than the adiabatic one
(g—l— < 85?1 ), after an upward displacement the particles would have a temperature superior
to its surrounding yielding to upward buoyancy effects fuelling the vertical displacement
as schematised in Figure 1.5C. Similarly in case of downward displacement the buoyancy
effects would increase the effects of the fluctuations, thus such cases are referred as

thermally unstable.

As it can be cumbersome to compare the temperature gradient with the reference adiabatic one,
it is common in the atmospheric community to consider not the temperature but the potential

RAIT
temperature © = T (%) “» . This quantity presented in Paragraph 1.2.1.1.2 being directly
correlated to the entropy, it remains constant in neutral, i.e. adiabatic situation and can be
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Figure 1.5: Evolution of the response of the atmosphere to a small displacement of a fluid
particle for different stability situations after Hanna et al. [1982].

used to define atmospheric stability with more ease. It corresponds to the temperature we would
have in absence of adiabatic dilation. One can then establish the local stability situation simply
by checking if the potential temperature increases or decreases as schematized in Figure 1.6.

neutral
A stable
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S

Figure 1.6: Vertical potential temperature profile for different stability situations.

1.2.2.2.3 Daily Cycle

The evolution of the stability within the ABL is strongly driven by a daily cycle. This cycle
is illustrated in Figure 1.7 which corresponds to the energy scattered by the aerosol back to
the grounds using a LIDAR measurement. The latter was obtained on June 3" 2010, using
a Leosphere ALS 450 LIDAR at the SIRTA atmospheric observatory which at the time was
in a rural to peri-urban area (see Haeffelin et al. [2005]). The corresponding data are freely
available on sirta.ipsl.polytechnique.fr. The evolution of energy scattered back to the ground is
representative of the distribution of aerosols in the atmosphere. Their dynamics may be used
to characterise the turbulent effects and the evolution of the ABL.

At sunset, the sun starts to heat the ground through radiative processes. This results in a
heating of the atmosphere by the lower part yielding to the development of a thermally unstable
zone named the convective boundary layer or mixing layer. As underlined by its name, in this
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zone, the flow is mixed by turbulent transport triggered by buoyant effects. This can be seen
in Figure 1.7, during daytime, where the particles are mixed in the ABL. As the convective
boundary layer develops itself, it entrains above it the existing stable boundary layer issued
from the previous night. This slight stable layer is referred as the entrainment zone which plays
a capping effect. This slight stable layer makes the transition with the free atmosphere which
also tends to be thermally stably stratified. This rupture of the potential temperature gradient is
referred as capping inversion. It plays a fundamental role as it spatially limits the development
of the turbulence by buoyancy in the convective boundary layer and maintains most of the
pollutants within the ABL as we can see through the clear diminution of scattered energy after
around 1.5 km.

Slightly before sunset, the radiative forcing on the ground is lowered and the convective boundary
layer becomes neutrally stratified in a zone referred as residual boundary layer. Let us note that
even though heavy aerosol tend to fall back due to their weight which is less compensated by the
turbulence transport, the height of the ABL remains quite constant over the day-span. The latter
one is spatially encapsulated between two stable layers. On the upper part the capping inversion
subsists over the night and on the lower part a stable boundary layer is creating by cooling from
the grounds. The destruction of the turbulence near ground can be observed noticing that the
particles tend to fall back and accumulate in this zone. Let us note that the near ground flows
within stable boundary layer are often quite calm, yet, during the night, it is common to see
the development in altitude of wind whose velocity is greater than the geostrophic wind. Such
effects, which will not be treated in this work, are referred as nocturnal jet. They are a source
of mechanical turbulence whereas the thermal effects, in this situation, tends to dissipate the
turbulence.

Apparent back-scattered power Pr~2

ALS450 - 2010/06/03 - SIRTA (48,7N, 2.2E)

) {03 ; f : - log(Pr~2)
355nm linear polarization, analogic detection
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Figure 1.7: Scheme of the daily cycle of the atmospheric boundary condition made after Stull
[1988] and based on apparent back scattered power measurement made at the SIRTA (see
Haeffelin et al. [2005]).
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1.2.2.2.4 Influence of the Stability on the Dispersion of Pollutants

Now that we have described the effects on the turbulence of the different stability situations
encountered in the atmosphere, we will focus on its impact on the dispersion of pollutants (see
e.g. Stull [1988], Arya [1999]). To this end, a few examples of characteristic type of dispersion
will be briefly presented using images of smoke plumes. Let us note that the presence of smoke
results from a fire and then a heat source triggering an initial rising of the plume which depends
greatly on the nature and on the size of the source. The initial rising may be roughly estimated
based on atmospheric and source characteristic (see e.g. Briggs [1965], Zonato et al. [1993],
Fisher et al. [2001].

Coning in Neutral Case

The reference situation is the dispersion in neutral or near neutral atmosphere. It is the situation
commonly encountered either in the residual layer, or in the case of strong winds. In such a case
the thermal effect plays little role in the dynamics of the atmosphere and the dispersion in the
horizontal and vertical direction are quite similar. Then assuming that we are far enough from
the ground and the source the resulting plume shape is close to a cone. This situation is then
sometimes referred as coning.
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Figure 1.8: Example of coning dispersion on near neutral smoke plume.

Fanning in Stable Atmosphere

In the case of stable atmosphere, i.e. mainly during the end of the night and the start of the
morning but also sometimes during the day in winter the turbulent eddies are destroyed by the
buoyant effects. Thus, the turbulent dispersion is mitigated yielding to the creation of smaller
but more concentrated plumes. Although through redistribution processes the attenuation of
the vertical displacement also limits the horizontal fluctuations, the latter ones remain bigger,
and the pollutants plumes mainly fan out in the horizontal direction. Such dispersion is then
referred as fanning. Let us note in Figure 1.9, before this fanning out a first process is a rising
of the plume caused by the heat produced at the fire source. After rising at a point where the
potential temperature of the plume is at equilibrium with the local potential temperature of the
atmosphere it tends to fan out. In the case of non-buoyant plumes, the fanning situation may
be quite problematic as the pollutant would remain concentrated near ground in potentially
inhabited areas.

Looping in convective atmosphere

In the case of a dispersion in a convective atmosphere, situation mainly encountered during hot
afternoons, large eddies induced by the buoyancy effects are present. The latter ones play a
preponderant role in the transport and dispersion of pollutants. They may be strong enough to
explicitly impact the geometry of the plumes near its emission. Such a phenomenon referred as
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Figure 1.9: Example fanning dispersion on stable smoke plume.

looping may be seen in Figure 1.10. In convective layer the dispersion is promoted yielding to
the creation of broad plume within which the concentration is lowered.

Figure 1.10: Example of looping dispersion on unstable smoke plume.

Fumigation in Convective Atmosphere near Ground capped by a Stable Layer
This case can occur after sunset when the convective layer starts to build up and entrains the
stable layer above it. It corresponds to the fumigation situation, illustrated in Figure 1.11,
which is the worst-case scenario for safety issue in case of pollutant dispersion. Indeed, on the
one hand, the pollutant is retained near ground due to the capping effects of the superior stable
boundary layer. On the other hand, near ground the pollutants are well mixed by the convective
layer and impact a broad zone of potentially inhabited areas.

/ capping

inversion

©]

z

Figure 1.11: Example of fumigation effects on a smoke plume in an atmosphere locally unstable
near ground and stable above.
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Lofting in Atmosphere Locally Stable near Ground overlooked by a Neutral Layer

Such as situation may be encountered at night, in early morning or in winter when the pollutants
are emitted sufficiently high or with sufficient heat to reach the neutral residual layer. Such a
case referred as lofting represents the counterpart of the fumigation situation as we can see
in Figure 1.12. Indeed, in this situation, the ground is protected by the stable layer and the
pollutant disperses only upward and horizontally with less local impacts on the population below.
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Figure 1.12: Example of lofting dispersion on a smoke plume in an atmosphere locally stable
near ground and neutral above.

Remark 1.2.12. We have presented the behaviour of the dry atmosphere, note however that
the presence of humidity may play an important role in both the stability situation and in
the dispersion of pollutants. For example, regarding the stability effects, after sunset, the
elevation of the stable layer caused by the production of a convective layer may trigger the
creation of clouds. These clouds will promote the buoyancy effects as they will produce a
cooling effect from the upper zone of the convective layer. Moreover, the presence of clouds
may have a great impact on the radiative flux and on the thermal forcing. Regarding the
dispersion of pollutant, the presence of humidity may also have a preponderant role as water
droplet in suspension may absorb pollutant and rain may clean the atmosphere creating wet
scavenging (see e.g. Sportisse [2007]). Such effects are out of the scope of the present work.

1.2.2.3 Focus on Surface-Boundary-Layer Flows using Similarity Theory

1.2.2.3.1 Treatment of the Neutral Surface Boundary Layer
In the SBL the Coriolis, viscous, horizontal pressure gradient may be neglected. Moreover, let
us assume a stationary and horizontally homogeneous atmosphere. Under these hypotheses the

Navier—Stokes equation is simplified into div(uw) = aaL? = 0 with e; aligned with the wind
direction. Then shear stress ww = —u? imposed by the wind in the upper region is uniform

until the surface. Let us first consider the neutral situation in which the buoyancy terms do not
play any role. As suggested by Monin and Obukhov [1954], considering similarity theory, the
evolution of the mean velocity between two points z; and zo can be obtained as:

e = T(ea) ~ Ula1) = Figluns 21, 22) = ey (2, (1152)
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where, 7 and /77 are universal functions. Let us consider a third altitude z3, we have:

U(z3) —U(z1) =U(z3) — U(22) + U(z2) — U(21), (1.133a)
n@D o@D a2

This is true no matter the choice of 21, 22 and 23 in the SBL. Thus, the universal function /%
must respect the properties /7 (x) + f(y) = Ap(zy). Only a class of function respects this
condition which corresponds to the logarithmic functions. Then in the neutral SBL the mean
velocity is logarithmic, this is the reason why it is often referred as the logarithmic zone. The
coefficient in /77 corresponds to the Von Karman constant x ~ 0.42. We have then:

oU B Use

e et (1.134)

where zg is the roughness length which is an integrated parameter representing the effects of the
ground roughness on the flow above the UBL. Considering rough surfaces, the mean velocity
may be written as:

U(z) = %m (Z+ZO>. (1.135)

20

1.2.2.3.2 Extension to Thermally Stratified Surface Boundary Layer using Monin—
Obukhov Theory

Universal Profiles

We still assume a stationary and horizontally periodic flow, with a shear stress ww = —u?
uniform and imposed by the upper wind. We will now take into account the normal turbulent
heat fluxes wf imposed by the ground forcing. For similar reasons than for the shear stress, the
turbulent heat fluxes are also uniform, and one can introduce the friction potential temperature
0, such as wd = —u.0, in the SBL. Thus, the flow quantities depend only on the altitude z, the
buoyant term —gwf = gBousbx, the shear stress u? and the dissipation rate as we can see for

example in the TKE budget:

- uw(zg + gBwl = e. (1.136)
We have looking at the TKE budget:

oU  uy ~ €

— == — . 1.137

oz~ ra'V (gﬁwG) (1.137)

Moreover, the dissipation rate is a variable depending on the shear stress, the buoyancy but also
the altitude. It is thus possible to write:

= F sz gnt,) = 2/, (R2%) - ta g (=) - V0. )

2 Kz Lyo Kz
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From this choice of parameters, a single dimensionless parameter ( = L— with Lp;o the
Monin-Obukhov length scale first presented by Obukhov in 1948 (see Obukhov [1971]) and
defined as:

u?

59500* ’
where the Von Karméan constant is kept by convention. This length scale is the ratio between
the shear effects and the buoyant ones. It predicts the scale of altitude at which the buoyant
effects become preponderant compared to the shear stress. Injecting Eq. (1.138) in Eq. (1.137),
we get:

Lo = (1.139)

oU  wu,
g - E‘Pm(C)v (1‘1403‘)
U= %ﬂ)m(LMo,z,zO), (1.140Db)

with ¢, the momentum universal function and V., (Lo, 2, 20) = f; em(Q) qy its integrated

form which are written as such by convention. Using these universal functlons the turbulent
viscosity 14 may be written:

= — W WhE (1.141)

ou
5 Pm

With a similar reasoning, one can determine that obtain a similar equation for the potential
temperature:

00 0

_U_ 5 1.142
0z /ﬁzwh(o’ ( 2)
0= %lph(LMo,z,zo), (1.142Db)

with ¢p the heat universal function and 1 the integrated formulation. The corresponding
turbulent thermal diffusivity evolves then as:

Ko, = W0 _ weiz. (1.143)

00

The two universal functions ¢, and ¢p can then be bound together by the turbulent Prandtl
number as:

29
2z _ Ph (1.144)
w6

Note, that the knowledge of the first-order moments is not sufficient to properly characterise a
flow. As for the mean flow, it is possible using similarity theory to derive universal functions
for the second-order moments (see Monin and Yaglom [1971, Chapter 7.5]) depending only on
. The latter will be referred respectively as vk, Y (uu), Pov)s Pluww)s Puh), Pe2) and are defined
as corresponding second-order moment adimensionised by the proper combination of friction
velocity and friction potential temperature.
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Remark 1.2.13. Note that other dimensionless numbers are commonly encountered in atmo-
spheric study. A first one is the flux Richardson number Riy characterising the relative effect
of the buoyancy term and shear stress production in the TKE equation. It is defined as:

Rif = -9 _ gﬁw_f = 963“*0* - i (1.145)
P wwl  Eem Lyogm — ¢m

The gradient Richardson number Ri4, which is a slightly different version of the flux
Richardson number, is also commonly used to characterise the relative importance of the
thermal effects. As its name suggests this number is based on the ratio of the gradients and
is defined as:

Riy = gf 2 — Ri¢Pry. (1.146)
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It corresponds to the product of the flux Richardson and the turbulent Prandtl numbers. In
the SBL, the knowledge of both the momentum and heat universal functions is then equivalent
to the knowledge of two dimensioneless number among the turbulent Prandtl number and the
two Richardson numbers presented here.

Universal Functions Theoretical Evolution
We will briefly present the theoretical behaviour of these universal functions (for more
information see Monin and Obukhov [1954], Monin and Yaglom [1971, Chapter 7]). As already
stated, in convective situations, the development of large eddies due to buoyancy effects triggers
mixing of both heat and momentum. Thus, velocity and temperature profiles are less steep than
the profiles encountered in neutral situations. Similarly, in stable situations, the destruction of
vertical eddies yields to a steeper temperature and velocity profiles. It is then clear that both
the universal functions and the flux Richardson number increase with (. Moreover, let us note
that we can write the stationary TKE budget at equilibrium as:

P+G="P(— Rif)=e, (1.147)

where both the production of TKE by shear and the dissipation are positive. For stationary
flow at production-dissipation equilibrium the Richardson number is then upper bounded:

Rif < 1. (1.148)

There is then an upper steady state limit of the flux Richardson number named the critical
flux Richardson number Ri". This condition is restrictive only for stable flows as the flux
Richardson number is negative within unstable situations. In stable flows, the value of the Rif’
is considered in the range [0.2,0.25] as demonstrated for example by Zilitinkevich et al. [2008],
Zilitinkevich et al. [2010], Freire et al. [2019], and we will consider in this work Ri§" = 0.25.
Thus, in statistically stationary, horizontally uniform, stable SBL flows at production-dissipation
equilibrium, the mean velocity gradient tends to become constant as we have ¢, = %?. The

mean velocity becomes then affine depending only on the Monin—-Obukhov length scale. It
results that the turbulence evolution tends to become independent of the height. Thus, the
universal functions characterising the TKE, the Reynolds tensor diagonal terms but also the
potential-temperature-variance and the horizontal fluxes all tend towards constant values see
Monin and Yaglom [1971, Chapter 7.5].
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One may also consider the convective limit situation which is the limit case when ( tends
negatively towards infinity. In this case, the asymptotic behaviour is a situation in which the
production by shear can be considered null. This case corresponds to the physical state of the
natural convection that can take place during a sunny day without any mean wind. First, a
legitimate question is whether the Monin—Obukhov theory is still valid for extremely unstable
situations. This raises the question whether the flow can be treated as statistically stationary
and perfectly stratified in the horizontal direction. Indeed, the energy furnished by the thermal
effects may stretch the turbulent eddies increasing their characteristic scale and the size of the
ABL. From this growth of the ABL, it results that the latter can never reach a stationary state
in convective situation. Yet, in the SBL, it is possible to consider that locally the situation is not
impacted by the evolution of the upper part of the ABL which is far away. For convective cases,
it is thus possible to consider that a stationary state can be reached not in the whole ABL but
only locally in the SBL. Furthermore, the stretching of the turbulent eddies might destabilise
the flow sufficiently to create convection cells in the inertial scale destroying the horizontal
uniformity and creating structures similar to the ones encountered in Rayleigh-Bénard flows.
Such structures may not be explicitly tackled using the Monin—Obukhov similarity theory and
would be incorporated in the energy spectrum as large turbulent eddies. In this case the flow
evolution does not depend explicitly on the shear stress but only on the thermal turbulence

triggered by the convective fluxes pi imposed on the ground. Using similarity theory, we get:

Cp
9\ %
00 1 (1 ’
- = F5 " | k2,90, )= = 4 Co™. (1.149)
0z pCp kz \ kzgB \ pCp
Moreover, the heat being transported by turbulent heat fluxes, we have -~ = —u,0, by definition

PCp
of #,. Thus, we have:

i

1
96 0. -2 \* 6. .
2, — Ce ( ) = —Cg (=) (1.150)
—_—
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en(C)

Moreover, assuming that in the convective limit the turbulent Prandtl number converges towards
a non-null constant Pr;, > (this assumption will be further discussed in Section 5.1) we get:

em(Q)  x (=073, (1.151)

{——o0

where ) x means "¢ tending towards minus infinity, the LHS term tends to become
——00

proportional to". Thus, in the convective limits both the momentum and heat universal function

decay with a power —1/3. Monin and Yaglom [1971, Chapter 7.5] showed that the resulting

TKE will increase in all directions due to thermal forcing with a power 2/3:

P (ww) C—>O£oo (_C)Q/Sv (1152)

whereas the temperature fluctuations will decrease by mixing with a power —2/3:

Pl X (—0)*3. (1.153)

Moreover, as the velocity tends to become uniform, the flow tends towards the true convection
limit in which all the horizontal fluctuations become equivalent, yielding to:

Pk X
o0

-

#
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In addition, due to the velocity gradient evolution, we have a turbulent viscosity introduced
in Eq. (1.141) which increases proportionally to (—¢)*3. Such an evolution of the turbulent
viscosity associated with the TKE evolution induced that the diffusion of TKE tends towards a
positive constant in the convective limit.

Literature Propositions of Universal Functions

Now that we have seen some theoretical features of the universal functions, one may want to
have an explicit definition of these functions. The determination of these two universal functions
has been subject to an intensive work (see e.g. Zilitinkevich and Chalikov [1968], Businger et al.
[1971], Carl et al. [1973], Dyer [1974], Hogstrom [1988], Hartogensis and De Bruin [2005], Chenge
and Brutsaert [2005]) resulting in numerous propositions. Let us note that this list is far from
being exhaustive (different other propositions may be found in Monin and Yaglom [1971, Chapter
7.4]. Some of them defined from Eqgs 1.156 to Eqs 1.159 are plotted in Figure 1.13.
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Figure 1.13: Example of literature universal functions: Businger et al. [1971] wmmmmm, Carl et al.
[1973] wmuus, Hogstrom [1988] = « , Chenge and Brutsaert [2005] = =i ,Hartogensis and De Bruin
[2005] = = . The light grey zone represents the area defined by Riy > Rif’ with Rif" = 0.25,
and the dark grey one the area defined by Riy > 1, both these zones should be prohibited.

o Businger et al. [1971]:

(115", ¢ <o,
144.7¢, 0< ¢ < 0.5,
) = 1.155
em(€) =178 —A25 4 L 05< (<10, (1.155a)

0.7485¢, 10 < ¢,

0.74(1—-9¢)"%, ¢ <o,
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o Carl et al. [1973]:

em(C) = (1-160)""%, ¢ <0, (1.156a)
en(Q) =0.74(1 —16¢)"2, ¢ <o. (1.156b)

o Hogstrom [1988] which is a revisited version of Businger et al. [1971]:

(1-19.30)"Y*, ¢ <o,
1+4.8¢, 0<(<0.5,

(=179 45 4 1 05< (<10, (1.157a)
0.7485¢, 10 < ¢,
~ [0.95(1-11.6¢)72, ¢ <0,
en(C) = {0-95+7-8C, o< (1.157b)
« Hartogensis and De Bruin [2005]:
on(6) =1+ ¢ (a+ bexp(-d¢) ~bd (¢ = & ) exp(~d0) ), 0 < (1.158)
1/2
on(Q) = 14¢ (a (1+3ac)  +bexp(-d) ~ba (¢ - %) exp(—do) 0s¢
(1.158D)
with a = 1,b = 2/3,¢ = 5,d = 0.35.
o Chenge and Brutsaert [2005]:
_ ¢+ ¢+ NI
em(C)=1+a ( iAo ) 0<¢, (1.159a)
_ ¢+ ¢+ ¢/
cph(C)—1+c< ENTENINT , 0<¢, (1.159b)

with a = 1,b=2/3,c=5,d = 0.35.

These functions are quite useful as they often provide inlet boundary condition to set up micro-
scale numerical atmospheric simulations. Yet, these functions are not fully satisfactory for four
main issues:

1. It is difficult to determine which proposition should be considered. Indeed, there is a
multitude of propositions fitted on different experimental data and the selection of one
profile instead of another one may be a tricky issue.

2. There is a lack of coherency with asymptotic theoretical results. Indeed, only Carl et al.
[1973] proposes a function reaching the proper order of convergence in convective situation.
Moreover, in stable situations, neither Businger et al. [1971] nor Hoégstrom [1988] nor
Hartogensis and De Bruin [2005] nor Chenge and Brutsaert [2005] proposed universal
functions respecting the condition Riy < Ri§ for all value of .
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3. There is a lack of information on the turbulent quantities. Indeed, only the information on
the mean fields is provided. Yet, turbulent information at inlet may play a preponderant
role over quite large distance in the flow.

4. Finally, there is lack of consistency with the turbulence model used. Indeed, these functions
being fitted on experiments, they may not agree with the solution of the modelling selected
on the SBL configuration. Thus, the profiles injected at inlet may not be maintained by
the numerical solver in steady, horizontally uniform situations.

A method to determine universal functions for mean and turbulent quantities consistent with
the modelling selected will be presented in Section 5.1.

1.2.2.3.3 Limitations of the Monin—Obukhov Theory
The present work will remain in the scope of Monin—Obukhov similarity theory. The present
paragraph aims at putting emphasis on different limits of this theory.

Limitations due to the Altitude.

A first limitation of the Monin—Obukhov similarity theory is the altitude at which it is used.
Indeed, the hypothesis considered are valid only in the SBL, where solely the grounds effects
influence the flow leading to uniform shear and turbulent heat fluxes. However, as we increase the
altitude Coriolis effects, large-scale horizontal pressure gradient and sink radiative terms should
be considered (see Deardorff [1972]). For the purpose of extending the validity of the hypothesis
made, it is thus necessary to take into account these effects and the resulting diminution of shear
stress and normal turbulent flux with altitude. Some generalised theories have been proposed
to tackle this issue and the interested reader may refer to Nieuwstadt [1984] or Gryning et al.
[2007]. This extension of the physics considered may have a great impact on the pollutant
dispersion, as we can see in Figure 1.14. In this case, the plume is first advected toward us and
then in altitude its direction rotates toward the right which is in line with the effects of the
Coriolis effects. Moreover, it is capped by a stable layer at an altitude z;. In absence of further
information, it is hard to assert if this capping corresponds to the upper part of the ABL or to
entrainment zone above a developing convective layer.

Figure 1.14: Smoke plume capped by a stable layer (at the altitude z;) and rotating rightward
due to Coriolis effects in the Ekman layer.
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Limitation due to a Lack Stationarity

A second pitfall that may arise is the difficulty to have a stationary situation. Indeed, the Monin—
Obukhov cannot represent the vertical variation of stability appearing in the atmosphere due
to the transient effects resulting from a temporal variation of thermal forcing. Such effects are
encountered for example in the fumigation and lofting presented respectively in Figure 1.11 and
Figure 1.12. In this case, it is thus limited near wall where the stability may be assumed uniform.

Moreover, in general compared to experimental laboratory results obtained in channel flows,
atmospheric flows present low-frequency fluctuations which would modify the wind development.
In the scope of atmospheric flow, these low-frequency fluctuations have been encapsulated as
a part of the turbulent energy spectrum. It results that the model constant may have to be
modified to take into account these effects as discussed further in Section 1.3.2. Moreover, the
length scale over which the wind direction may be considered stationary limits the use of such
assumption to local treatment over hundreds of meters. This issue is particularly present in the
case of slow winds in which meanders, characterised by the fluctuations of the mean velocity
direction, may occur, see (e.g. Anfossi et al. [2005] and Mortarini et al. [2013]).

Limitations due to Topography Effects

A final commonly encountered issue is the validity of the horizontal homogeneity. Indeed,
multiple local effects may deviate the flow behaviour from the one predicted by Monin—-Obukhov
theory:

e The presence of obstacles may impact the behaviour of the flow. The effect of plants
and forest canopies remains a complex and largely studied issue (see e.g. Brunet
[2020], Finnigan [2021]). In urban context the presence of individual building and their
accumulation also plays a fundamental role on the dynamics (see e.g. Rotach [1999],
Barlow and Coceal [2009], Bahlali et al. [2019]).

e Near coast, the transition from water to the ground may induce a daily circulation
referred as sea or land breeze depending on its provenance. Indeed, submitted to a given
thermal forcing the evolution of water temperature is slower than the evolution of ground
temperature due to the higher heat capacity of water. During daytime, the air is more
heated above ground and tends to ascend more in this zone triggering a wind from the sea
to compensate the local depression stemming from this upward air movement. This is the
sea breeze. At the opposite, at night, the air is more cooled down on the ground yielding
a to wind from the land towards the see: the land breeze.

e Similarly, convective effects may occur in presence of slope or mountains. During the
day the slope being heated, an upward wind from the valley to the tops can arise. This
convection driven wind is referred as anabatic. The opposite situation may append at night
due to the cooling by the ground. It might result in a downward wind named katabatic
wind.
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1.3 Modelling Overview
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Theoretically speaking, all the information describing the dynamics of a flow is contained within
the instantaneous Navier—Stokes and potential temperature equations. However, the exact
resolution of such a set of equations is in general impossible to reach due particularly but
not only to the presence of turbulent effects. The goal of this section is to present Navier—
Stokes based modelling approaches used to characterise flows in the context of high-Reynolds
incompressible flows. This presentation will remain superficial to exhibit only the salient point
of these approaches. It does not aim at being an exhaustive overview of the existing turbulent
modelling which are object of multiple valuable books (see e.g. Launder and Spalding [1974],
Pope [2000], Hanjali¢ and Launder [2022]). First, a classification of these methods is proposed in
Section 1.3.1 and the level of description they can provide is briefly discussed. Then a particular
attention is given to RANS and Lagrangian stochastic methods respectively in Section 1.3.2 and
in Section 1.3.3, as these are the methods considered in the present work.
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1.3.1 Classification of Navier—Stokes based Turbulence Modelling

A multitude of Navier—Stokes based turbulence modellings have been developed, with different
levels of description. They can be regrouped into great classes of methods introduced here.

DNS: A first solution enabling to conserve all the information characterising a flow is to
resolve directly the Navier—Stokes equation on all the scales of turbulence from the
Kolmogorov scale to the larger ones. This provides information at a microscopic level.
This method, referred as direct numerical simulation (DNS), is of major interest to
provide strong information on theoretical case and a better understanding of the precise
physical phenomena taking place within the turbulence. Indeed, it enables to explicitly
describe all the turbulent structures and eddies in the flow and their interactions with
one another. Even though difficulties to properly initialise all the scales of turbulence and
to treat boundary condition (such as the walls which are often consider perfectly smooth
until the lower scale) do exist, these methods can be regarded as reference numerical
characterisation of the flow. However, as the range of turbulent scales resolved increases
greatly with both the Reynolds Re (and potentially also the Richardson number Ri),
their cost remains prohibitive for classical use and specially to treat atmospheric flows.
For example, considering only inertial effects, to consider all the spatial scales, the mesh
should at least contain é cells in each direction. As shown in Paragraph 1.2.1.2.1, a
mesh containing Re%/ * cells would be needed. Moreover, to characterise all the turbulent

timescales, the simulation should at least be made on % ~ Relﬁ/ ? jterations. This results
n

. . . L 11/4 . . o
in an increase of the computation time in Re L/ , which remains prohibitive even today
for many engineering uses and especially in atmospheric flows.

LES: A first method to limit this numerical cost, named large eddies simulation (LES), is to
resolve explicitly only the greatest scales which are commonly the one of most interest.
This approach was first proposed for atmospheric simulation (see Smagorinsky [1963], Lilly
[1966]) and then completed (see Deardorff [1971], Germano et al. [1991], Lilly [1992]) to
provide a mesoscopic description of the flow. It is based on the fact that at large scales
the anisotropy of turbulence is important, however, as we go down the energy cascade, the
turbulence becomes more and more isotropic, and its behaviour is more and more universal.
Thus, it proposes to resolve explicitly the large and very energetic eddies on a mesh
whereas a statistical modelling of the smaller ones is provided. Classically the modelled
turbulence referred as sub-grid turbulence aims at taking into account the transfers of
energy and momentum towards the unresolved scales to provide an appropriate rate of
TKE dissipation. To this end, a spatial filtering is considered to separate the resolved and
the sub-grid turbulence. As the large structures play a preponderant role compared to the
small ones in pollutant dispersions, their resolution enables to explicitly take into account
this phenomenon. This approach although far more tractable than DNS, remains quite
expensive numerically speaking. Indeed, so as to have a physical behaviour the simulation
must be carried out along the three directions of space. Moreover, to have a physical
behaviour, after inlet the resolved turbulence need a distance typically of the scale of a
few auto-correlation lengths to develop itself properly. In order to tackle this constraint
an intensive work has been done to recreate at best turbulent fluctuations at inlet (see
e.g. Klein et al. [2003], Poletto et al. [2013]). Finally, it might be costly to select a spatial
discretisation enabling to resolve a sufficient fraction of the total TKE, especially near
obstacles where the sizes of the turbulent structures are restrained. A further discussion
can be found e.g. in Pope [2000][Chapter 13].
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RANS:

PDF:

A less time-consuming approach presented more in detail in Section 1.3.2, consists in
modelling all scales of turbulence by separating the flow into an averaged and a fluctuating
part. These approaches are referred as Reynolds averaged Navier—Stokes (RANS) and
provide a macroscopic description of the flow. As introduced in Paragraph 1.2.1.2.2,
this method relies on an application of an ensemble average operator on the Navier—
Stokes equation as first presented by Reynolds [1895]. The modelling consists then in
determining correlations between unknown averaged variables and the available ones to
properly retrieve the large-scale statistical behaviour. As only information based on some
transported statistical moments are computed the description of turbulence is coarser than
the previous methods and depends on the choice of these averaged quantities. It is worth
noticing that this macroscopic level of description is often sufficient from an engineering
point of view. For this reason and because of its more attractive computation cost, this
method remains the most commonly used for industrial context.

Stochastic methods, also referred to as probability density function (PDF) methods, are a
class of methods in which the PDF associated to a given state vector, characterising the
physical properties followed, is estimated in a weak sense through Monte Carlo averaging
on a large number of stochastic particles as presented in the fundamental work of Pope
[1985]. Such methods enable a mesoscale statistical description of the turbulence (see
Minier [2016]) which is finer than RANS and coarser than LES. Commonly, a Lagrangian
standpoint is considered as the latter enables to treat explicitly particle transport. These
methods are then referred as Lagrangian stochastic methods or Lagrangian PDF methods
(in this work, by simplicity we will also speak of PDF methods for these methods). They
may be used to model single-phase flows as well as poly-disperse ones, as discussed at
length in the important studies of Pope [2000] and Minier and Peirano [2001]. Stochastic
processes are used to model the fast-varying processes which are not explicitly followed.
In this work only one-particle methods are considered, from which one-point one-time
Eulerian PDFs are derived, to estimate mean fields. The modelling of such approach
has been mainly developed in the 1980s and 1990s, mostly by Pope and co-workers (see
e.g. Haworth and Pope [1986], Pope and Chen [1990], Pope [1991, 1994a,b]) for single
phase flow and later on by Minier and co-workers for poly-disperse one (see e.g. Minier
and Pozorski [1997], Pozorski and Minier [1998], Minier and Peirano [2001], Minier et al.
[2004], Minier [2015, 2016, 2021]). A main advantage of these methods is their capacity to
treat without further modelling local source terms no matter how complex and non-linear
they are. Such a property is of major interest to model reactive and/or poly-disperse
flows. Indeed, due to non-linearity the averaged source terms might vary quite noticeably
compared to the sources terms based on the averaged quantities. Let us note that, in
one-point PDF methods, the information associated to the particles are local, it is thus
not possible to derive spatial correlation such as the integral length scale or Eulerian
structure functions. In order to do so, it is necessary to have non-local information using
for example two points PDF methods (see Sabelfeld [2012]). The latter may be used on
simple theoretical flows but are for now not tractable on industrial cases.
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SPH: A second Lagrangian methods used to resolve the Navier—Stokes equation is the smoothed
particle hydrodynamics (SPH). As stated in their name, these methods rely on a fully
particular and grid free description of the flow. Each particle represents a given unit of
fluid mass and interacts with the surrounding ones through the use of a spatial smoothing
kernel. Each particle interacting only with the other particles in its kernel, the interaction
forces between particles depend on the relative distance between the particles and on
the shape selected for this kernel. For more information interested reader may refer e.g.
to Violeau [2012]. The SPH methods are in their majority deterministic methods even
though stochastic methods based on this approach have been proposed for example by
Minier [2016].
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Figure 1.15: Comparison of the different turbulent methods related to the modelling of the
turbulent energy spectrum.
Remark 1.3.1.
Gaus.: Although, strictly speaking, Gaussian methods do not provide any dynamical or

thermal information on the flow itself, they are broadly used in the atmospheric
community for dispersion of pollutants because of their relatively small computa-
tion cost especially when modelling the dispersion from few local sources. They
are based on the analytical solution proposed by Roberts [1923] for stationary and
uniform carrier flows. In this case the corresponding advection-diffusion equation
reads:

9(C)

ot

9(C) 9%(C)
+U) 5= Kt(C),jaxiaxiéija (1.160)
where an injection rate () is ensured imposed either by a scalar inlet or by
a local source term. Furthermore, the molecular diffusivity is neglected, the
mean advection-velocity (U) and the turbulent diffusivity K)o = — are
o

considered uniform. Assuming that the advection is great compared to the
diffusion terms the stationary solution is:

2 2
(C) ey, 2) = ——2 exp(—@< o,z )) (1.161)
47'“5 Kt(C),th(C>,z 4:1: Kt(c),y Kt(c>az

where the standard deviation of characterising the width of the plume 0 o

T

can identify as Gicya = 4/2Kyc)at = ‘/2Kt(0),am~ As we will see later

in Section 2.3.1.1 such a relation is valid only in the diffusive regime far from
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the source. Moreover, specific correlations should be furnished to obtain proper
formulations for these standard deviations. A currently used solution to relax
the condition of uniformity in the mean wind direction is to to use Gaussian
puff methods. In these methods, the position of the centre of the plume is
tracked using a deterministic Lagrangian description and at each iteration a
Gaussian puff is released to represent the dispersion around this mean location.
Even though it is possible to take into account the presence of a flat ground
using a second Gaussian dispersion symmetric compared to the grounds, these
methods are misfitted to treat near source dispersion where the topography and
presence of obstacles may have a primordial impact. Finally, all the turbulence
being parameterised it corresponds clearly to a coarser description than the other
methods presented. For more information the interested reader may refer e.g. to
Stockie [2011] or to Leeléssy et al. [2018].

1.3.2 Introduction to Reynolds-Averaged Navier—Stokes Modelling

The goal of the present section is to discuss the methods used to model the turbulent effects in
the context of RANS approaches. For this purpose, it is necessary to prescribe the behaviour
of the Reynolds tensor R = w;uje; ® ej, and the turbulent heat fluxes uf = u;fe; appearing
respectively on the mean velocity and mean potential temperature equations. Two main classes
of modelling can be considered: either to model directly these terms based on known variables or
to transport them explicitly. The first approach is presented in Section 1.3.2.1 and corresponds
to the eddy viscosity models (EVM) hypothesis in which the Reynolds tensor and turbulent heat
fluxes are considered to have viscous-like effects. The second category presented in Section 1.3.2.2
corresponds to the second-order moment transport class of turbulent modelling.

1.3.2.1 Eddy Viscosity Models

Let us first focus only on the dynamics without considering thermal effects. A first description
of the turbulence would be to consider that it plays a role similar to the viscosity i.e. diffusive
and dissipative. Indeed, as briefly discussed in the examples presented in Section 1.2.1.2, the
main effect of the large-scale turbulent fluctuations on the mean flow is to induce mixing and
shear stress. Furthermore, in the RANS equation for the velocity Eq. (1.64) the Reynolds tensor
appears indeed, in the divergence side-by-side with the viscosity. Such a description was first
introduced by Boussinesq who proposed to write:

) _
Uil; = gk - VtSij7 (1162)

where 14 is called a turbulent viscosity. This hypothesis is referred as the Boussinesq hypothesis
which is at the basis of the eddy viscosity model (EVM). Such models assume that the velocity
gradient and the shear stress are aligned. Furthermore, it is worth noticing that unlike the
molecular viscosity, which is mainly a fluid property, the turbulent viscosity is a flow property
which can highly vary within it. The main question is then to determine how to model this
turbulent viscosity. To this end, one may consider that the turbulent viscosity should be
characterised by a length scale ¢; and velocity scale u, characteristics of the large-scale mean
behaviour of turbulence and depending only on known or transported properties of the flow.
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Remark 1.3.2. Note that the Boussinesq hypothesis presented here should not be confused
with the Boussinesq approximation presented in Paragraph 1.2.1.1.2. The latter one does not
concern the treatment of the Reynolds tensor but the treatment of buoyancy by providing a
modelling of the thermal effects on density.

Algebraic Closures

A first proposition made was to consider algebraic solutions for these scales. Based on parietal
flows, Prandtl [1925] proposed to take u; = ¢;|S;;| and ¢; = k2 in the vicinity of the wall with
z the wall distance and x = 0.42 a constant referred as Von Karman constant. Such a model
has the main benefit to be simple and computationally cheap as no additional equation has to
be considered. It provides moreover a quite accurate behaviour for simple wall bounded flows.
However, a first drawback of this closure is that it is not universal as the constant characterising
turbulent length scale is geometry and case dependent. Moreover, such models fail to characterise
more complex flows (e.g. not simply sheared or complex geometries). For both these reasons
algebraic closure is scarcely used.

First-Order Closures

A more currently used method consists in adding transported parameters characteristic of the
flow. The natural choice to consider an averaged velocity scale of turbulence is u; = Vk. A
transport equation is then considered for the kinetic energy; however, a length scale is still
necessary. For this purpose, the reference choice is to take £; = Cukii. This results in the
Prandtl-Kolmogorov formula v, = CM% where the two variables k and € have to be transported.
Without considering thermal effects, following Jones and Launder [1972], the corresponding high
Reynolds incompressible transport equations are:

“h b2 S2 _ 1.163
Dt 81']' (Gk 8@) +Kt\7;/ © ( a)
Dy
De 0 [ Oe € 9 €2
— = — —CanyS* — Ceo—, 1.163b
Dt ~ o, <c€ axj> TRoanm ey, (1.163b)
T P o

with the different constants appearing in this equation summed up in Table 1.2.

Cu Cel Ce? O O¢

0.09 | 1.442 | 1.92 | 1.0 | 1.3

Table 1.2: Standard k — € constants from Launder and Spalding [1974].

Let us note that in the modelled TKE equation, Eq. (1.163a), the transport by fluctuations
of pressure Eq. (1.88) and the viscous diffusion Eq. (1.89) are neglected. Moreover, the
diffusion induced by velocity fluctuations Eq. (1.87) is modelled using a simple gradient diffusion
hypothesis (SGDH) which states for any fields U:
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—_ n 0Y
umﬂ = ow 8xk (1.164)

Furthermore, let us notice that the dissipation rate equation is written in a way to mimic the
structure of the TKE equation with the turbulent frequency @ =  as a pre-factor in front of
the production and dissipation terms. Such an assumption remains relatively crude given the
complexity of the exact equation presented from Eq. (1.90) to Eq. (1.99). Yet, the modelling
of each correlation appearing in this equation would be too complex, cumbersome and costly to
parameterise. In addition, for the thermal effects, a SGDH hypothesis is made. Doing so we

obtain:

—_— = —= S°—g;i— —¢€, 1.165
Dt (937]' (Gk 8.TJ> +V\t/-/ g Op 8% ¢ ( a)
P \ ,

Dr g
De 0 (v Oe € 9 e vy Op €
= _ ot =t 1~ 30i o —, 1.165b
Dt 8a:j <658$j>+01kyts ngkO'paCCi 02]{5 ( 65 )

——— ——
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which can be rewritten using the Boussinesq approximation as:

Dk 0 V¢ ok 2 V¢ 8@
- _ S i — —¢, 1.166
Dt Ox; (O'k 81']) —I—Z%;/—I-g Pr?ﬁoaxi ‘ ( 2)
—_— ——
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De 0 [ Oe € Iy 00 €2
= _ C. S? 4+ Ces0; —Ceo—, 1.166b
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Dk €

with Ce3 = Ce1, according to Lumley and Khajeh-Nouri [1975] and PrY the turbulent Prandtl
number considered constant. The value of the latter varies with buoyant effects and its near
neutral value is in the range [0.6-0.9] (see Gibson and Launder [1978], Zilitinkevich et al. [2008],
Srinivasan and Papavassiliou [2011], Kitamura et al. [2013]). Yet this value depends on the
thermal evolution and even its near neutral value is still in debate and its determination is
an active field of research (see e.g. Li [2019]). The value of the set of constants in Table 1.2
was fitted on channel flows. Other sets of constants taking into account the low frequency
fluctuations of velocity occurring in atmospheric flow have been proposed e.g. by Panofsky
et al. [1977], Detering and Etling [1985], Duynkerke [1988]. These alternative sets of constants
are broadly used in the scope of atmospheric flows. Furthermore, numerous variants of the
k — € model exist such as the model developed by Spalart and Allmaras [1992] with only one
transport equation for vy, the kK — @ model presented by Wilcox [1988] where the second variable
transported is the turbulent frequency & = £, or the turbulent timescale k — 7, model with
T = % proposed by Speziale et al. [1992]. EVM tends to propose a quite good description of first-
order moment when the fields are varying slowly enough but provide a quite poor description
of the second-order moments. Furthermore, they tend to fail to predict proper results in the
case of fast-varying flows where the assumption that the mean gradient and shear stress have
sufficient time to align with one another is not valid (see Lumley and Khajeh-Nouri [1975]).
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1.3.2.2 Second-Order Closures

A solution to improve the results especially in fast-varying fields is to transport explicitly the
second-order moment instead of considering them only as diffusive terms. This idea is put
forward by the fundamental work of Lumley and Khajeh-Nouri [1975] which states: "There
is thus an article of faith involved: if a crude assumption for second moments predicts first
moments adequately, perhaps a crude assumption for third moments will predict second moments
adequately". Even though these methods give a richer physical description and were often used
in theoretical atmospheric studies since the 70’s (see e.g. Wyngaard and Coté [1974], Wyngaard
et al. [1975], Wyngaard [1975], Launder [1975], Gibson and Launder [1978]); they are less used
from an engineering point of view. This relatively little use of second-order models is mainly
caused by two drawbacks. First the transport of 6 equations for the Reynolds tensor components
instead of one for the TKE plus potentially the transport of 3 equations for turbulent heat fluxes
instead of none trigger a significant increase of computation time. Furthermore, as the turbulence
is not treated as a diffusive term but as a transport one, these methods induce realisability issues
(i.e. the respect of the symmetric positive half-definite nature of the Reynolds tensor which is a
physical constraint for this covariance matrix highlighted by Schumann [1977], Lumley [1979]).
Moreover, for this reason, numerical stability and convergence issues should be tackled with even
greater attention (see e.g. Norddine et al. [2023], Ferrand et al. [2023]). The goal of the present
section is to describe the models used to close the transport equation of these second-order
moments presented in Paragraph 1.2.1.2.2.

1.3.2.2.1 Direct Reynolds Stress Modelling

First, let us focus on the dynamics; the approaches consisting in transporting explicitly the
Reynolds tensor are referred as Direct Reynolds Stress Modelling (DRSM). The terms indexed
with the superscript tin Paragraph 1.2.1.2.2 have to be modelled. The modelling of diffusion
by fluctuation of pressure and velocity, but also the pressure-strain correlation, the dissipation
rate and the buoyancy, are discussed in this section.

Diffusion by Fluctuation of Pressure and Velocity

Often the diffusion by fluctuation of pressure is neglected compared to the diffusion by velocity
fluctuations. One can also consider that the modelling of the diffusion by pressure fluctuation
is encompassed in the modelling of the diffusion by velocity fluctuation which is numerically
speaking equivalent. The two most commonly used proposals will be presented here.

Shir: The first one is the Shir model (see Shir [1973]) which consists in applying a SGDH on
the term of diffusion by velocity gradient as:

ouu;ug 0 k2 Ouu;
D= ——L %~ _— 1.1
K 6$k 8.’Ek (Cs € 8.’Ek ) ’ ( 67)

with Cg = 0.11. Note that this closure assumes an alignment between the gradient
of second-order gradient on the corresponding diffusion due to the SGDH hypothesis
made.

Daly-Harlow: The second one is the Daly-Harlow model (see Daly and Harlow [1970]) which consists
in applying a generalised gradient diffusion hypothesis (GGDH). It allows the gradient
and the higher order term to be non-aligned corresponding then to physically richer
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description. It is written as:

u ouu;ug, 0 k Ouu;

HU UL — (1.168)
€

oxy, B oxy. Ox)

with Cpg ~ 0.22

Let us note that both these models do not respect the symmetric nature of the third order
moment u;u;ug. Other models are build to respect this constraint e.g. by Hanjali¢ and Launder
[1972] or Mellor and Herring [1973] in their analysis of DRSM methods, but are not considered
in this work. Indeed, as we are interested in the divergence of this third order tensor this issue
is of lesser importance. In this work, focusing mainly on simple sheared flows the Shir model
will be kept as it is numerically easier to treat and introduces less numerical errors.

Buoyancy Terms
Three kinds of closure can be easily used to close the buoyancy terms. We will assume that we
place ourselves in the scope of Boussinesq approximation using the potential temperature.

SGDH: The first closure is the simplest one. It is similar to the treatment done in k£ — € and
consists in using a SGDH assumption on the turbulent heat fluxes.

- C, k? 00 00
J— Y ) ~ i i 1.1
Gij (g’bujp + gjuzp) PT? c Bo (gz dx; +9j 8.%) (1.169)

=

GGDH: Similarly to the Daly-Harlow treatment for the diffusion, we can consider a generalised
gradient diffusion hypothesis as here the Reynolds tensor is transported:

Lo — — 3Cu k 00 00
P Y] AR it B _— VY pu— o
Gij = P (gquP + gguzp) = 502 Prl e (gzu]uk D + 9;U;ug Bxk> (1.170)

DFM: The third solution is to keep this term without modelling adding a transport equation
for the corresponding fluxes, this solution is referred as direct flux modelling (DFM).
Using the Boussinesq approximation on the potential temperature and transporting
explicitly the turbulent heat flux uf, we have:

1, _ _
Gij = p (gz'ujp’ + gjuz'ﬂ’) =~ —gifou;8 — g;fouid (1.171)

The transport equation of uf having the same structure as Eq. (1.101), it is not closed.
Its closure is discussed later in Paragraph 1.3.2.2.2.

Pressure-Strain Correlation

A main issue in the treatment of DRSM approach is the modelling of the pressure-strain
correlation which plays a fundamental role in the redistribution of the kinetic energy among
the spatial direction. The modelling of the slow, rapid and buoyant terms in the pressure-strain
correlation will be presented. Limiting ourselves to the treatment of high Reynolds number
flows, we will consider that we are sufficiently far from the wall so that the effects of pressure
reflections on the latter are absorbed. The wall echo terms are then considered out of scope
of the present work (for more information see e.g. Gibson and Launder [1978], Dehoux et al.
[2011], Hanjali¢ and Launder [2022]).
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Rotta:

LRR-IP:

SSG:

The first proposition made by Rotta [1951] was to consider only the slow term in the
pressure-strain correlation as:

p [ Ou;  Ouj € < 2 )
Hi-:f ~TI5 ~ — - Uj — = 51 1.172
J P (8%'] + 8.2%) 1] CRk Ui Uy 3k J ( 7 )

with Cp = 4.15.

A second broadly used method is the LRR-IP model (Launder-Reece-Rodi isotropisa-
tion of production) derived by Launder et al. [1975] by adding a modelling term for
the rapid pressure-strain correlation as an isotropisation of production term:

p [ Ou; Ou; € 2 2
;; = ’ <8xj + 81’2) o —CRE (Uz'uj - 37951-]-) —Cp (Pij - 3P6z‘j) (1.173)

with Cp = 1.8 and Cp = 0.6. As a part of the redistribution process is carried out by
the rapid term, the contribution of the slow one is diminished.

Finally, a more complex, non-linear and more commonly used model is the one
developed by Speziale, Sarkar and Gatski (see Speziale et al. [1991]). The latter one
is referred as SSG after the author names and is written as:

€

II° ~ —
I Cip

1
a+Ci5la a—str(a)D), (1.174)

where a is the dimensionless anisotropy tensor defined as:

w2
“;J - 28, (1.175)

aij =

and ITI" is given by:

(1.176)

where w = grad(u) — S is the rotation tensor corresponding to the anti-symmetric

part of the velocity gradient. The standard constants of this model are represented in
Table 1.3.

|l e leles| | e |

1.7]-1.05] 0.9 | 0.8 | 0.65 | 0.625 | 0.2

Table 1.3: SSG constants after Speziale et al. [1991].

Remark 1.3.3. Note that the effect of the Coriolis pseudo-force on the pressure-strain
correlation is not presented here as it will not be considered in this study. Yet it
is possible to take it into account by adding specific additional term in the slow
pressure-strain component (see e.g. [Hanjali¢ and Launder, 2022, Chapter 4.5]).
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gg, : Quite similarly to the isotropisation by shear production of the LRR-IP model, Launder
[1975] proposed to write the thermal contribution of the pressure-strain correlation as
a term of isotropisation of the buoyancy:

2
17, ~ Cg(Gij — 39); (1.177)

where we consider Cg = 0.55.

Dissipation

As discussed in Paragraph 1.2.1.2.1, the dissipation takes place in the lower scale of turbulence
where the turbulence may be considered isotropic without memory of the large-scale turbulence.
It is thus currently assumed that the dissipation term is isotropic:

—= ~ —¢edij 1.178
oxy O0xp 36 K ( )

€ = 2v

where the dissipation rate has to be transported. Let us note that models with non-isotropic
dissipation do exist (see e.g.Rotta [1951]). This anisotropy is caused by the perturbation of the
energy cascade. Its effects are noticeable mostly in the close vicinity of obstacles in a region
where the Reynolds number can no longer be considered high enough for the viscous effects to be
neglected. Such situations are out of the scope of the present work and will not be considered.
The transport equation of the dissipation rate remains similar to the one used in the k —e model.
However, as the production is explicitly described, 1,52 is replaced by P = %tr(g) and gi;’—:%
by G = %tr(g) in coherence with the choice of closure made for G.

Potential Temperature Variance

In this equation, there is no redistribution term stemming from the pressure fluctuations as
pressure does not appear in the potential temperature equation. Only the diffusion term and
the dissipation term should be modelled. As previously, the former one can be modelled
either using a SGDH methods or a GGDH one using the same constant as for the Reynolds
tensor. Theoretically speaking, more physical information are provided by considering a
transport equation on the dissipation of potential temperature variance GLZ as advised by for
example by Newman et al. [1981] or by Elghobashi and Launder [1983]. Yet, a commonly
used assumption coherent with Kolmogorov theory is to consider the thermal and dynamical
timescales proportional:

T €x k
h o 27 90, (1.179)
7-67 02 €

where Cg is a constant which may vary from one scalar to another and may also be flow dependent
(see Rodi [2000], Hanjali¢ and Launder [2022]). The presence of a factor two will be justified
in Paragraph 1.3.3.2.3. The value considered for this constant will be further discussed in
Section 5.1.

1.3.2.2.2 Direct Flux Modelling
Similarly to the Reynolds tensor, some terms such as the diffusion, the scrambling and the
buoyancy terms have to be modelled. However, let us notice that for symmetry reason it is
possible to assume that the dissipation of this quantity is null, for high Reynolds number flows
(see discussion in Paragraph 1.2.1.2.2).
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Diffusion

As we consider only high Reynolds flows the diffusion by thermal diffusivity and viscosity will
be neglected. Here again, the diffusion by fluctuations of pressure can be neglected or modelled
with the diffusion by fluctuating velocity which is equivalent from a numerical point of view.
The latter one can be model either using a Shir model or a Daly-Harlow one:

Shir: It consists in using a SGDH of the diffusion as:

Ouju ;0 0 k% Ou,;0
Do, = -1~ — |CF———|. 1.180
N Ox; Oz ( 0 ¢ 893j> ( )
with CF = 0.31.
Daly-Harlow: It consists in using a GGDH of the diffusion as:
ouu; 0 k Ou;0
Do, = ———1— ~ — | CPujus— = | . 1.181
o, oz, ox, ( 0 Uitk _ 8:%) (1.181)

with C} = 0.31.

As for the Reynolds tensor, in this work, the Shir model will be considered to limit numerical
error.

Production by Buoyancy

Using DFM models, it is current to transport also the variance of thermal quantities in our
case the variance of potential temperature. Thus, the production of turbulent heat fluxes by
buoyancy can simply be written under Boussinesq approximation as:

Go, = 15T = gBy02s,., (1.182)
p

Scrambling
This term is quite similar to the pressure-correlation term and different models have been
developed:

Monin Similarly to the assumption made by Rotta for the Reynolds tensor, Monin proposed to
model the scrambling term considering only the slow term as:

N
© pox;

Ile

i

Ilg, ~ —091%79, (1.183)
with Cp1 = 4.15. This value will be discussed in Paragraph 5.1.1.3.3 when considering a
Rotta-Monin modelling redistribution terms induced by the fluctuations of pressure.

Lin. model Launder [1975] proposed a modelling of the scrambling linear in the term appearing in the
turbulent flux equations. It can be written as term such as:

Mo, ~ — cm%uTe — CpPY. — ChpPE. — CosGo, (1.184a)
€— —_oU; 00 —
~—Cpm EUZ‘@ + C@QU‘]‘H%j + CéQUiuj'aTj + Co39:P0b?. (1.184b)
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This approach is coherent with the LRR-IP modelling also linear in the terms appearing in
the Reynolds tensor equation. It results that together they correspond to a linear modelling
of the pressure induced redistributive terms referred in this work as LRR-L model whose
considered set of constants is provided in Table 1.4. Note that a priori Cy, should be null
as the pressure term does not appear explicitly in the temperature equation.

Ch|Cp| Co | Cor | Con | Chy|Chy!| Co

1.8 0.6 | 0.55 | 415 | 0.55 | 0. | 0.5 | 0.625

Table 1.4: LRR-L (LRR-IP/isotropisation of the scrambling terms) constants considered see
Saturne [2023].

Let us note that other models, for example non-linear ones, exist (see e.g. Kenjeres et al.
[2005]) but will not be considered in this study.

Remark 1.3.4. If one wants to go closer to the wall, it is necessary to use model valid for low
Reynolds number flows. In such models, it is necessary to take explicitly into account viscous
and wall echo effects. To treat the latter ones, it is then necessary to use elliptic blending
near the wall. The corresponding second-order methods are then referred as elliptic-blending
Reynolds-stress model (EB-RSM) for the Reynolds tensor and elliptic-blending direct fluxes
model (EB-DFM) which are out of the scope of the present work, interested reader may refer
to Pope [2000], Dehoux [2012], Hanjali¢ and Launder [2022].

1.3.3 Presentation of the PDF Approach

This section presents a brief background on Lagrangian stochastic methods or PDF methods
used to model turbulent flows. There is now a rather wide literature dedicated to presenting
the PDF approach both for single-phase (see Pope [1985, 2000], Haworth [2010]) as well as for
disperse two-phase flows (see Minier and Peirano [2001], Minier [2015, 2016]), so that only key
points are recalled below.

As indicated by their name, these methods correspond to a statistical description which aims
at modelling the PDF of a number of selected variables of interest for a given turbulent flow.
The philosophy of Lagrangian stochastic methods is to transport explicitly the slow varying
terms while considering a statistical treatment for the fast-varying processes treated as stochastic
terms. To determine which process are fast-varying ones, one can assert if the value of their auto-
correlation functions over the observation timescale is negligible. Using a Lagrangian formulation
to model and simulate such flows means that we are tracking the evolution of a large number
of numerical or notional stochastic particles in the computational domain. The instantaneous
variables attached to these particles make up the particle state vector and each particle can
then be seen as an independent realisation, or sample, of the corresponding PDF. We will first
briefly introduce some mathematical features associated to these methods in Section 1.3.3.1. The
modelling of turbulent flows using such methods is then presented in Section 1.3.3.2. Finally,
an overview of their numerical implementation is put forward in Section 1.3.3.3.
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1.3.3.1 Lagrangian Stochastic Mathematical Context

The present work aims at presenting salient mathematical elements necessary to understand
the notions raised when considering Lagrangian stochastic methods. So as to avoid being
mathematically too involved and to remain as brief as possible, no proof will be given to
the point presented and some definitions will not be rigorously given using a mathematical
formulation. The interested reader may refer to Arnold [1974] and to Oksendal [1995] for a
precise mathematical description or to Gardiner [1985], Ottinger [1996], Sabelfeld [2012] for a
more physics-oriented approach. Note that the points presented are present in the fundamental
work of Pope [1985].

Diffusion Process

We aim at modelling the evolution of particles which will depend partly on deterministic terms
and partly on stochastic terms stemming from the statistical treatment of fast-varying processes.
Such differential equations composed of a deterministic part and stochastic process, i.e., a
random variable evolving in time, are referred as stochastic differential equations (SDE). For
reasons discussed at length in several works such as Pope [1985, 2000], Minier and Peirano
[2001], Minier [2016], there are strong physical arguments, based on the Kolmogorov theory, to
suggest to model the time evolution of the particle state vector by a general stochastic diffusion.
As further addressed by Gardiner [1985] and Ottinger [1996], this means that the increments
of the state vector Z(t) composed of all the transported instantaneous quantities, over a small
time increments dt have the form:

dZ2 = A(Z2(1), (F(Z(1)));t) dt + B (Z(t), ((2(1))); 1) AW . (1.185)

Deterministic Part Stochastic Part

The RHS of Eq. (1.185) involves two terms having different physical meanings. On the one hand,
the deterministic term in factor of the time increments is specified through the drift vector A
which governs the linear-in-dt¢ evolution of the conditional mean increments of dZ. On the
other hand, the stochastic term in front of the independent Wiener process increments dW,
which are presented hereafter, is specified through the diffusion matrix B which characterises
the linear-in-d¢ evolution of the conditional variances around these mean increments. In the
drift vector and the diffusion matrix, a possible dependence on mean fields extracted from the
PDF, manifested by the terms (F(Z(t))) and (€(Z(t))), is included, where ((.)) stands for the

averaging operator. This dependence makes Eq. (1.185) a stochastic diffusion process of the
McKean type (see Minier [2015, 2016]).

Remark 1.3.5. Note that although it is possible to develop methods in which instantaneous
quantities associated to a particle interact explicitly with instantaneous properties associated
to the surrounding particles, such methods are not considered here (see Minier [2016]). Indeed,
it would require a Kernel function to determine how each particle is interacting with one
another and would yield to a computation time in O(N?) where N is the number of particles.
In order to lower this numerical cost, it is assumed that the particles are "weakly interacting"
assuming a mean-field approximation. Particles do not interact directly with each other but
only through mean fields or ’potential’. In the conceptual limit where an infinite number
of particles is tackled or in the more numerically tractable limit where a large number of
particles is simulated, one can consider that the particle-to-particle interactions tend towards
zero. Thus, each particle is independent from one another. For more information on particle-
method implementations and their interactions with a mesh see e.g. Hockney [1966].
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Wiener Process

In Eq. (1.185), independent Wiener processes increments are present to model the evolution
of the fast variable terms, which by definition are uncorrelated over the observation timescale
considered. We will present briefly such processes; more information may be found in Gardiner
[1985] or in Ottinger [1996]. The Wiener process belongs to the class of Markov processes which
are memoryless random variables often compared to the drunkard march processes. Indeed, the
next step or increment is independent of previous ones. Mathematically speaking this property
is defined for any Markov process M by:

P (M™ = M| sttt p0—0) = P (MO = M s i) (1.186)

with . the sample space value of the Markov process M! at the time ¢t = ¢/, P (M" = MU™)
the probability for the Markov process M to have the value #" at the time t = t" and
P (M” = .%n|Mn—1:%n—l,...7M1:%1’M0:ﬂ0>, the conditioned probability of M to have the
value M™ at the time t = t" knowing the previous values of M at any previous time t'. It
results from this property that the increments of Markov process 6M” = M" — M1 are
independent of the previous states:

P (SM" = 0" s — s . gt =t M=) = P (SM™ = 5.™). (1.187)

The Wiener process W is a Markov process with continuous trajectories and whose increments
dW over a small-time increment d¢ follow independent Gaussian centred distributions of variance
dt. It is selected to account for white-noise effects, as it is the only stochastic process with
independent Gaussian increments and continuous trajectories. Yet, although continuous, Wiener
process trajectories are highly erratic and even of infinite total variance in any interval (see
the illustration in Figure 1.16), implying that they are nowhere differentiable so the classical
integration rules cannot be applied. Yet, some useful properties may be considered:

1. Each increment is a Gaussian random variable: Vp > 0 (dW;(t)**!) = 0 for the odd
moments, (AW;(t)?) = dt and (dW;(t)2P+1)) = o(dt), for the even moments.

2. Increments over small time steps are stationary and independent, (dW; (1)) = 0, V#, and
(dW;(t)dw;(t')) = 0, with ¢ # ¢/,

3. Trajectories are of unbounded variation in every finite interval.

Figure 1.16: Some realisations of a conditional Wiener process, starting from 0 at time ¢t = 0.
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Duality of Lagrangian Stochastic Methods and PDF Methods
Note that the Lagrangian stochastic methods are often also referred as probability density
functions (PDF) methods. For a stochastic process Z(t) the PDF 2 is defined as:

2(Z:0)dZ = P(Z < Z(t) < Z +dZF), (1.188)

where Z is the sample space value of the stochastic process Z. There is a duality between the
resolution of Lagrangian stochastic methods and the resolution of the corresponding PDF. It
is, indeed, equivalent to resolve the diffusion processes associated to a large number of particles
and to resolve the differential equation for the corresponding probability density function sy :

2 ~
L = 5 (A0 F @O0 ) + 55 (T (Z0.FE W) ) (1159

with @ij = B;Bj;. In the case of the "trajectory point of view" where the particle trajectory is
followed, each one of these trajectories represents an independent realisation of the stochastic
process Eq. (1.185). Let us note that although the whole turbulence might be statistically
described and modelled, Lagrangian stochastic methods enable to have access to the whole PDF
and not only to some averaged moments. These methods are therefore physically richer than a
RANS point of view.

Using Lagrangian stochastic methods, and considering a weak convergence, i.e. we do not
consider single specific trajectories but only the statistics extracted from the set of particles, it
is in general useful to consider the fine-grained pdf z;:

Nz
Au(Z;t) = [[8(2:(t) - Z0), (1.190)

with Nz the size of Z and 8(Z;(t) — Z,) the Dirac delta function which is non-null only on the

interval [0,dZ,| and whose integral equals to one. The estimation of the PDF referred pﬁp is
often obtained using a Monte-Carlo methods through an ensemble averaged on N, particles:

Np Np Z
Pt = () = > A (&) = -3 <H6(25‘ j)), (1.191)
P =1

P =1 \j=1

with IV, the number of particles used and ZJ@ (t) the of the j component of the stochastic
process associated to the particle number i. This result would be exact using an infinite number
of particles to estimate this PDF .

Relation between Eulerian and Lagrangian PDF

In the present PDF framework, we are basically handling a two-time one-particle Lagrangian
PDF (each particle is treated independently, and its next step depends only on the previous
one), from which a one-time one-point Eulerian PDF is derived, allowing moment equations to
be extracted in a straightforward manner (see Pope [2000], Minier and Peirano [2001], Minier
[2016]). This means that once a stochastic model is written, we obtain directly the corresponding

expressions of the discrete Lagrangian F]iv ? and resulting Eulerian Fg ? mass density functions
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(MDF) through:

Np ‘ Np [Nz
FY(Z ) =Y 0m D i (Z:1) =Y 67 (H 52" (t) - zz-)) , (1.192)
i=1 i=1 §=0
Np — NP —
FpP'(Z;tx)=F,"t; Y=z, Z\)Y), (1.193)

variables X, (t) and Z\ Y is the sample space values corresponding to the random variables Z(t)
excluding X, (t). It is then straightforward to derive the field values for the average (¥)(t, z) of
any particle variable ¥(¢; Z),

where §72 are the particle mass, yp is the sample space values corresponding to the random

a(t,2) p(W) (1, ) = / YO\ Vit ) d(Z\Y) (1.194)

where a(t,x) is the mean particle volumetric fraction defined through a proper probabilistic
normalisation constraint discussed in Minier and Peirano [2001] or in Peirano and Minier [2002].
In a numerical simulation, these theoretical expressions imply that, in a small volume around
a given location z, mean values are estimated as the ensemble averages over the Ny particles
present in that volume, or as Favre averages (or mass-weighted averages)

NE
Y 5m w29 (1);1)
(U)(t,z) ~ =

(1.195)

Stochastic Integral Definition

Let us note that although using a "PDF point of view" it is possible to write the temporal
derivative, it should not be done using the "trajectory point of view". As we have seen the
stochastic process Z(t) is not differentiable as the Wiener process is nowhere differentiable. It
is true that sometimes the white noise function is defined as the time derivative of the Wiener
process, yet this definition is not rigorous and should be avoided. It results that the stochastic
equation should be written using an integrated formulation. A few words are in order to properly
define the nature of the integrals considered when resolving such SDEs. To that effect, we
consider a stochastic diffusion process for a particle state vector Z = (Z;) with the most general
form Eq. (1.185). This formulation of the SDE is actually a short-hand notation for the proper
mathematical expression, which is its integrated version:

t t

20 =)+ |

0

A; (Z(s), F(s,Z(s)); s) ds +/

+0

Biy(2(5).9(5, 2()is ) W (s)

Deterministic integral Stochastic integral

(1.196)

On the first hand, the deterministic integral is defined in a classic Riemann sense, i.e using a
partition with sub-intervals [t* ; t**1], for k = 1,..., N, of the interval [t°; ¢], it is defined as:

t N
/tA¢<Z(s),9(s,Z(s);s)>ds: lim ’;)AZ(Z(T’“),9(7”23(7"“));7’"’) (#5410 = %) (L.197)

0 N—+o0 —

whose results is independent of the value of 7% € [t*, tF+1],

71



On the other hand, the second integration is performed with the stochastic variable and requires
a strict mathematical treatment. Indeed, the previous definition can no longer be applied for
the stochastic integrals due to the unbounded variation on all intervals. Thus, for the stochastic
integral, the result obtained depends on the value considered for 7. We will consider It6
definition yielding to non-anticipating process taking 7% = t*. Keeping the same partition as
previously, the integral is defined by:

0
(1.198)

where the limit must be understood as a limit in the mean-square sense (since a convergence
trajectory by trajectory is not possible). The choice of this definition implies that the ordinary
rules of differential calculus are no longer respected. Indeed, due to the presence of a stochastic
term dWV scaling as /%, using It6 calculus, it is necessary to expand the differential to the second-
order term. We have then for any smooth function W(Z(t);t) (vector indexes and functional
dependencies are left out here, for the sake of keeping simple notations)

2 ~
AW(Z(0:0) = SHEO: 00+ T (205002 + ;;g’%m Oy Hdt (1.199)

This necessity to introduce new differential rules is offset by the respect of two fundamental
properties. For any smooth-enough functions ® and V¥, zero mean property and the isometry
properties states that:

( [ ozepone) —0,

< (/ QI>(Z(u))dW(u)> (/t W(Z(v))dW(v)) > = [Z(B(2(s)U(2(s)))ds , 1° <! <2
(1.200)

A key consequence of the non-anticipation nature of the definition of the stochastic integrals is
that the mean conditional increment of the stochastic process Z in Eq. (1.185) over a small
time increment At is governed only by the drift term, which means that we have

(AZ; | Z(t) = Z%) ~ A(Z°, F(1°, Z9),t°) At . (1.201)

These relations play a central role in the development of the new algorithm in Chapter 2.

Remark 1.3.6. It is worth noticing that a second definition of the stochastic integral can be
found in the literature. It corresponds to the Stratonovich interpretation denoted by o in
which the value 75, corresponds to the middle point 0.5(tF 4 tF+1).

By (Z():5)odWy () im0 L (B (2 ) + By (B W) W),
to i=0

(1.202)

The main advantage of this definition is that the ordinary differential rules hold, however, the
zero mean and isometry properties of It6 calculus Section 1.3.3.1 don’t. It is important to
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keep in mind that the behaviour of stochastic integrals depending on the definition considered,
the consistency of the model and the derivation of the numerical scheme used also depend on
this definition. As presented for example by Arnold [1974] and @ksendal [1995]), there is an
equivalence between the equation Eq. (1.203) written in the Stratonovich’s sense:

dz; = A;dt + Bij o dWJ (1203)

and the following equation written in It6’s sense:

azi = (Ai+ By

g AW, 1.204
aZk>dt+B]dW] (1.204)

1.3.3.2 Turbulent Flow Modelling using Lagrangian Stochastic Methods

Now that we have briefly described mathematical properties associated to Lagrangian stochastic
methods, let us see how they can be applied on turbulent flows.

1.3.3.2.1 Presentation with Inertial Particles

Disperse turbulent two-phase flows involve discrete elements, or ‘particles’, transported by
turbulent fluid flows. For the sake of simplicity, we first focus on particle dynamics while
leaving out thermal effects, changes in the particle radius or mass, and particle collision effects.
We consider the particle-attached variables making up the particle state-vector Z,,. Here, the
state vector is taken equal to gp = (Xp, QP,QS), with Xp the particle position, Qp its velocity
and U the velocity of the fluid seen. The system of SDEs is

pr,i == Upﬂ' dt 5 (1205&)
AU = | 22— Ppd (PP 0 P oqu,, —du,) + Lau,+ Foe |dt,  (1.205b)
Tp Pp 2pp Pp ~~
———— N—— ~—~— Other forces
Drag Gravity Added mass Pressure
dUs,; = (stochastic model) . (1.205¢)

In Eqgs 1.205, the velocity of the fluid seen U, is defined as the instantaneous fluid velocity
sampled at the particle location, U(t) = U(t, X ,(t)) where U(t, X) is the fluid velocity field.
Note that, for discrete particles in non-fully resolved turbulent flows, the velocity of the fluid seen
cannot be obtained from the reduced information available on the fluid velocity field (typically,
its first and second moments). This means that U, needs to be introduced as a separate
particle-attached variable (see comprehensive discussions in Minier and Peirano [2001], Minier
[2015, 2016]). On the right-hand side (RHS) of Eq. (1.205b) we have p and p, respectively the
fluid and particle densities. It is seen that U, enters the expression of different forces while the
term J,, contains possible additional forces acting on discrete particles (such as electromagnetic
or Basset forces). The drag force is expressed in terms of the particle relaxation timescale 7,

defined as:
_ Pp 4dy,

T =P , 1.206
P P 3CD|QS_QP| ( )

with d, the particle diameter and Cp the drag coefficient. This timescale represents the typical
time over which particle velocities adjust to the local fluid velocity seen and is a measure of
particle inertia. In the Stokes regime, valid when Re, < 1 (with Re, the particle Reynolds
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number defined by Re, = |U,. |d,/v, with U, = U,—U,, ), the drag coefficient is Cp = 24/ Re,,.
In that case, the particle relaxation timescale is given by the Stokes formula:

T,="2_P (1.207)

For general values of Re,, the drag coefficient is obtained through empirical correlations such
as proposed by Clift et al. [2005] or by Brennen [2005]

24
—= [140.15ReS%T| if Re, < 1000,
CD = Rep p

0.44 if Re, > 1000.

(1.208)

In the general case, two limit situations are often encountered when dealing with flows containing
physical particles. The first limit is the dense particle limit p, > p which enables to consider
that the only forces acting on the particles are the drag and the gravity force. The second limit
case encountered is the fluid particle limit encountered when the inertial relaxation times 7,
tends towards zero. In this case, the equation Eq. (1.205b) imposes U, = U,, and one may
consider only one velocity associated to the particles. We will place ourselves in this limit case
for the following of this work.

Remark 1.3.7. Let us note that in the general case the external forces induce a mean drift
between the discrete particles and the fluid around them. This results in separation of
trajectories between fluid particles and discrete particles originally at the same location. This
trajectory splitting triggers a decorrelation between the velocity seen at the new position
of particles and the velocity of the fluid particles originated from the same point. This
phenomenon is referred as crossing-trajectory effects. Because of this effect, when considering
discrete particles, the modelling of the velocity seen differs from the modelling of fluid particles
and requires a specific extension. Such effects and the corresponding extension of modelling
are out of the scope of the present work, but the interested reader may refer to Pozorski and
Minier [1998], Minier and Peirano [2001], Minier et al. [2004, 2014], Minier [2015].

1.3.3.2.2 Modelling of the Instantaneous Quantities Associated to the Particles

Choice of the State Vector

From now on, we will focus on the treatment of fluid particles. Moreover, the scope selected in
this work is limited to high Reynolds number flows with an observation timescale 6t which rely in
the inertial sub-range (7, < 0t < T7,). Such a choice enables to have a proper description of local
effects with a tractable cost for atmospheric flows. Because of the selected observation timescale,
the acceleration can be treated as being a fast-varying variable according to Kolmogorov theory.
Indeed, as discussed in Paragraph 1.2.1.2.1, the corresponding autocorrelation timescale is of
the order of the Kolmogorov timescale. Moreover, as the observation timescale is smaller or
of the same order than the velocity integral time, the latter will be treated as a stochastic
process. This choice of description where the velocity is explicitly considered and modelled
with a SDE corresponds to the Langevin point of view, first presented in the fundamental work
on dispersion of Langevin [1908]. As we consider Lagrangian methods with a Langevin point
of view, the particle state vector does include particle location and velocity as well as extra
variables Z' such as we have Z = (X,U, VA ). Note that the statistical weight of a particle
evolves with its mass and so the particle mass should be an explicit property associated to the
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state vector. However, in our case we will consider that all particles represent the same mass
and that the latter one remains constant over particles trajectories. It is then not necessary
to explicitly transport the particle mass and one can remove it from the particle state vector.
For now, we will add the potential temperature in the state vector (2’ = ©) to present its
modelling. Note that Chapter 2 and Chapter 3 focusing on the dynamics, only the position and
velocity will be treated (2’ = (). In Chapter 4 a fictitious concentration is added in the state
vector Z' = C to treat concentration variance. It will be modelled similarly to the potential
temperature considered in Chapter 5 to treat stability effects.

Remark 1.3.8. The selection of an observation timescale is a choice of the modeler. Methods
where it is close to Kolmogorov scale do exist (see e.g. Reynolds [2003, 2004], Innocenti et al.
[2020]). In this case the acceleration is not modelled as a fast-varying term but explicitly
treated as a stochastic process. At the contrary, in the case where we consider an observation
timescale great compared to the velocity timescale, it would be possible to treat the velocity
as a fast-varying term and the position would be treated explicitly using a diffusion process.
This corresponds to Einstein point of view named after its work on Brownian movement (see
Einstein [1905]) where he first proposed a random-walk model.

Modelling of the Langevin Process
Once the state vector is defined, a diffusion process is fully characterised by the selection of the
corresponding drift vector A and diffusion matrix B.

GLM For reasons exhaustively presented in numerous works (see Pope [1985], Haworth and
Pope [1986], Pope [1994b, 2000], Minier and Pozorski [1997], Minier and Peirano [2001]),
the instantaneous fluid velocity may be modelled using a Generalised Langevin Model
(GLM) as:

_1op)

dUu; =
p Ox;

dt 4 (1 — Bo(© — ) gidt + Gy (Uj — (U;)) dt 4 1/Coedij AW; , (1.209)
The RHS of Eq. (1.209) involves several mean field values, including the turbulent
dissipation rate €, the GLM relaxation tensor G the diffusion function Cy. Even though
the explicit dependency on the location has been removed for clarity issue, all these mean
fields are to be evaluated locally in the vicinity of the particle. Note that this model
is not closed as it requires to have a specification of the dissipation rate. Stand-alone
methods within which the dissipation rate or turbulent frequency is added to the state
vector and modelled with a stochastic process exist as studied by Pope [1985, 2000] but
are not considered here. From now on, let us assume that the dissipation rate is provided
by an external source. The first two RHS terms correspond respectively to the mean
pressure gradient effects and buoyant effects treated with a Boussinesq approximation and
are treated without further modelling. The two following terms encapsulate the choice of
a specific GLM model which is entirely defined by the selection of a given value for the
tensor G and the function Cy. The latter may a priori depend on the Reynolds tensor, on
the dissipation rate and on the mean velocity gradient but not on the mean velocity itself.
Furthermore, Cp is a function which tends towards a constant Cy named the Kolmogorov
constant for isotropic and uniform flows. Indeed, the shape of the diffusion matrix is
derived in agreement with Kolmogorov [1941, 1962] theory, in order to retrieve the proper
Lagrangian structure functions Eq. (1.52) for isotropic uniform turbulence:

D;;(dt) = ((AU;dU;) ~ Dy;dt = By Bjdt = Coed,;dt (1.210)
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which is similar to the theoretical result presented in Eq. (1.54). The two modelled terms
of Eq. (1.209) have a zero average and aim at modelling the redistribution and dissipation
terms. As the trace of the redistribution term is null, we have:

Gk (ujug) + géoe = —e. (1.211)

This equation stems from of transport equation of the second-order moments Eqs 1.221
associated to this model and presented hereafter. Decomposing the GLM tensor into its

isotropic relaxation time and its anisotropic part as G = —T} li + G*, we get:
k N 3~
—2— + G (ujug) + (1 + Co)e = 0. (1.212)
Ty, 2

The respect of this relation enables to associate each GLM model to a consistent DRSM
model as explained by Pope [1994b].

In the present work, the evolution of the particle velocity is modelled with the simplified
Langevin model (SLM) which, as indicated by its name, is the simplest formulation for
a model belonging in the GLM class. It consists of taking the anisotropic part of the
GLM tensor G* null and Cy constant. The value of the latter is taken to 3.5 to obtain
a proper production of TKE near the wall as proposed by Minier and Pozorski [1999].
In this model, it is assumed that the Lagrangian autocorrelation function & evolves

exponentially as % (s) = exp (—TiL), where the Lagrangian timescale modelling can be

derived from Eq. (1.212) as:

TL—< ! )k Lk (1.213)

% + %CO e C Le’
The instantaneous velocity equation is then expressed as:

av; = 228 g 4 (1~ (@ — @g))gute — L1

SAV; . (1214
e 7,4+ [Coediy AW, (1.214)

The equation is the reference equation used throughout this work.

Remark 1.3.9. Note that a second approach is often used in atmospheric flow. The first
one presented here was mainly developed by Pope and its co-workers. In this approach,
the dynamics of the flow is explicitly resolved and simulated, based on physical modelling
of its evolution. The second approach is derived from the work of Sawford [1986] and
Thomson [1987]. It consists of transporting fluid particles on a flow whose statistics
are known a priori. The assumed behaviour of the carrier flow is directly implemented
in the drift vector and diffusion matrix. This second approach will not be used in the
present work.

Similarly to the SLM description followed for the dynamics, the interaction between the
instantaneous properties will be treated using an interaction by exchange with the mean
(IEM) model, also referred as linear mean square estimation (LMSE) model, written as:

0 — (0
g0 —-©0—O)y (1.215)
To
with a thermal relaxation timescale 7Tg = %6 = %TL. The latter is then modelled to be

proportional to the dynamical timescale in agreement with Kolmogorov theory and the
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treatment presented in the RANS approach (see Section 1.3.2). Moreover, in agreement
with Taylor [1922]’s proposal for the velocity, we consider that the turbulent diffusion is
high compared to the molecular one thus % = ﬁ < 1 and then Pr > é which is
respected for high Reynolds number flows. The IEM model can be seen as a subclass
of the Langevin models proposed by Pope [1985] where a diffusion term may be present.
Numerous variants of these models have been proposed, e.g. by Cassiani et al. [2005] in the
context of pollutant dispersion, or by Van Dop [1993], Bisignano and Devenish [2015] in
the context of buoyant plumes. In the continuation of the work of Pope [1994b], Das and
Durbin [2005] presented a modelling of this quantity as well as the instantaneous velocity
which is consistent with a broader class of linear DRSM-DFM models. Let us note, that,
in order to fulfil the necessity for the scalar to remain bounded, Valino and Dopazo [1991]
proposed a binomial Langevin model later on extended to the bounded Langevin model by
Pozorski et al. [2003a]. Further proposals and comparisons between models can be found in
the review article of Pozorski and Wactawczyk [2020]. For incompressible flows, methods
taking into account explicit modelling of instantaneous pressure and internal energy have
also been proposed (see Delarue and Pope [1997]).

Remark 1.3.10. Let us remark that the viscous effects are not explicitly present in the equations
presented which are valid uniquely for high-Reynolds number flows. Lagrangian stochastic
models developed for low-Reynolds number flows exist (see, e.g., Dreeben and Pope [1997a,
1998], Waclawczyk et al. [2004]) but will not be considered in this work. However, as models
valid only for high-Reynolds number flows are used on wall-bounded flows, a specific treatment
of the wall-boundary condition, presented in Paragraph 1.3.3.2.4, should be considered.

1.3.3.2.3 Averaged Equations derived from the Lagrangian Stochastic Modelling
It is common to observe first and second-order moments to characterise a flow. This description
although being physically less rich than the knowledge of the whole PDF, can easily be obtained
as a post-treatment of the particle trajectory using a Lagrangian stochastic approach. Now that
we have described the class of PDF model selected let us put forward the transport equations for
the moment deriving from this choice. We will consider, for this paragraph only, a general case
using the GLM model for the dynamics and the IEM model for the temperature. The system
of equations considered for the instantaneous quantities is:

dX,; =U;dt, (1.216a)
1 0(P) 5
dU; = <_p Brs + (1= 5o(© —64))g: + Gij(Uj — <UJ>)> dt + 1/ CoedWV;, (1.216b)
do=_2=©y (1.216¢)
To

Remark 1.3.11. Let us keep in mind that in this work only the SLM-TEM model is used. The
corresponding set of equations is then:

Xm :Uzdt, (1217&)
dU; = <—l@ + (1= 5o(® —0O0))gi — UZ——<UZ>) dt 4+ /CoedWV;, (1.217b)
pr Ox; Ty,
do=_2=©4 (1.217¢)
To
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Deriving the corresponding averaged equations from the GLM ones is straightforward simply
by replacing G;; by —(11)18;; with T}, defined in Eq. (1.213) and Cy by Co.

Remark 1.3.12. A great advantage of Lagrangian stochastic methods is that it is straight-
forward to add instantaneous local source terms Sy in Eqs 1.216. The corresponding
instantaneous terms can be treated explicitly for each particle no matter how complex and
how non-linear they are. The estimation of the statistics being a post processing step we
can then easily derive the mean behaviour or this term (Sy), which can be different from the
source term associated to the mean quantity Siy). The latter property is of great interest to
model non-linear source terms as commonly encountered in poly-dispersed flows (see Minier
and Peirano [2001], Minier et al. [2014]) or in reactive flows (see Pope [1985]). Indeed, the
mean chemistry may differ quite noticeably from the chemistry of the mean.

Mean Moment Equation
Let us first focus on the mean dynamics by averaging the instantaneous-velocity transport
equation Eq. (1.216b) as

(AU;) = ( 5 T (Uk) o, T a:lzk )dt, (1.218a)
= (—;a(;i:) + (1 — Bo((8) — @0))92-) dt. (1.218b)

Although this method differs from the RANS methods, it is clear that this equation is a high
Reynolds number averaged Navier-Stokes equations with a similar structure than Eq. (1.64).
Let us put emphasis on the fact that the instantaneous velocity being directly modelled, no
further model is required for all the transport terms such as the Reynolds tensor. Indeed, the
advection is treated exactly without further approximation.

Reynolds Tensor

Let us determine the transport equation for the Reynolds tensor. To this end, we need to
estimate the transport equation of the fluctuating velocity. To that effect, let us first estimate
the evolution of the averaged velocity:

AU = (82? Uy a< >> dt, (1.219a)
g;zi>> dt, (1.219b)
= ( a + (1= Bo((8) — ©0))gi + ux 8{;?}:) - ag;:”)) dt. (1.219¢)

Knowing the transport equation of instantaneous and averaged velocity, we can exhibit the
equation for the fluctuating velocity:

dui = dUi — d<UZ>, (1.220&)
= (—uk8<Ui> + a<u}€uz> — BobBg; + Gik(Uk — <Uk>)> dt + éQEdWZ'. (1.220b)
al’k Bﬁk
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We can then obtain the equation governing the second-order moments of the velocity using It6
calculus as:

) = , 1.221
(duzuy) ( L (U Sl il gy (1.221a)
= <uiduj> + (ujdui) + (foeéz‘jdt, (1.221b)
o(U; o(U; N
= —(ujuk> 8<J:k> — <’U,Z’U,]€> éle) — B((uj9>g¢ + <ui9>gj) + Gik<ujuk) + ij<uiuk> + Coﬁéij dt.
Production Buoyancy Dissipation and Redistribution
(1.221c)

Note that the transport term being treated explicitly, the diffusion of the second-order moment
by the fluctuations of velocity — W does not require any further modelling. On the contrary
in the RANS approach a specific modelhng is necessary for this term (e.g. a Shir or Daly-Harlow
model). This is a first slight lack of consistency between RANS and PDF approach. Yet, apart
from this issue each Lagrangian stochastic model is consistent with a given DRSM model which

respects the condition:

Gik<ujuk> + ij<uiuk> + 50657;]' = IL;; — €. (1.222)

Taking the trace of this relation the redistribution term disappears and the relation Eq. (1.211)
arises. This relation may be used to assert consistency with RANS models, e.g. it shows that
the SLM model is consistent with the Rotta model presented Eq. (1.172) only if their respective
constants satisfy:

Cr=1+ gCO =2Cy. (1.223)

Potential Temperature
In a similar manner, let us focus on the evolution of the potential temperature. First, averaging
the instantaneous potential temperature equation 1.216¢c we obtain:

9(0)

(dO) = ((% + <Uk>%<§€> + ag;,f)) dt = 0. (1.224)

We can then determine the equation followed by the average temperature as:

9(6) 3(9>)
= 1.22
4(6) ( S Uk L) dt (1.2250)
0(0) 8<uk0)>
= (dO — — —— | dt 1.225b
@6} + (w2 - 2% Y at, (1.225b)
9(0) a(“k9>>
= —_ - " . 1.22
<uk i B dt (1.225¢)
From these two equations, we can exhibit the transport equation for the fluctuations of potential
temperature:
0 0(0)  Oug 0)>
do = —( — — dt. 1.226
(T@ + Uk ox oxk ( )
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Potential Temperature Variance
Based on the transport equation for the fluctuating potential temperature, it is possible to derive
the equation for the corresponding variance as:

(62) 0% Oy, 62)
2y
(de)_< 5 + (Ug) D2, + D2, dt, (1.227a)
= 2(Ad6), (1.227b)
2
= —2<uk9>‘?2>— 2<3@> dt. (1.227¢)
Production Dissipation

The TEM model being based on the assumption of proportionality between dynamic and thermal
turbulent timescale, the form of the dissipation rate for the potential temperature variance is
coherent with the assumption presented in Paragraph 1.3.2.2.2 for RANS models. Furthermore,
the time scale appearing in the dissipation term of Eqs 1.227 being Tig2y = @, it justifies the

2
presence of a factor 2 in Eq. (1.179).

Turbulent Heat Fluxes
Finally, having access to both fluctuating potential temperature and velocity equations, the
turbulent heat flux equation can be derived as:

0y = ([ L , 1.22
(du;0) ( Bk + (U Tt S gy (1.228a)
= (u;d0) + (Odu;), (1.228b)
(Ui 9() 2 Dik
= |- — (ugug) ==L — ; o — — . (1.22
(ux0) e (usur) B Bo(07)gi +  (ueb)(Gik 7_9) dt.  (1.228¢)
Production Buoyancy Scrambling and Dissipation

It is worth noticing that the physical process at stake in the transport of turbulent flux being
the same as the one impacting the Reynolds tensor and the thermal variance, the modelling of
these three equations should not be independent. In the case of Lagrangian stochastic model,
this dependency is straightforward as both the models on the dynamics and on the potential
temperature appear through respectively the presence of GG and Tg. Considering only the slow
redistribution term as assumed in the rest of this work, i.e. considering SLM/IEM modelling or

equivalently Rotta/Monin modelling a new timescale 7,9 = — i - = ﬁ% with Cyy = Co + C,
T, e h

arises. Different propositions have been made for Cg or Cyy (see e.g. Pope [1994b], Rodi [2000],
Dehoux et al. [2011]), and the value considered will be further discussed in Section 5.1. Thus,

the SLM-IEM model is coherent with the Rotta-Monin model provided that:

Co, =Co +Cr. (1.229)
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1.3.3.2.4 Wall-Boundary Conditions for Lagrangian Stochastic Methods

As the explicit treatment of molecular viscosity and diffusivity but also the wall echo terms
are neglected, we have described a modelling valid only for high-Reynolds-number flows.
Furthermore, we are interested in the description of parietal flows, the ground playing a major
role in atmospheric flows. Yet, in the close vicinity of the wall the high Reynolds number
assumption is not valid, and a specific treatment of this zone is necessary. Let us then take
a moment to put emphasis on the treatment of the wall-boundary condition (WBC) (further
information may be found in Dreeben and Pope [1997b] and Minier and Pozorski [1999].

To treat high-Reynolds-number parietal flows, the development of WBC in the spirit of the
wall-function approach is important. Indeed, even though some Lagrangian stochastic models
can simulate low-Reynolds-number flows (see e.g. Dreeben and Pope [1997a, 1998], Wactawczyk
et al. [2004]), the highly inhomogeneous and anisotropic variations occurring in the viscous sub-
layer require a costly refinement in this area and remain a challenging and time-consuming issue.
Therefore, similarly to the wall-function treatment used in moment approaches, the WBC for
particles aims at reproducing the behaviour of the turbulent SBL, without considering explicitly
the presence of this viscous sub-layer.

In classical FV formulations, wall functions are applied for the different mean fields at the centre
of the first cell. The latter one must then be located within the fully turbulent SBL. In particle
methods, the information is made up by instantaneous variables (e.g. instantaneous velocities)
carried along particle trajectories whose location can be arbitrary close to the boundary of the
domain. Thus, the boundary surface considered for particles should also be in a zone where the
viscous effects can be neglected (i.e. above the UBL for atmospheric flows and in the logarithmic
zone for thermally neutral one). To fulfil this condition, the boundary condition is then applied
at a plane locally parallel to the physical wall but slightly shifted to a distance zP!, as shown
in Figure 1.17. The issue is to express what condition should be imposed on instantaneous
particle-attached variables to obtain the correct resulting statistics which are representative of
the physics of the high Reynolds number SBL.

Uout an

Rebound
plane z=2z"

€z, Wall z=0

Figure 1.17: Illustration of the Lagrangian wall-boundary condition. The boundary condition is
applied at a rebound plane shifted from the wall by a distance zP!. For each particle crossing the
rebound plane and leaving the domain a particle is reflected with properties estimated to respect
statistical condition at the rebound plane (zero mean normal velocity, proper shear stress, ...).

Only fluid particles inside the domain, i.e. above the rebound plane on the scheme Figure 1.17,
are simulated. Thus, for each fluid particle leaving the domain with instantaneous properties
2% 4 reflected mirror particle is injected with the instantaneous properties Z™ as represented
in Figure 1.17. In order to impose conditions on the statistics at the rebound plane (f(Z))?' (for
example non permeability of the wall, shear stress, scalar fluxes, ...), the instantaneous properties
of the particles injected are chosen based on the corresponding values for the outgoing particles
by considering requirements for the resulting fluxes at the rebound plane:
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@ =5 ((FE@)" + (F(2)™). (1.230)

N

Wall-Boundary Condition Applied for the Dynamics

First, in the SBL near the wall, the mean velocity normal to the wall is null: (W>pl = 0.
This condition is necessary to ensure the non-permeability of the wall, thus avoiding spurious
accumulation or depletion of fluid particles and then fluid mass in its vicinity. This can
easily be respected by imposing this condition on each pair of leaving/entering particles. The
normal velocity of the injected particle W is then the opposite of the normal velocity of the
corresponding outgoing particle W°u:

wn = —wout (1.231)

from which it follows that specular reflection is applied to the particle distance to the wall (here
the vertical coordinate Z): .
zm =9 zpl _ zout (1.232)

The condition on the streamwise velocity is less straightforward. Too often, a specular rebound
is imposed with no specific condition for this variable. If this choice respects the necessity to keep
the particles within the domain, it does not respect the physics considered. Indeed, this amounts
to imposing a zero-gradient condition in the streamwise direction. This is clearly at variance
with having a constant shear stress and with the physical exchange of momentum characteristic
of the SBL. With the purpose of conserving this exchange of momentum and the gaussianity of
the stochastic increments, Dreeben and Pope [1997b] and Minier and Pozorski [1999] proposed
to estimate the injected streamwise velocity U™ as a linear function of U°* and W°:

U =u+awor. (1.233)

The value « is then determined so that the correct shear stress at the plane is retrieved. This
yields to:

(uw) (=)

e (1.234)

o= -2

It is worth noting that a similar formulation is correct in the three directions replacing (uw)
by R - n where n is the vector normal to the face. Thus, the general form of the boundary
condition imposed on the velocity is given in Eq. (1.235):

) R-n
an — Qout o 21Qout ‘n. (1235)

nn

This an-elastic rebound condition is considered as the reference one. It will be compared to the
elastic or specular rebound and validated on both smooth and coarse walls in Section 3.1.2.
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Remark 1.3.13. Let us highlight that rigorously speaking the statistics encountered in this
paragraph are surface statistics ((.)>8“Tf . The latter being conditioned on the crossing of a
given surface, they differ from the volumetric ones considered until now are conditioned only
by their location. Indeed, the particles crossing a surface are admittedly mainly particles in
the vicinity of this surface but also preferentially particles with a greater displacement in the
surface normal direction. As a result, the turbulent movements associated to the particles
crossing the surface are greater than the ones associated to the particle in the vicinity of
this surface and we have (w2>smf (2P) > (w?)(2P!). Yet as proven by Minier and Pozorski
[1999], in the case of near Gaussian distribution of W we have (wQ)SWf (2P = 2(w?)(zP!) and
(uw)*™ (2P1) = 2(uw)(2P!) so that the results derived in this paragraph are valid considering
either surface or volumetric statistics. This remark is also valid for the scalar WBC presented
hereafter as for near Gaussian distribution of W we also have(w)™"f (zP1) = 2(w)(2#1).

Wall-Boundary Condition Applied for the Transport of Scalar

Transporting other instantaneous physical quantities such as the potential temperature or a
pollutant concentration, it is also important to implement a proper boundary condition at the
wall to properly treat the fluxes near the wall. Indeed, in non-neutral situations, the heat fluxes
at the wall play a major role in the physics of the atmospheric surface boundary as further
discussed in Section 5.2.1. Furthermore, for a pollutant whose near ground flux is known (e.g.
due to known emissions or deposition rate) their proper representation is primordial to represent
the pollutant transport and dispersion. Let us take a quantity ® and assume a known value of
the normal fluxes (w¢), Similarly to the velocity one can write:

T = P 4 gy W, (1.236)
We have then:

(W) =3 () + (o)),

:%«\Ijout . \Ijmwout»pl,out’ (1237)
— _ %Oé\y <woutwout>pl,out‘
We can then determine oy as:
(wip) (")
ay = —2 . (1.238)
(w?)(2#)
Reinjecting the result Eq. (1.238) in Eq. (1.236) we get:

(w?)(2P)
This formulation was proposed for the real temperature by Pozorski et al. [2003b].

Remark 1.3.14. The an-elastic rebounds presented here are not necessarily limited to the
treatment of the WBC. Indeed, it should be used in the general case where a homogeneous
Neumann condition should be imposed on the normal fluxes. This is the case e.g. on the top
of the domain when simulating SBL flows to maintain these fluxes in the whole domain.
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1.3.3.3 Numerical Implementation of Particle Mesh Methods

Let us now focus on the numerical implementation of Lagrangian stochastic methods. To obtain
numerical solutions of the SDEs considered, three issues need to be addressed:

1) How do we calculate the mean fields at particle positions?
2) How do we integrate in time the SDEs?

3) How do we extract statistics from the ensemble of particles?

These three points are related to three sources of error: the first one corresponds to the spatial
discretisation error either due to an approximate expression of mean fields at particle locations
or to estimation of ensemble statistics on too coarse averaging bins; the second one corresponds
to the time error due to the integration scheme selected to update particle variables at discrete
times; while the third one to the statistical error which is inherent in Monte Carlo methods. In
a complete numerical formulation, these errors can impact each other and can even induce a
fourth one referred to as the bias error. However, for reasons set forth below, this bias error is
not present in the present context, and we can safely concentrate on the three ones mentioned
above. Although relatively few studies have been devoted to their numerical analysis, these
questions have been analysed in depth in at least two detailed investigations from Xu and Pope
[1999] and Peirano et al. [2006], to which readers are referred to for further details.

Different mesh-less methods have been proposed to extract the mean fields entering Eqs 1.217
directly from the particle dynamics by resorting to a local kernel estimation centred around
each particle position (see e.g. Hockney [1966]). However, particle-mesh methods also referred
as grid-based methods, using an auxiliary grid to compute such statistics, have been broadly used
for the great computational gain they enable. Note that, although not addressed in the present
work, the introduction of an underlying mesh in the particle solver is also useful to simulate
particle collision effects (see e.g. Schmidt and Rutland [2000], Sigurgeirsson et al. [2001]) when
considering inertial particles. In particle-mesh methods, an additional step is necessary to resolve
the first issue presented 1), as we first need to estimate the mean fields on the auxiliary grid.
The algorithm followed can then be decomposed into four numerical steps: the estimation of
the mean carrier fields on a mesh; the interpolation of these mean carrier fields from the mesh
to the particle locations; the temporal integration of the instantaneous quantities associated to
the particles; the estimation of the statistics extracted from the set of particles. The goal of
the present section is to present the operator followed for each step and the associated error. A
sketch of the overall formulation of the present hybrid method is shown in Figure 1.18 and is
used to introduce the key aspects of the numerical steps to be addressed in later sections.

1.3.3.3.1 Estimation of the Mean Moments of the Carrier Flow on a Mesh

When dealing with fluid particles, a first possibility is to extract the mean fields directly from
particle simulation. Such numerical formulations whether they are based on a mesh or not
are called PDF stand-alone formulations. One of their interests is that they are consistent by
construction while, on the other hand, the inherent statistical noise due to the use of a finite
number of particles can induce a deterministic bias error highlighted by Xu and Pope [1999]
and Peirano et al. [2006]. In the case where a stand-alone method is used with a particle-mesh
formulation this step corresponds to the same as the estimation of the statistics from the particle
set further discussed in Paragraph 1.3.3.3.4.

In the present work, we have chosen to adopt a hybrid formulation in which the fluid mean
carrier fields are computed by a classical Navier—Stokes code with a turbulence model (typically
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a mesh-based solver using finite-volume techniques, referred to as the FV solver). They are
then provided to the Lagrangian code (referred to as the particle solver) to be used in the
particle evolution equations, cf. FEqs 1.217. A first advantage for doing so is that these mean
fields are free from statistical noise (as they would be, should we use a stand-alone formulation),
thereby avoiding a potential source of numerical bias. Another interest is that, since such hybrid
formulations can be used to simulate disperse two-phase flows, we are resorting to a numerical
formulation whose range of application encompasses also inertial particles. In that sense, the
case of fluid particles considered in this work can still be regarded as the limit one (when
particle inertia goes to zero) of a more general situation. On the other hand, since Lagrangian
PDF models for fluid particles represent a turbulence model, we are dealing with a double
description of a given turbulent flow raising immediately a consistency issue. At the numerical
level, this implies that we have duplicate fields, where for example the mean velocity field is
predicted by the FV solver but also by the particle one when first-order statistics are extracted
from particle velocities. To prevent different predictions for the same physical quantity, it is
necessary to ensure that these duplicate fields are identical when they correspond to the same
physical variable. This consistency issue constitutes an important criterion to assess the validity
of the overall formulation and, more specifically, to evaluate the numerical errors related to how
particle statistics are simulated. In hybrid formulations, consistency at the discrete FV /particle
level can only be achieved if the continuous moment/PDF description of a turbulent flow is also
consistent. This point has been addressed in several works (see Pope [1994b, 2000], Chibbaro
and Minier [2011]) but is worth repeating. It is also important to recall that, once particle
velocities and potential temperatures are explicitly retained in the particle state vector as is the
case here, then the turbulence model corresponding to such a PDF description is a DRSM-DFM
type of model (for more details, see a specific discussion on this issue in Minier et al. [2014] or
in [Minier, 2016, section 10.3]). Building on the well-established relations between generalised
Langevin models and resulting second-order closures (interested reader are invited to refer to
Pope [1994b, 2000], Haworth [2010]), this means that, if we retain the SLM-IEM in Eqs 1.217,
a consistent hybrid formulation consists then in selecting a Rotta-Monin model in the moment
description with constants respecting Eq. (1.223) and Eq. (1.229).

Remark 1.3.15. Note that in this case the F'V methods can be treated has an external solver
decoupled from the dynamics of the particles. Indeed, the latter one furnishes averaged
quantities necessary to the particle solver, but the dynamics of the particles has no effects
on the carrier fields. Such approaches are referred as one-way coupling. Considering inertial
particles, they are valid only in the limit of dilute regime. In the general case, they require
that the physics treated by the particle solver do not impact too much the carrier flow. Thus,
for example thermal source terms created by chemical reaction treated within the particle
solver should remain low. If the particle physics impacts noticeably the mean carrier flow, we
should consider a two-way coupling within which particle solver also furnishes source terms
representing the particle effects on the carrier flow to the FV solver (see e.g. Minier and
Peirano [2001], Minier [2015], Innocenti et al. [2021]).

1.3.3.3.2 Interpolation of the Averaged Carrier Fields at the Position of the
Particles

Since particles are distributed in the whole domain, they are generally not located at the positions
where the mean carrier fields are estimated. It results that an interpolation step is necessary to
determine the value of these mean fields at the particle locations. This introduces a deterministic
spatial discretisation error £a, which depends on the mesh and on the specific interpolation
scheme used. This numerical error has been recognised very early in particle simulations and has
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been the object of many studies over the years (see e.g. Xu and Pope [1999], Jenny et al. [2001],
McDermott and Pope [2008], Viswanathan et al. [2011]). Note that this step requires to identify
(at least) the cells in which particles are located so that there is a close connection between the
interpolation step and particle tracking. When high-order interpolation schemes are developed,
they are usually based on the mean fields in the cell where each particle is contained but also the
mean fields in the neighbouring cells. However, for complex geometries or unstructured meshes,
estimating the position of a particle in a mesh and the relative distance to neighbouring cells is
a tedious and time-consuming task as highlighted by Lohner and Ambrosiano [1990]. For this
reason, the interpolation scheme used is local, i.e., based only on the mean fields associated to
the cell containing the particle. It is then possible to estimate the mean fields at the position
of the particle using a Taylor expansion around the centre of this cell. Let us write [¥],,(X)
the Py, (i.e. piece-wise polynomial) interpolation at the order m of a given quantity ¥ at the
location of the particle X based on the value at the centre of the corresponding cell X°(X).
This Py, interpolation is defined as:

(X - X)*

- (1.240)

(W] (X) = ) (8°W)(XF)

la|<m

In this equation the multi-index notation is used starting at o = 0. (X — X°)™ is the tensor

of position at the order m. Similarly, 8™V is the tensor of derivation at the order m. It
corresponds to the value at the centre of the cell at the order 0, the gradient at the first order
and the Hessian matrix at the second order, etc. For quantities varying in the three directions
of space the number of derivative functions to compute increases quickly with the order of
interpolation. For this reason, the interpolation first retained is the simplest possibility: the Py
(i.e. piece-wise constant) interpolation. In the latter we assign the same cell-centred mean values
to all particles located within a cell. Such interpolation is coherent with the spirit of F'V method
where we consider the mean fields uniform within each cell. Based on the hybrid formulation
followed, using this interpolation assumption and a SLM-IEM modelling, the particle equations
Eqgs 1.217, can be expressed as:

Xm :Uz dt, (1241&)

) At (1.241b)

D g, (1.241¢)

where [.]p stands for the Py interpolation and will be omitted in the following for the sake of
clarity. While this implies discontinuous profiles of mean quantities when a particle moves across
an interface between two adjacent cells, this drawback is offset by the simplicity of the numerical
implementation and, in particular, by the fact that it remains valid and easy to apply even in
the case of unstructured meshes (sometimes made up by several overlapping meshes) in complex
geometries. The effects and errors introduced by such an interpolation on the dynamics of the
particles will be further studied in Section 3.2 for neutral flows and in Section 5.2.2 for thermally
stratified flows. Furthermore, considering finer interpolations methods would essentially be
beneficial if they can be applied in the different cells crossed by particles during one time step.
In that sense, the interpolation issue appears as complementary to the development of cell-to-cell
integration schemes which will be developed in Chapter 2.
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1.3.3.3.3 Temporal Integration of the Instantaneous Quantities Associated to the
Particles

Once the mean fields at the position of the particles are estimated, the variables entering the
particle state vector are updated by integrating their SDEs. In the present situation where
Z = (X, U, ©0), this amounts to integrate Eqs 1.217 over the selected time step At with a suitable
numerical scheme. This time-integration step introduces a deterministic temporal discretisation
error Ea; which depends on the details of the integration scheme as well as on the time step At.
The time integration scheme used in this study is the exponential scheme proposed by Minier
et al. [2003b] and by Peirano et al. [2006]. Such a scheme is unconditionally stable, explicit, and
exact for uniform fields. Note that the latter condition enables to avoid introducing a temporal
error for the integration of a particle which remains within a cell when using a Py interpolation.
Let us emphasise, that it enables to properly retrieve all asymptotic behaviours from fluid
particles (At > T,) to inertial ones in diffusive to inertial regime. However, an exception should
be highlighted. In the case where fluid particles are simulated in the diffusive regime (At g T7,)
with a spatially varying Lagrangian timescale, a deterministic error appears as pointed out by
Minier [2016]. Moreover, when the time step is large enough, particles can cross several cells
leading to an interplay between spatial and time discretisation errors as studied in Chapter 2.
This chapter focuses on the temporal integration scheme and the particle tracking algorithm
and a more in length description of the numerical scheme used for both these aspects is given
in Section 2.1.1.

1.3.3.3.4 Estimation of the Statistics Extracted from the Set of Particles

Once the particle-attached variables are updated, statistics can be extracted from the particle set
using local Monte Carlo estimations or, in other words, locally-applied ensemble averaging. As
mentioned above, in a hybrid formulation, particle statistics are not fed back into the governing
SDEs and have, therefore, no direct influence on particle dynamics. Thus, the interpolation
and averaging operators are here decoupled, and no further constraint appears. At the contrary
using stand-alone PDF models based on a particle-mesh formulations, the interpolation scheme
and how particle statistics are extracted appear as two adjoint operators (see Xu and Pope
[1999], Peirano et al. [2006]). This results in the necessity to have a scheme to estimate the
statistics of the same order or finer than the one used for the interpolation methods as presented
by Hockney and Eastwood [1988].

In the context of hybrid formulation, the statistics derived from the set of particles constitute,
nevertheless, the observables used to assess PDF models, since we are dealing with weak
approaches (whereby only statistics obtained on a representative number of particles are relevant
rather than individual particle properties). To extract these statistics, we consider a volumetric
partition of the computational domain and treat each small volume as an averaging bin. This
means that, once a number of particles are located in a given bin, these particles are regarded
as equivalent samples of the same PDF (somewhat loosely associated to the barycentre of this
small volume). Then, statistics of interest are derived by typical Monte Carlo estimations (or
ensemble averaging over the particles in this bin). In the more general case of inertial particles
or for specific applications, different statistical weights can be attached to particles, for example
their mass when simulating poly-disperse two-phase flows. In the present study, we are dealing
with fluid particles representing the same fixed amount of mass and all particles have therefore
the same statistical weight, by which we simply apply ensemble averaging for the Monte Carlo
estimations. It is important to be aware that this amounts to making a locally homogeneity
hypothesis since we assume that, in each averaging bin, we can replace the true probabilistic
expectation by spatial averaging over locally-present particles (see [Minier and Peirano, 2001,
sections 6.4.4 and 8.2.8]). The limits of these hypotheses will be further discussed in Section 3.3
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and in Section 5.2.3 respectively for neutral and thermally stratified flows. This averaging process
corresponds to the nearest-grid-point (NGP) method also referred as particle-in-cell (PIC), which
has the advantage of remaining local and robust even in complex partitions. This formulation
is coherent with the aforementioned interpolation scheme which is also local. Similarly to the
interpolation issue, higher-order methods, such as the cloud-in-cell methods which are linear
or piece-wise quadratic, exist but cannot be easily applied for complex geometries or meshes
(see Hockney [1966], Peirano et al. [2006]).

Also note that, for the definition of the volumetric partition used to extract statistics from
particles, it is not mandatory to use the mesh considered in the FV approach. This is however
a commonly made choice for three main practical reasons. First, it is more convenient to
handle only one mesh, which makes the numerical implementation simpler since particles have
to be tracked only in this mesh, thus limiting the computational cost. Second, a hypothesis
made in the estimation of FV statistics of the mean fields is that the flow within each cell is
statistically uniform. Then, when using Py interpolation of these fields to obtain mean field
values at particle locations, it seems relevant to use the same volume elements in which these
mean fields are regarded as constant (though, this point will be revisited in Section 3.2). Third,
it is also practical to use same local volumes to monitor discrepancies between duplicated fields
and to furnish source-terms to the FV solver when two-way coupling is used. Unless otherwise
stated, only one division of the space is therefore considered in this study and the terms used
to refer to the division of the domain are mesh and cells. Furthermore, the term “ensemble
average” will refer in this study to the statistics derived from the particle set.

A few words on associated numerical errors are now in order. Since the number of particles
used to calculate statistics is finite, Monte Carlo methods introduce a zero mean statistical
error £y which depends on the number of particles in each bin. For statistically stationary
cases, we can then apply a time averaging method to reduce this statistical error (see Xu and
Pope [1999], Muradoglu et al. [1999]). This means that, after a given time necessary to reach a
statistically stationary state, the set of particles on which the statistics are extracted is increased
at each iteration by accumulating the samples. Thus, after accumulating the particles during
N iterations, the total number of samples used for the estimation of statistics is NP x N with
NP the number of particles. This source of error is well known and will not be treated in this
work. Finally, a non-zero averaged spatial error 5§ can appear when computing the statistics
on coarse bins in which mean quantities are not uniform as discussed by Viswanathan et al.
[2011]. In our case, no smoothing step is applied, and the error is caused only by the spatial
variation of these mean fields in a cell, as highlighted in Section 3.3.

The different steps involved in a hybrid formulation are indicated in Figure 1.18. In this sketch,
two different types of averaging operators are used. On the left part, in the moment method,
the RANS averaged values are obtained on the cells making up the mesh and are noted (.). On
the right part, in the PDF method, the statistics are estimated using ensemble averaging noted
((.)) on averaging bins. If the cells and bins are identical, the duplicated fields corresponding
to the same physical quantities (mean velocity, Reynolds tensor) that are computed twice with

two different operators are then provided at the same points.
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Figure 1.18: Summary of different steps followed by the hybrid FV/PDF methods and numerical
methods considered at first (the interpolation scheme and the averaging methods are further
discussed respectively in Section 3.2 and in Section 3.3).

Remark 1.3.16. Note that although they are not considered in the present work, methods in
which stochastic particles are transported using LES fields exist. In this case, the stochastic
modelling does not aim at modelling the whole turbulence but only the sub-grid turbulence
and they provide access to the filtered-density-function (FDF). Such methods are referred as
hybrid LES/FDF methods and have a structure close to the RANS/PDF methods. Therefore,
a preponderant part of the information provided in this section remains somewhat pertinent
keeping in mind the difference between FDF and PDF. The interested reader may refer to
Minier [2015, 2016], Innocenti et al. [2016], Yang et al. [2021].
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A Time-Step-Robust Algorithm to Compute Particle Trajectories in 3-D
Unstructured Meshes
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This section is based on the published article of Balvet et al. [2023a] written in collaboration
with J.P. Minier, C. Henry, Y. Roustan and M. Ferrand. Its purpose is to improve the temporal
and the spatial accuracy of grid-based Lagrangian stochastic methods which is a major concern
should such methods be used in a safety context. To do so, a time-step-robust cell-to-cell
integration of particle trajectories in 3-D unstructured meshes is developed. The main idea is to
dynamically update the mean fields used in the time integration of the set of SDEs considered by
splitting, for each particle, the time step into sub-time steps, such that each of these sub-steps
corresponds to particle cell residence times. This reduces the spatial discretisation error as a loss
of accuracy can be observed when the mean fields, associated to a mesh, vary noticeably along the
trajectory of the particle over a time step. Given the stochastic nature of the models, a key aspect
is to derive estimations of the residence times that do not anticipate on the future of the Wiener
process. To that effect, the new algorithm relies on a virtual particle, attached to each stochastic
one, whose mean conditional behaviour provides free-of-statistical-bias predictions of residence
times in each cell. This new method is consistently incorporated in a hybrid moment/PDF
approach using an exponential integration scheme presented in Section 2.1.1.

This section is constructed as follows. First, the particle current integration-tracking algorithm,
enabling to determine the cell associated to the particle along its trajectory in a 3-D unstructured
mesh, is presented in Section 2.1. Then the new algorithm is presented in Section 2.2 and the
drawings used for the estimations of the stochastic integrals are studied in Section 2.2.2. A
particular attention is paid to ensure that the decomposition of each integration into multiple
sub-integrations using adaptive time steps does not induce any statistical bias in Section 2.2.2.2.
After this consistency checks, this new algorithm is validated on two representative test cases
in Section 2.3. The first test aims at asserting that no statistical bias is introduced in the
estimation of the stochastic integrals. To that effect, a point source dispersion in a statistically
uniform flow is carried out in Section 2.3.1. Then, in order to ensure that the mean carrier fields
at the particle locations are indeed properly dynamically updated, the particle dynamics in a
non-uniform rotating flow is studied in Section 2.3.2.2.

2.1 Current Numerical Scheme for Particle Transport
Contents

2.1.1 Time-Integration Scheme to Predict the Particle State Vector . . . . . . . 93
2.1.2  Trajectory Algorithm for Spatial Location . . . . . . ... ... ... ... 95

Let us first present the method used to predict the evolution of the fluid particle properties.
As the purpose of this work is to develop a time-splitting methods independently dividing the
integration time based on each particle trajectory, we will focus on the particle dynamics. The
state vector taken into account in this chapter is then simply constituted by the mean position
and velocity: Z = (X,U) and the corresponding set of SDEs is:

dX; =U; dt, (2.1a)
[Filo(X (0):t)

[Ui} (X(t):t) 1 [Sxpl (X(t);t))dt (2.1b)
ilo

[ U; 0
dU; ( Tl X©:0)  [Tol, X(:6)  p

+1/Co [¢e]o (X(2); 1)dWi
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where the specific deterministic forces are split between the relaxation term _T% playing a

fundamental role in the development of the exponential temporal scheme used and the other
terms gathered in JF; which could include additional forces. The extension to additional
instantaneous quantities is straightforward and is set aside for the sake of clarity. Furthermore,
also for clarity reason, the explicit notation of the interpolation method considered and the
spatial and temporal dependencies will be set aside in the rest of the chapter. The presence of a
numerical temporal scheme typically introduces the notion of a time step At for the integration
of the particle equations of motion and discrete approximations of Z at times t"* = nAt, noted
Z". These discrete approximations Z" are obtained by successive updates (i.e., computing
Z"* from Z"), using an integrated form of the RHS of Egs 2.1. In the frame of present hybrid
methods, the current algorithm involves a two-step process:

e A time-integration scheme, which allows to obtain Zrt from Z7 using known values of
the mean fields at particle location entering the SDEs in Eqs 2.1;

e A trajectory algorithm, which determines the location of each particle in the spatial
domain. This second step is needed in hybrid FV/PDF approaches since we must know
in which cell each particle is with respect to the mesh defined for the computation of the
fluid phase. This information is necessary in order to update the values of the mean fields
at each particle location for the next step of the time-integration process.

In the following, we briefly recall the details of the current algorithm used for each step.

2.1.1 Time-Integration Scheme to Predict the Particle State Vector

The numerical scheme used to integrate the SDEs, cf. Eqs 2.1, has been described in Peirano
et al. [2006] and in Minier et al. [2003b], which provide comprehensive information on its
derivation and main characteristics (see, in particular, the complete description of the different
steps leading to its construction in Peirano et al. [2006]). Therefore, only the salient aspects are
recalled here along with the resulting formulation.

Requirements
The time-integration scheme has been developed according to the following guidelines (more
details can be found in Peirano et al. [2006] and in Minier et al. [2003b]):

o The numerical scheme is explicit (for simplicity reasons);

o The numerical scheme is unconditionally stable (this is of key interest when the time step
cannot be reduced, as in hybrid methods, to respect potential stability criteria);

e The numerical scheme corresponds to the exact solution when the mean fields and
timescales entering the modelled equations are constant;

e The numerical scheme should capture the correct physical behaviours in the limit cases
when the time step becomes much larger than the physical timescales Peirano et al. [2006].

The main reason behind these requirements is that the time step used in hybrid FV-PDF
formulations is generally the same for the fluid solver and for the particle solver. This is
mandatory for unsteady flows, where fluid and particle properties must be obtained at the
same time. Consequently, since the time step is usually imposed by the fluid solver (to properly
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compute the flow field on a given mesh), it cannot always be reduced/adapted for the particle
solver (as could be done in PDF stand-alone approaches). In complex flows in which mean fluid
velocities can drastically vary from one area to another one, this means that we do not control
the number of cells that are crossed by particles during a time step. Furthermore, when the
fluid timescales are also widely different, it is important to properly capture the diffusive limit
rather than limiting the time step for the whole particle set as further studied by Peirano et al.
[2006].

Chosen Scheme

The guiding principle underlying the present time-integration scheme is to express first the
integrated form of the SDEs (using an assumption of constant properties) which leads directly
to an exponential analytical form. In the general case, when mean fields and timescales are
not constant but vary in space and time, the idea is to use Euler-like schemes by freezing their
values at the beginning of the time step in the integrated form rather than in the SDEs (see a
detailed description in Peirano et al. [2006]). Thanks to the formulation with exponential factors,
unconditional stability is then automatically guaranteed. Although second-order schemes are
quite possible using the same approach (see Peirano et al. [2006]), we limit ourselves to a first-
order formulation in the following since our main concern is about the prediction of relevant
mean fields in such schemes. Consequently, the resulting discrete numerical scheme for fluid
particles writes:

XM = XP 4 UPMTR (1 — exp _At + FTr At—TE(l_eXP St )
iR T

2
Coe (T} <1 —ev () )

1 —exp (—%)
U n(mn)2 _ n N L7 X
+ 9 ~ 51 + COE (TL) (At 2TL 1 +exp (_At)) 67, )
1—exp (—2T—£) r
X (a0
(2.2a)
At At as At
n+l _ rn = nn (1 _ _= n_L 1— ) D U
UZ Ul exp( TE) “F.F; L( eXp< TEL)) —l—\lCoﬁ 2 < eXp( TEL Ez
17(a0)
(2.2b)

The two terms & and ¢V correspond to independent random numbers sampled in a normalised
Gaussian distribution A(0,1). As indicated in Eqgs 2.2, these random numbers intervene in the
Choleski decomposition of the two correlated stochastic integrals, namely IV (At) and X (At)
(see descriptions in Peirano et al. [2006]).

As displayed in Figure 2.1, the time-integration scheme predicts the particle state vector at the
next time step (X", U™") using information on its values at the beginning of the time step
(X™,U™) and local fluid characteristics at the position X".
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Figure 2.1: Sketch illustrating the time-integration with the current numerical scheme: the
particle position X?'H and velocity Ui"Jrl at the next iteration are computed using information
on the particle position and velocity at the previous iteration n as well as values of the fluid
characteristics at the position X]*.

Remark 2.1.1. Let us note that no additional scalar ¥ is considered here. Yet in coherence
with the exponential scheme developed for the dynamics, considering an IEM model for fluid
particles the resulting numerical scheme would write:

Pl — U exp _Aat +0"[1—exp _Aat . (2.3)
Ty' Ty'

As no stochastic terms appear in the IEM model no stochastic draw appear in the previous
equation. However due to the transport of the particles by stochastic velocity leading to a
stochastic position this quantity W would still be a random variable.

2.1.2 Trajectory Algorithm for Spatial Location

The time-integration scheme requires knowledge on the fluid mean fields at the particle position
at a given time (e.g., fluid velocity, turbulent dissipation rate), which are known on a given mesh.
As a result, the time-integration scheme has to be supplemented by a trajectory algorithm to
locate each particle and assign the corresponding cell.

Assumptions
The trajectory algorithm has to satisfy the following requirements:

o First, since we resort to a NGP approach, the trajectory algorithm is expected to provide
the cell in which each particle is located.

e Second, the trajectory algorithm has to be applicable in the case of generic 3-D
unstructured meshes, with cells being star-shaped around their centre. This choice is
motivated by the typical meshes used in the computation of the average flow-field.

e Third, the trajectory algorithm assumes a free-flight motion of particles during each time
step. This means that, during each time step, particles are moving in a straight line from
their initial position X;* to their final position Xi"‘H.

Chosen Algorithm

With respect to the previous requirements, we resort to an algorithm based on the successive
neighbour searches. Such tracking algorithms determine the new cell inside which a particle is
by using information only on its initial and final positions (see also Figure 2.2). The new cell
is then determined by searching intersections between the trajectory vector (joining the initial
and final position) and faces of the current cell. To do so, we rely on the algorithm proposed by
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Moller and Trumbore [1997] which has been developed to determine the intersections between
a vector and triangular sub-faces. This process is then repeated to check if the final position is
in the new cell or if another face is crossed by the trajectory vector. The details and validation
of this tracking algorithm are provided in Appendix 2.B.

Such tracking algorithms have been retained since they have been shown to be efficient for
unstructured meshes (e.g., for Finite Difference approaches in Lohner and Ambrosiano [1990] or
for Finite Volume approaches in Muradoglu and Pope [2002], Subramaniam and Haworth [2000]).
Moreover, in the case of unstructured meshes, these tracking algorithms are more adequate than
simple locating algorithms (which determine the location only using the information on the final
position).

At this point, it is worth mentioning that additional conditions can be taken into account for each
of the faces that are crossed during the tracking algorithm. In particular, when the crossed face
corresponds to a physical boundary, specific boundary conditions can be added: for instance,
particles can be removed from the simulation when reaching outlet boundaries while boundary
conditions can be applied to wall surfaces (interested readers are referred to Dreeben and Pope
[1997b], Minier and Pozorski [1999], Bahlali et al. [2020]). Similarly, specific conditions can be
added to properly treat periodicity by translation and/or periodicity by rotation.

=ess=sseesee--e---n- for time interval n to n +1 do
! Integrate X!
: Draw vector 6 X = X"t — X"
' do
................... ; Determine if 6X leaves the cell
Cell j through a face
Tr | en Update the current cell
Cell i— while A face is crossed
P )" Track the final integrated position
end for

...:A:...
>
S
-
N g |

Figure 2.2: Current trajectory algorithm used after a single integration for the whole time step:
the cell in which the particle resides at the end of the time step is tracked using a successive
neighbour search algorithm.

2.2 A new Algorithm based on Cell-to-Cell Integration
Contents

2.2.1 Leading Principle: a Cell-to-Cell Integration for Large Time Steps . . .. 97
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In the context of present hybrid FV /PDF approaches, the Py-interpolation (or piece-wise uniform
interpolation) assumption for mean-field values means that the exponential scheme described in
Section 2.1 is not only stable but provides an exact solution for the particle state vector as long
as particles remain in the same cell they started from during the whole time step. However, in
such hybrid formulations, the time step is often imposed by the mean fluid flow computation
and cannot always be reduced so as to respect this criterion. This is especially encountered in
disperse two-phase flow simulations with discrete particles having inertia that can range over
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several orders of magnitude, as indicated above. In the present work, we limit ourselves to fluid
particles, but this general picture is an indication that we are faced with a situation where,
during a given time step, a particle can cross several cells. The inherent assumption made in
Euler schemes, and therefore also in the present exponential one, retains only mean-field values
and timescales evaluated at the beginning of the time step, that is at the initial particle location.
In non-uniform flows, with potential variations of mean flow field quantities, this implies that a
spatial discretisation error is introduced, as illustrated in Figure 2.3.

i {X;’. U '}.i <z>-(_§“ 1 i <U;‘>'(5,n K i

: Rk - : '

: {U)cen i : e X" Qﬂﬂ}
Cell i Cell j Cell k

Figure 2.3: Sketch illustrating the issue with the current numerical scheme over large time steps
in non-uniform flows: the particle can cross many cells in a single time step, meaning that the
fluid characteristics (including velocities) in the intermediate cells are not taken into account in
its trajectory.

Objectives

The aim of this chapter is to develop a new algorithm that remains accurate even for non-
uniform flows in the case of large time steps when particles can cross several cells. For
that purpose, we extend the numerical scheme described in Section 2.1 while keeping similar
assumptions/requirements:

a) it should be explicit;
b) it should be unconditionally stable with respect to the time step;

c¢) it should be exact for constant flow mean fields (and thus within a given cell in line with
the Py interpolation);

d) it should take into account spatial variations of flow mean fields encountered over large
time steps.

2.2.1 Leading Principle: a Cell-to-Cell Integration for Large Time Steps

Principle

To improve the numerical accuracy in non-uniform flows and in the case of large time steps, the
idea is to extend the present exponential scheme with a cell-to-cell integration. As illustrated in
Figure 2.4, the leading principle consists in splitting the time step in several sub-iterations: the
integration is stopped every time the particle exits a cell, such that each sub-iteration indexed
by the superscript ™ corresponds to the motion of the particle within one cell. By doing so, it
is straightforward to account for the change of flow characteristics every time a particle enters a
new cell. Since we need to detect whenever a particle crosses an interface between two adjacent
cells, the following two steps are applied for each sub-iteration: (1) a time-integration scheme
and (2) a trajectory algorithm. When the time step is small enough for a particle to remain
inside the same cell during a whole time step, the new scheme is the same as the one previously
described.
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Figure 2.4: Sketch illustrating the principle of a cell-to-cell integration for large time steps and
the corresponding algorithm.

Additional Points
Compared to the two-step process described in Section 2.1, the new cell-to-cell integration brings
out two additional questions:

e When does a particle exit a cell?

e Where does a particle exit a cell?

This means that the trajectory algorithm has to be modified since it only provides information
on the new cell (simple tracking). The new trajectory algorithm should provide information on
the exit time to and exit location X ;. These two additional pieces of information are indeed
required to compute the motion of the particle during the remaining part of the time step. In
fact, as displayed in Figure 2.4, the motion of the particle after crossing the face is given by
a time-integration scheme starting at X, over the remaining time At — t,y. In that sense,
the present algorithm draws on the cell-to-cell integration proposed by Popov et al. [2008] while
extending it to respect the non-anticipating requirement for stochastic integrals in the It6 sense
(this is discussed in the next paragraph).

The Key Issue of Non-Anticipating Estimations

Implementing the principle of the cell-to-cell algorithm may seem straightforward. A naive
formulation would indeed consider that, starting from a particle position X™ at time t", we apply
the exponential scheme, cf. Eqs 2.2, to predict X" *! at time ¢"T! and, then, use the trajectory
algorithm to determine X, and the exit time of that cell ¢y (see the top figure in Figure 2.4).
However, whatever the geometrical method used to determine these quantities, it is clear that
the resulting time t,y¢ will depend on the random numbers £ which, in Eqs 2.2, represent the
normalised increments of the Wiener process in the stochastic model, cf. Eqgs 1.217. When
combining the different diffusion coefficients obtained from each sub-iteration (for instance,
the three sub-iterations depicted in Figure 2.4), the resulting diffusion coefficient will then be a
function of the future of the Wiener process since the random numbers £ stand for the normalised
values of W™ — W™, In other words, the misleadingly simple approach will yield diffusion
coefficients that anticipate on the future of the Wiener process. This is in direct violation of
the very definition of the stochastic integrals in the It6 sense, thereby inducing spurious overall
drift and diffusion numerical values (see a similar analysis in Minier et al. [2003a]).
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Assumptions
Drawing on the aforementioned analysis, the new numerical scheme is designed so as to respect
the following additional assumptions/constraints:

i) It should respect the non-anticipation rule with respect to the Wiener process;
ii) The trajectory algorithm is based on a neighbour search;

iii) The trajectory algorithm considers free-flight motion of particles within each sub-iteration.

2.2.2 Non-Anticipating Estimations of Intermediate Time Steps Using Vir-
tual Partners

To obtain an estimate of the fraction of time spent by a particle in a given cell that remains
independent of the future of the Wiener process entering the stochastic terms, a virtual partner
is associated to each particle within each time step of the computation. This means that at the
beginning of each time step ¢ = t", this virtual partner starts from the same location as the
real particle which is considered but moves in a deterministic manner (to be precised below)
based only on the particle variables at time ¢" and local mean-field values. The fraction of
time spent by this virtual partner in the corresponding cell is therefore, by construction, free of
any statistical dependence with the Wiener process driving the random terms and provides an
estimate for the time spent by the real particle within that cell.

In the following, details about the algorithm are first provided in Section 2.2.2.1. The consistence
of this algorithm with the current integration scheme is then demonstrated in Section 2.2.2.2.

2.2.2.1 Overview of the New Algorithm

As indicated, the new algorithm is based on a cell-to-cell integration for large time steps. This
implies that each time iteration is split in a series of sub-iterations, each one corresponding
to the motion of a particle in a given cell. As a result, the algorithm combines a number of
successive time-integration and trajectory steps. During each time step, the virtual partners are
used in the trajectory steps to determine the cell in which the particle is as well as to estimate
the exit time and location.

In practice, the algorithm is composed of the following steps, which are depicted in Figure 2.5:

step-1 Based on the particle initial location X ] and the knowledge of the fluid mean fields in
that cell, a deterministic estimation of the particle position at the end of the time step

=
At, noted X [ }, is made. Note that the superscript [m] means that it corresponds to the
sub-iteration number m within the cell-to-cell integration. This is achieved by forcing the
stochastic integrals to zero in the exponential time-integration scheme, which gives the

<,

following equation for X

X[l] = X[O] +Q[O]T£O] (1 — exp <—A[§}>> + fi[O]Tgn (At — Tg)] (1 — exp (_A{;)))
T T
L L

(2.4)
=1
It is important to note that X g corresponds to the mean conditional particle location

—~[1
at time At conditioned on the fact that its initial location is X[O], that is XH =

(X (At)| X (0) = X). Therefore, if we release a number of particles at X[ at time

99



step-2

t =0, X[l]

t = At.

represents the position of the centre of mass of the released cloud at time

Then, the trajectory algorithm based on a free-flight assumption is applied to determine
if the particle leaves/remains in the cell. To avoid any anticipation issue, the trajectory
algorithm is applied on the virtual partner and not on the real particle. The motion of
the virtual partner is assumed to follow a straight line between the first location of the
virtual partner (initialised at the particle position X o _ X [0]) and X [1]. The trajectory
algorithm is detailed in Appendix 2.B. Its outcome allows to distinguish between two cases:

step-2a The virtual partner leaves the cell. In that case, the trajectory algorithm provides

step-2b The virtual partner remains in the cell. In that case, 77[

step-3

information on the face through which the virtual particle exits the cell but also on
the exit time ! At (see the extension of the trajectory algorithm in Appendix 2.B).

1
Thanks to the free-flight assumption, the exit location of this virtual partner, X |,
is derived directly from the exit time. This case will activate a next sub-iteration to
compute the motion of the particle during the remaining time (see Step-3a).

' = 1, and the position of

the virtual partner at the end of the time step is equal to the first estimated position
~1 =[1
X g =X [ ]. This case will not activate a new sub-iteration and the cell-to-cell

Eegrati& will be stopped (see Step-3b).

The position X 1 and velocity U of the particle at the end of this sub-iteration are then
computed using the full time-integration scheme, i.e., including the stochastic integrals
(see Egs 2.2). The only issue is to determine the amount of time that the particle has
spent in the cell. From step-2, there are two possibilities:

step-3a If the virtual partner exits the cell (step-2a), the elapsed time retained for the

prediction of (X [1], Q[l]) is taken as being equal to the fraction of time computed for
the virtual partner nl At.

Then, we have to pursue the computation of the particle motion during the remaining
time At = (1 — ylll)At. In the spirit of this cell-to-cell algorithm, this is achieved
by repeating the previous three steps and updating the information required at each
step (see sub-iterations 2 and 3 in Figure 2.5). In step-1 of the second sub-iteration,

=2
the mean conditional particle position X 2 at the end of the new time step At

is estimated starting from the particle position X 1) and particle velocity UM, The

=[2 ~1 ~1
mean fields required to estimate X[ } are now (TL(t,X[ ]), ]:i(t,i[ })) taken in the
cell in which the virtual partner is. Afterward, step-2 is applied to compute the

=1
trajectory of the virtual partner, assuming that it starts at the last exit location X g

and moves towards the estimated mean conditional position X\ [2}. It is worth noting
that the starting position is taken as the last exit location so that the trajectory of
the virtual partner remains continuous. Subsequently, from the estimation of nl?
obtained in step-2, the position X 2 and velocity U are computed in step-3 of this
second sub-iteration.

This three-step process is actually repeated until the virtual partner reaches a cell in
which it remains for the whole remaining time step At (recall that the superscript
[m] corresponds to the sub-iteration number m).

step-3b  If the virtual particle remains in the cell (step-2b), the elapsed time is actually equal

to the remaining time step Atl™ (i.e. nl™ = 1). The position of the virtual partner
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] _ gl

is equal to the last estimated position made in step-1 X
cell-to-cell iterative integration is stopped.

. In that case, the

Final step When the virtual partner finally reaches a cell in which it remains for the remaining
time, we obtain the particle position at the end of the whole time step X (¢ + At).
Yet, as can be seen in Figure 2.5, the particle might end up in a different cell than the
virtual partner due to the stochastic terms. For that reason, we apply a last trajectory

algorithm: we track the change of cell from the virtual partner last position X [m] to
the particle position X (¢ + At). This last trajectory step ensures that the particle is
associated to the correct cell inside which it resides at the end of the time step. This
ensures that no error on the location is introduced for the next time step.

A few comments are in order. At first sight, it could be argued that the difference between

the position of the virtual partner X b and the position of the particle X (¢ + At) at the
last sub-iteration points to an error in the algorithm. However, it should be recalled that
this difference is due to the stochastic terms that are taken into account when computing the
particle position but not in the position of the virtual partner (which is fully deterministic).
At this stage, it is worth emphasising that, within each time step of the computation, the
role of the virtual partner is essentially to provide information on the time spent in each cell
and to determine the neighbouring cells that a particle can cross during the time step, while
ensuring that the anticipation issue is avoided. This further supports the choice of a tracking
algorithm based on successive neighbour searches (see Section 2.1.2), since it naturally provides
information on the successive cells crossed by a particle during a time step (contrary to simple
localisation algorithms). At each sub-iteration of the algorithm, the increments of this virtual
partner represent the mean conditional displacement and, in that sense, remain coherent with
the underlying physical process modelled. Each virtual partner is therefore an auxiliary in the
calculation of the (true) particle motion. Furthermore, we are basically interested in developing
weak approximations, which means capturing particle dynamics in a statistical sense. As a
result, what really matters is to obtain accurate estimations of statistics extracted from particle
dynamics through Monte Carlo methods (e.g., average concentration, mean velocity), that is
from an ensemble of particles. In other words, improvements in the prediction of individual
particle variables (location as well as velocity) should always be assessed in a statistical sense.
For that purpose, we now turn our attention to the resulting behaviour of such particle statistics
in the rest of this work.
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for time interval n to n + 1 do
do
m—+1]

(a) Integrate X{ from X" with 12 =0

= —|m+1
(b) Compute the exit point X[er ] using the vector X[m]X[ +1]
ol bt 1]
X
Compute the exit time pl” 1t with nlm+1 = M

(¢) Integrate X ™+ from X[ using the exit time ™A™ and random numbers

(&%)

- (d) Update cell, flow fields and remaining time At = (1 — plm+1 A¢lm]
Increment the sub-iteration m
while (A face is crossed)

Track the final integrated position
end for

Figure 2.5: Summary of the proposed algorithm.
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2.2.2.2 Consistency Analysis of the Time Step Decomposition

Before considering proper validation test cases in Section 2.3, it is important to check that the
new algorithm meets the criterion (c) set forth at the beginning of Section 2.2.

Verification Procedure

To that effect, we consider a situation where all mean fields and timescales are constant. In that
case, we already know that the current numerical scheme, cf. Eqs 2.2 in which 77, F; and € are
now constant, provides the exact solution in the weak sense. We then consider the new algorithm
and assume that one sub-iteration has taken place (the extension to several sub-iterations being
immediate) at a time nAt, implying that the particle state vector Z"*! is now obtained from
Z" as the sum of two iterations (one over nAt and one over (1 — n)At). The issue is then to
check that, still in the weak sense, both predictions are identical.

In the following, we leave out the direction index ¢ since this is basically a 1D formulation.
Starting from a given particle state vector value Z" at time t", predictions obtained in one
iteration (i.e., the current algorithm) are indicated by the index {1}, while those obtained with
two sub-iterations (i.e., the new algorithm) are indicated by the index {2}.

Predictions in one iteration are expressed directly by Eqs 2.2, which are rewritten here as:

(xmHit = xn Ty (1 — exp (—f)) + FTy, (At — T (1 — exp (—?j)) ) + I A,

L
(2.5a)

(UrH — yrexp <—1A,Lt> + FTy, (1 — exp (-?j)) + (I (Ap). (2.5b)

The two stochastic integrals are represented by the two correlated centred Gaussian random
variables (IX)1}(At) and (IV)11}(At) which are fully determined by the matrix of their second-
order moments Peirano et al. [2006]:

< ((IU){I}(A,:))Q > = Cge% <1 — exp <—2?Lt>) : (2.6a)

<(IU){1}(At) (IX){l}(At)> = CoeTQg (1 — exp (—?j))Q , (2.6b)
< ((IX){I}(At))2 > — CoeTf <At - % (1 — exp (?ﬁ)) (3 — exp <1A;>>>(26 |

In the case of two iterations, a first estimation of Z(nAt) is made with Eqs 2.5 using the
two correlated Gaussian random variables noted (IV){2}(nAt) and (I%){2}(nAt) and a second
iteration is performed over the remaining time interval (1 — 7)At to obtain the prediction of
Z" using two other correlated Gaussian random variables noted (IV){2}((1 — n)At) and
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(1) (1 — n)At). Note that ((IU){2}((1 —n)At), (I —n)At)) are independent of
((IU){Z} (nAt), (1%){2 (nAt)). Combining the two gives:

(xmhh = x4 Uy, (1 — exp (—?j)) + FTy, (At — exp (—?Lt) ) (2.7a)

B a0+ (B0 - 0)a0 + T B gan (1- e (1280,

(IX)12} (n,At)

(U”“"l){Q} =y" exp (—IA_‘t> + ]:TL <1 — exp <—7A_‘t)> (27b)
L

L
+ 1) anesp (U2 4 ()@ (- .

(IV){2} (n,At)

The variance of (IV){Z(n, At) is easily calculated and is:

((@®.20)" ) = { ()P @an) Yo (<2220 1 ( (1)@ - an)”)

(2.8a)

e ( (1 exp (220) )y (2L DAY (20 )
(2.8b)

= Coe% (1 — exp <_2TALt> ) (2.8¢)

= < ((IU)‘“}(N))2 > (2.8d)

where the last equality comes from. Eq. (2.6a). Similarly, the variance of (I*)12}(n, At) is
obtained as:

2

< ()2, At))2> _ (1 exp (_W) > < ((IU){Q}(nAt))Q >
1oty <1 ~ exp <—(1_TZ)N) ) < (%) (nan )12 () ><2.9)

+< ((IX){2}(nAt))2 > - < (- n)At))2 > )

while the covariance is:
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()2 a0 . 80))) = (2.10)

(oo (5o 502)

e (-UEDE) ( ()@ ana®) 2 man) )

(P = nana) P -man) ) .

The formulas in Eqs 2.6 can then be applied, using either nAt or (1 — n)At as the proper time
interval, and injected in Section 2.2.2.2 and Eq. (2.10). Tedious but straightforward calculations
show:

< ()2, At)>2> — < ((IX){l}(At))2> (2.11a)
()@ an@) @ e an) ) = (HHEOEH @A), (211b)

which, with Eq. (2.8d), proves that ((fX){Q}(n, At), (IV) 2y, At)) is statistically equivalent to
((IX){I}(At), (IU){I}(At)> and, consequently, that Eqs 2.7 are identical to Eqgs 2.5.

An Important Remark

These calculations remain valid even when n is a function of £Z" and of the mean fields and
timescale (here F and T7). However, it is worth emphasising that the fact that 7 is independent
of the random variables representing the stochastic integrals is a crucial point in the above
verification and that these properties would break down otherwise. Indeed, in this spurious case
we would have:

(e (U220 (20 (ranz) B g (2.12)
# (e (U522 Va2 manz) B ean ),

with Z; and Zs either X or U and:

<exp <_(1_T?L7)At> > # exp <_(1_TZ)At> . (2.13)

This reflects the non-anticipation issue brought out repeatedly throughout this section. Having
carried out this verification test case, we can now consider validation test cases.

Remark 2.2.1. In fact, it is specifically required for the estimation of the time step to be non-
estimating. Nevertheless, respecting this constraint, it is possible to introduce an anticipating
aspect in the stochastic drawings. Such a situation might be useful if the knowledge of
final state of the stochastic processes is necessary a priori. It is however worth stating that
any anticipation of the stochastic draw should be handled with great care and requires to
introduce the notion of Brownian bridges. An extension of the algorithm presented here for
these situations and based on Brownian bridges is proposed in Appendix 2.A.
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2.3 Numerical Results
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Having checked that all the criteria set forth at the beginning of Section 2.2 are met, the new
algorithm is now validated. For that purpose, it has been implemented in the open source
CFD solver code_saturne (see Archambeau et al. [2004]) and numerical results are compared
to analytical ones in two situations:

e The first case consists in checking that statistics obtained from particle-attached variables
by Monte-Carlo methods are in line with analytical expressions when all mean fields and
timescales are constant (i.e. a uniform mean flow). This is done in Section 2.3.1 using a
point source particle dispersion in a stationary homogeneous isotropic turbulent flow.

e The second case corresponds to a simple but challenging non-uniform flow involving curved
streamlines, which allows to assess the accuracy of the new algorithm in complex situations
where classical particle-tracking algorithms often encounter limitations (see Section 2.3.2).

2.3.1 Validation in a Uniform Flow

Drawing on the verification test case carried out in Section 2.2.2.2, the aim is twofold: first,
to check that, with the new proposed time-splitting method, numerical results are exact when
flow properties are constant in time and space; second, to bring out discrepancies induced when
using an anticipation method even in such a simple case. To that end, the dispersion of particles
released from a point source is analysed in a stationary homogeneous isotropic turbulent flow.
This choice is motivated by the fact that, in such a context, analytical formulas can be derived
as made e.g. by Minier et al. [2003b].

In the following, we start by describing the system considered, including physical aspects
(e.g., flow characteristics), as well as numerical ones (e.g., spatial discretisation, time step)
and theoretical results. Then, numerical results are validated with respect to these theoretical
expressions.

2.3.1.1 System Considered: Point Source Dispersion in Homogeneous Isotropic
Turbulence

Physical Aspects

The case studied consists of a point-source (fluid) particle dispersion in a stationary homogeneous
isotropic turbulent flow. This means that the flow is uniform and stationary within the domain
considered and that it is periodic in all directions. Here, we have imposed a velocity based on
the turbulent dispersion U, = 1/(u2) = 1ms~! and a Lagrangian timescale T, = 1s.
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Numerical Aspects

Simulations were carried out using the CFD software code_saturne. The mean flow field is
imposed taking into account an extra artificial forcing to maintain a constant level of energy
within the system (see Pope [2000]). This leads to a flow field with a constant dissipation

2
rate equal to € = %% where the proper closure of 77, for homogeneous stationary flow is

Tr, = 4k/(3Coe) (see Pope [2000], Minier and Peirano [2001]) with & = 3/2U2, and Cy the
Kolomogorov constant in the diffusion coefficient of the Langevin model. Once fluid mean fields
are obtained, 100000 fluid particles are injected at the centre of the box. Their trajectories are
computed using the new algorithm described in Section 2.2. The total size of the domain (box)
is taken large enough so that the particles do not reach boundaries during each simulation.

Theoretical Aspects

As shown in Section 2.2.2.2, the algorithm is exact when all mean fields and timescales are
constant. By resorting to Itd’s calculus, it is then straightforward to derive analytical formulas
for the variances (X?) and (U?) as well as for the covariance (XU) as a function of time, taking
to = 0 as the initial time when particles are released. From these analytical solutions, we can
extract two limit cases: the ballistic (i.e., when ¢ < T7,) and the diffusive one (i.e., when ¢t > T7,).
This was done in Minier et al. [2003b], yielding to the following limit expressions:

Ballistic limit case (t < T}) Diffusive limit case (¢ > T7)
2 et*Ty, 2,2 2 2 2
(X2) ~ Co 5t = U2H2, (2.14a)  (X?) ~ Coel2t = 2U2Tyt,  (2.15a)
2 C T2
(XU~ Coe? =203, (214b)  (XU) ~ 2L — 02Ty, (2.15h)
L
t CoeT’
(U ~ Coct =22z (2140) ({U?) ~ % = U2, (2.15¢)
L

The asymptotic behaviour first presented by Taylor [1922] in its fundamental work on dispersion
is well retrieved. It is worth mentioning that, in the diffusive regime, the only physically-relevant
statistic is (X?) since the instantaneous particle velocity does not play a role anymore in the
particle position evolution equation. This corresponds to the notion of fast-variable elimination
(here U becomes a fast variable that can be eliminated), which is addressed extensively in
standard textbook of Gardiner [1985] as well as in previous works both from the theoretical
standpoint (see Minier and Peirano [2001], Minier [2016]) and the numerical one (see Peirano
et al. [2006]). The constant value of the velocity second-order moment still retains its typical
kinetic energy meaning (showing that we are actually dealing with particles in contact with
a kind of thermostat) but the correlation (XU), which is less physically-meaningful, is also
considered since both results are useful to discuss statistical noise in Monte Carlo estimations.

2.3.1.2 Validation

In the following, we check that numerical results are in agreement with analytical formulas
regardless of the number of occurrences the time-splitting algorithm is called in two cases:

e A first set of simulations was performed with a focus on the ballistic regime. For that
purpose, the time step was taken equal to At = 0.0577. Two spatial discretisations were
considered: Az = U,At/50 and Ax = 10U, At. These two grid sizes were carefully chosen
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so that first one (resp. the second one) corresponds to the case where the average particle
displacement during one time step is much smaller (resp. much larger) than the grid size
Azx. The simulations were run for a total time equal to 677.

Figures 2.6A-2.6C display the second-order moments as a function of the dimensionless
time t* = ¢/T},, comparing results obtained with the new algorithm to analytical formulas.
It can be seen that the outcomes of the new algorithm remain exact for both cases. This
validates the new algorithm (which has been activated on average 50 times every time
step in the case where Az = U,At/50). Small differences between results obtained with
the cell-to-cell algorithm and analytical values are simply related to statistical errors using
Monte Carlo methods (due to a finite number of fluid particles), as discussed below.

As can be seen in Figs. 2.6D-2.6F, completely different results are obtained when using
an anticipation method, such as the naive formulation outlined in Section 2.2.1. This is
especially revealed by the strong dependence on the cell size, which indeed governs how
often the time-splitting algorithm is applied. Whereas results remain roughly acceptable
in the case of a large-enough cell size (meaning that the new algorithm is seldom called),
numerical predictions quickly deteriorate when smaller cell sizes are considered (i.e. using
Ax = UyAt/50), therefore inducing severe errors.

A second set of simulations was carried out in the diffusive limit case. For that purpose, the
time step was taken equal to At = 20077,. To assess that numerical results are independent
of the number of times the new algorithm is applied, two spatial discretisations were also
considered: Az = U,At/20 and Az = 2.5 U,At. The simulations were run for a total
time equal to 24 000 T7..

Figures 2.7A-2.7C display the evolution of the second-order moments as a function of time,
indicating that the new algorithm provides accurate results regardless of the number of
occurrences the time-splitting algorithm is used within a time step. In Figure 2.7A, it
is seen that (X?) follows a linear evolution right from the outset, as it should be in the
diffusive regime, and that the slope is properly reproduced when using non anticipating
methods. This demonstrates that the particle dispersion coefficient is well captured. As
mentioned above, it is interesting to consider the numerical predictions of (U?) in Fig. 2.7B
and (XU) in Fig. 2.7C to bring out the statistical noise inherent to Monte Carlo methods.
When considering (U?), the variance of the Monte Carlo estimator is constant in time since
Var(U?) = 2 (U?)? and the 99% confidence interval is indicated by the two horizontal lines
shown in Figs. 2.7B and 2.7E. However, for the correlation (XU), the variance of the
estimator is a function of time since Var(XU)(t) = (Coe)?T#/2 (1+t/Ty) and the envelope
lines limiting the 99% confidence interval are now increasing with time, as displayed in
Figs. 2.7C and 2.7F. Note again that the resulting increasing level of noise for (XU) is a
mere observable and has no feedback effect on the particle simulation.

On the other hand, as can be seen in Fig. 2.7D, an anticipating method, such as the
naive formulation outlined in Section 2.2.1, is unable to reproduce the correct dispersion
coefficient, especially when the time-splitting algorithm is often called (in Fig. 2.7D, this
corresponds to the case Az = U,At/20 where 20 cells are crossed per iteration on average).
For the sake of completeness, we also display (U?) in Fig. 2.7E and the correlation (U X) in
Fig. 2.7F, which further confirms that an anticipation method yields results that fluctuate
but around incorrect averages.
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Figure 2.6: Evolution of (XX), (UU), (UX) as a function of the dimensionless time in the
ballistic limit case with a time step At = 0.0577. Two spatial refinements are considered: x
(resp. e) corresponds to simulations with a cell size Az = UyAt/50 (resp. 10 UyAt). On the
left part, comparisons between the analytical solution (__) and numerical results obtained with
the new algorithm are presented. On the right part, the results with a spurious anticipating
method are plotted.
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Figure 2.7: Evolution of (XX), (UU), (UX) as a function of the dimensionless time in the
diffusive limit case with a time step At = 2007;,. Two spatial refinements are considered: x
(resp. ) corresponds to simulations with a cell size Az = U,At/20 (resp. 2.5 UyAt). On the
left part, comparisons between the analytical solution (—) and numerical results obtained with
the new algorithm are presented. On the right part, the results with a spurious anticipating
method are plotted. The dashed lines (---) correspond to the envelop for the 99% confidence
interval (analytical formula).
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At this stage, it is worth emphasising that present results were obtained in a 1-D dispersion
case. However, these results are directly generalised to 3-D dispersion cases since each direction
is treated independently. Furthermore, similar behaviours were obtained using 3-D unstructured
meshes instead of regular 1-D Cartesian meshes (details are provided in 2.B).

2.3.2 Validation in a Non-Uniform Flow

Having validated the new algorithm in a uniform flow, the idea is to validate the algorithm in
the case of non-uniform flows. To that end, a laminar flow is considered so that the stochastic
terms in the time-integration part of the algorithm are equal to zero. This ensures that the
time-integration part is deterministic, hence allowing to check that the computed trajectory in
non-uniform flows is exact. In addition, a cylindrical Couette flow has been chosen since it is
one of the simplest non-uniform flows. In that case, each fluid particle is indeed expected to
follow a purely circular motion around the centre of rotation of the cylinder.

In the following, we start by describing the system considered, including both physical aspects
(e.g., geometry of the rotating cylinders, flow characteristics) and numerical aspects (e.g., spatial
discretisation, time step). Then, the accuracy of the new trajectory algorithm is assessed. This
validation is performed in two steps: first, we verify that the motion of a single particle actually
follows a purely circular motion and, second, that statistics on particle concentration remain
constant throughout the simulation time regardless of the time step used.

2.3.2.1 System Considered: a Laminar Cylindrical Couette Flow

Physical Parameters

The case studied here is a laminar cylindrical Couette flow. It consists of a fluid flow between
two cylinders: the inner cylinder has a radius r;, = 1m, rotating at a given angular velocity
equal to wg(r;,) = 1571, while the outer cylinder has a radius ro,; = 2m and remains at rest.
This means that the fluid is contained within the annulus of thickness dr = 1 m that separates
the two cylinders. The kinematic viscosity of the fluid is set to 1m?s~! so that the Reynolds
number based on those quantities is equal to 1 (i.e., well within the laminar regime).

In this configuration, the fluid is flowing in a cylindrical motion. As a result, the velocity field is
unidirectional and, written with the cylindrical coordinate e, is given by the analytical solution:

TinWe (rzn) r Tout
U=Us(r) =(Ue)(r) = 7, —7our (rt - > (2.16)
Tout Tin

where r is the distance from the rotating centre.

Numerical Parameters

The simulations are carried out using the CFD software code_ saturne to solve the Navier—Stokes
equation on a 360° polyhedral mesh: it comprises 360 cells in the azimuthal direction (i.e. the
azimuthal discretisation angle is A® = 1°) and 21 in the radial one. The simulations are run
using a constant time step, whose value is taken between 0.055s and 200s. This range of values
has been chosen to assess the accuracy of the algorithm with respect to the time step, especially
at large time steps where the average particle displacement is much greater than the grid size.

The tracking of fluid particles within this laminar cylindrical Couette flow is obtained by applying
the algorithm described in Section 2.2. The Lagrangian integral time 77, has been set to 0s to
force a laminar flow (i.e., all stochastic integrals are equal to zero).
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2.3.2.2 Accuracy of Numerical Results

The new algorithm is here validated by checking that, first, the trajectory of a single particle
follows a purely cylindrical motion and, second, that the initial particle concentration along the
radial direction is conserved in time. In the following, all results are plotted using a dimensionless
time defined as t* = t wg(r;,)/(A0). This means that the dimensionless time step At measures
the ratio between the average particle displacement and the grid size (in the azimuthal direction)
near the inner wall.

Results on a Single Particle Trajectory

The motion of a fluid particle in a laminar cylindrical Couette flow is expected to follow a
purely circular trajectory. This means that each particle remains at a constant distance r from
the rotating centre throughout the simulation. A simulation has been run for 400 iterations
using a time step of 1.024s. This means that the average particle displacement is equal to 55
times the grid size AO X r;;, near the inner cylinder and to 0.5 times the grid size A0 X r,,;: near
the outer one.

Figure 2.8 displays the trajectory of two particles: one is initially located very close to the inner
cylinder while the second one is initially located in the bulk. The trajectory (left-hand plot)
clearly shows that the new algorithm does lead to a circular motion. These results confirm the
accuracy of the new algorithm even for large values of the time step. This is further supported by
the time-evolution of the radius r (right-hand plot). In fact, the results are not distinguishable
from the theoretical expectations, even for the particle initially close to the inner cylinder (which
has circled the cylinder close to 60 times by the end of the simulation).
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Figure 2.8: Trajectory of particles (left) and corresponding evolution of the radius r as a function
of the time ¢ (right) for a constant time step corresponding to AtT = 55. Two particles are
followed: one located initially in the vicinity of the wall (e) and one in the centre of the domain
(V). For each particle, the results obtained with the new algorithm (green) are in agreement
with the expected trajectory (—) , while the results obtained with the reference scheme (blue)
are flawed by integration error (leading to accumulation in the region near the outer cylinder).

Figure 2.8 also displays the results obtained with the reference algorithm, which does not account
for cell-to-cell integration. It can be seen that the radius increases with time all the more when
the time step increases. This is due to the error made when no cell-to-cell integration is made
while using large time steps. The origin of the error is illustrated in Figure 2.9: the spatial
discretisation and Py interpolation mean that each particle experiences a constant velocity within
a cell. As a particle crosses a face, if the velocity is not updated immediately, the particle will
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move for the remainder of the time step with the velocity encountered in the previous cell. Since
this previous fluid velocity is slightly shifted with respect to the radial direction in the current
new cell, it induces an error without cell-to-cell integration which is directly proportional to the
time step.

Figure 2.9: Scheme highlighting the origin of the numerical error in the algorithm without cell-
to-cell integration. This error induces an accumulation of particles near the outer cylinder as
time increases without cell-to-cell integration (see Figure 2.10).

Results on Particle Concentration

We focus now our attention on simulations in which a large number of fluid particles is tracked. In
that case, the statistics of interest is the particle concentration along the radial direction. In fact,
since each fluid particle follows a circular orbit, the particle concentration should remain constant
throughout time. With this result in mind, we verify here that the particle concentration
is homogeneous in space provided that fluid particles are homogeneously distributed in space
initially.

Numerical simulations have been carried out with 200,000 fluid particles initially homogeneously
distributed in space. The concentration is then analysed by computing the particle number
concentration in each of the 21 cells along the radial direction. Figure 2.10 displays the evolution
of the concentration, which has been normalised with the initial concentration, as a function
of the distance r. It can be seen that, for a dimensionless time step equal to AtT ~ 5.5,
the concentration obtained remains constant in all the domain throughout the whole simulated
time. Meanwhile, the results obtained with the reference algorithm (i.e., without cell-to-cell
integration) show that particles tend to accumulate in the outer region, leading to an increasing
concentration in the outer region with time (the stationary state at longer times will consist in
having all particles located at the outer cylinder).

To further assess the accuracy of the new algorithm, the error between the numerical value and
the theoretical value of the number concentration has been computed within each of the 21
regions. The average error over the whole domain and simulation time (here 41s) is displayed
in Figure 2.11 as a function of the dimensionless time step At*. It confirms that the new
algorithm provides accurate results regardless of the time step used, i.e., both when the average
displacement is smaller or greater than the grid size. The small (constant) error with the new
algorithm comes from the statistical noise due to Monte Carlo methods at initialisation. Indeed,
due to the finite number of particles, the initial number of particle in each cell does not ensure
exactly ¢ = 1. Meanwhile, the results obtained without cell-to-cell integration clearly show an
increasing numerical error with increasing time steps.
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Figure 2.10: Evolution of the dimensionless concentration ¢t (concentration normalised by the
initial concentration) as a function of the radius r. Results are displayed for various simulation
times: t7=275 (x), t7=1100 (V) and ¢*=2200 (). The time step is constant such that
AtT ~ 5.5. The results obtained with the new algorithm (green) are in agreement with the
analytical results (—) while the results obtained with the reference trajectory (blue) lead to an
accumulation towards the outer cylinder which increases with time (arrow).
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Figure 2.11: Convergence of the mean error on particle concentration computed at time ¢t =41s as
a function of the time step, using the reference algorithm (blue) and the new cell-to-cell algorithm
(green). Each pair of symbols corresponds to simulation carried out with the same given time
step. These results confirm that the reference algorithm are impaired by integration error
triggering an outward spurious drift (the error increases with increasing time steps) contrary to
the new algorithm which remains accurate regardless of the time step (the constant non-zero

error eM=¢ (__) is due to the statistical noise inherent to Monte Carlo methods).
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Discussion on the computation cost

A short consideration regarding the processing cost induced by this algorithm is now in order.
To support this discussion the averaged mean error is plotted against the computation time
spent using one processor in Figure 2.12. It is evident that the sub-iterating process proposed
increases the computation time for a given number of iteration (put forward by the use of a same
symbol). Considering a very large number of iterations (points on the right of the plot), the
splitting of the time step is seldom called. Therefore, the relative increase of computation time
corresponding to a factor around 1.5 represents the computation cost related to the integration
and trajectory steps associated to the auxiliary deterministic virtual partner. However, this
increase can be offset by the necessity to run fewer iterations to obtain more accurate results. In
fact, in the situation encountered here, where no particle is injected nor removed from the flow
with stationary mean carrier fields, a single overall iteration is necessary. The new time-splitting
method enables to reach the optimal time splitting with regard to the local CFL condition
attached to each particle. While the particles in the vicinity of the inner ring are integrated over
numerous small time steps, a large gain of processing time is achieved for the outer particles for
which few integrations over large time steps are required due to their slow displacement on broad
cells. In this sense, this algorithm enables to have a spatially adaptive time step depending on
the dynamics of each particle. Furthermore, for large time steps as the number of sub-iteration
tends to become proportional to the time steps, the overall computation time tends to stagnate.
This can be seen on the points furthest to the left of Figure 2.12 where a limit computation time
tgg%ilt schematically represented arises. The latter is the minimum processing time necessary
to properly treat the flow with respect to the local particle-attached CFL. In this example the
time splitting algorithm proposed enables to gain both multiple scales of magnitude in accuracy
and in processing times. This puts emphasis on the cell-to-cell integration efficiency and the
gain it can provide for flows where the time step is limited by a CFL condition.
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Figure 2.12: Convergence of the mean error on particle concentration computed at time t =41s as
a function of the computation time, using the reference algorithm (blue) and the new cell-to-cell
algorithm (green). The different symbols correspond to different time steps used and correspond
to the symbols used in Figure 2.11. Using the new algorithm, the error is independent of the
time step and the computation time decreases with the increasing time step until a limit value

tggf,’gﬂt reached when using a single integration optimally split for each particles.
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2.4 Local Conclusions and Perspectives

In this chapter, we have developed a new cell-to-cell algorithm for particle tracking in the
context of hybrid approaches that couple Lagrangian stochastic methods with mean-field ones.
The cell-to-cell integration consists in dividing the time step into a number of sub-iterations,
each one corresponding to the motion of a particle within one cell. This means that the motion
of a particle is stopped each time it crosses a face and leaves a cell, at which point the mean
fields are updated to compute particle displacement over the remainder of the time step. This
decomposition allows naturally to account for changes in the mean fields every time a particle
enters a new cell. Given the stochastic nature of the model, an additional constraint has to be
satisfied: no anticipation should be made when estimating the residence time in each cell. Indeed,
a naive formulation would consist in first predicting particle displacements over a time step and
then try to deduce the residence times in the cells that have been crossed. Yet, this would yield
estimations of these residence times that become functions of the future of the Wiener process
driving the diffusion term, in direct violation of the very definition of the stochastic integral
in the It6 sense. To avoid this pitfall, and the resulting spurious numerical drift and diffusion
values it would entail, careful estimations based only on values at the beginning of each sub-time
steps must be made. In the present algorithm, this is achieved by introducing the notion of a
virtual partner whose motion is governed by mean conditional increments and which is used
to provide free-of-statistical-bias estimation of the residence times in the different cells being
crossed during one time step.

Drawing on these two notions (cell-to-cell integration and non-anticipation), the new algorithm
is built on a three-step process. The first step consists in computing the deterministic estimation
of the particle position at the end of the time step. Then, the trajectory algorithm based on
a free-flight assumption is applied to determine if the particle leaves/remains in the cell. If it
remains in the cell, the position and velocity of the particle at the end of the time step are
computed. Otherwise, the trajectory algorithm provides information on the exit time and exit
location. The whole three-step process is repeated again but starting from the last known exit
location and for the remainder of the time step. This process is repeated until the particle
reaches its final destination at the end of the time step At (i.e. it does remain in the cell).

A first analysis consists in checking that the new algorithm remains exact for constant mean
fields. In the more general case of non-uniform flows, since the residence times are now only
approximated, the time integration scheme cannot be regarded as exact but the overall scheme
is guaranteed to respect the non-anticipating constraint and is shown to provide considerable
improvements over the current algorithm for particle tracking in non-homogeneous flows. This is
further demonstrated by considering numerical predictions in two test cases: particle dispersion
in a uniform mean flow and particle dynamics in a non-uniform flow. These two cases have
confirmed the improved accuracy of the new algorithm, even when large time steps are used.

At this point, it is worth emphasising that, although we have considered fluid particles and a
simple Langevin model, the same method can be directly applied to dispersed turbulent two-
phase flows, particles with additional quantities in the state vector, and, more generally, to
similar stochastic dynamical models which require to track particles in complex geometries and
meshes. Note that in the examples presented in Section 2.3 one concerns a laminar flow and
the second one a high-Reynolds-number turbulent flow. However, the present methodology
(i.e. the time-splitting algorithm) is not limited to these situations and can be applied to
any flows regardless of the Reynolds number, provided that an adequate dynamical model and
its corresponding numerical scheme are applied. Furthermore, this new algorithm paves the
way towards the development of refined algorithms for such hybrid approaches that couple
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Lagrangian methods with mean-field approaches. In this work, we have applied a cell-to-cell
integration every time a particle enters a new cell. On the other hand, this time-splitting scheme
could be applied only when mean fields differ significantly from one cell to another. Hence, a
refined algorithm could be devised using test functions to quantify variations in the mean-field
quantities along particle trajectories and apply this time-splitting method only when variations
are larger than a given threshold.

Let us note that although this method improves the numerical robustness and accuracy
associated to the temporal integration, in the context of dispersion of fluid particles in
atmospheric flows a second issue associated to the integration scheme should still be tackled.
Indeed, near wall the necessity to have a time step much lower than the Lagrangian timescale to
avoid spurious downward effects is in general a condition harder to fulfil than the necessity for
the particle to cross not too many cells over a time step. In order to be fully functional in such
flows, the time splitting method developed here should be used with the extended integration
scheme proposed by Minier [2016]. The development of the latter would enable to fully get rid
of the constraint based on the value of the Lagrangian timescale. To that effect, a further study
and validation on this extended scheme should be carried out.
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Local Appendices

2.A  An Anticipating Extension of the Methods using Brownian
Bridges

In some methods, interactions such as collision between particles in diffusive regime are estimated
using a stochastic approach knowing their initial and final positions (see e.g. Henry et al.
[2014] Mohaupt et al. [2011]). An anticipated estimation of their positions before the cell-to-cell
integration could be useful to determine if the particles interact during the whole time step and
improve the treatment of those interactions. Such estimations might require anticipations of the
draws for the Wiener process at the end of the time step and must be properly tackled to avoid
spurious drifts.

In order to circumvent the drifts caused by mismanaged anticipations, a second idea is to make a
first draw for the global time step and take it into account, in the draws used for the intermediate
sub-iterations. A naive proposition could be to keep the value drawn for the global time step for
each sub-iteration. However, this solution also implies statistical biases because by definition
of Wiener processes, new increments of Wiener process have to be independent of the previous
ones. It is thus necessary to be able to generate an intermediate path of the Wiener process
knowing its value at the end of the time step. The goal of this section is to determine how to
obtain such draws and their link with draws made for the global time step.

2.A.1 Presentation of Brownian Bridges

The case considered is a situation where the value of the Wiener process is fixed at both ends
W(t,) and W(t" 1) with ¢"*! = #" + At. Estimating an intermediate Gaussian trajectory
between two known positions of a Wiener process, corresponds exactly to the situation of a
Brownian bridge Glasserman [2013]. We can see some realisations of such Brownian bridges in
Figure 2.A.1.

These Brownian bridges will then be used in this version of the algorithm. The corresponding
drawings are briefly presented here. Let us take an intermediate time 7 fully independent of all
drawings, the Brownian bridge Br is a random variable given by:

Br(n) = W(t" +nAt)[ o), wn+aty) ~ NOVE")+nWV(E" + A —W(t")),n(1—n)At) (2.17)
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Figure 2.A.1: Some realisations of Gaussian trajectories using a Brownian Bridge.

It is worth noticing that its average value at a given time is the corresponding value on the
segment between W(t" + At) and W(t"). The variance is defined as a quadratic function which
is null at each intersection where the values are fixed. It is maximal at half the time step where
we are the furthest from the restraining conditions. Thanks to this variable it is possible to have
an estimation of the location of the Wiener process at any time between the two limits of the
time step where the values are fixed.

2.A.2 Brownian Bridges based Draws used to Decompose the Time Step

First, we want to consider a decomposition of the time step into two sub-steps. The Wiener
increment dWW?Z (At) is then decomposed into two increments dei(nAt) and dWQZ’Z»((l —n)At)
using an intermediate time nAt. The sum of these two increments corresponds to the increment
during the global time step.

AWz, (1—n)At) dWE, (nAt)

AWF (At) = WZ (t" + At) — WE(t™) = WP (t" + At) — B(n) + B(n) — W7 (t") . (2.18)
We want to estimate the normalised draws corresponding to these two intermediate increments

knowing that we have dW?(At); = CZ-Z Vv At. Using the previous relation the two intermediate
normalised draws Cf“;- and Ci- corresponding to dei and deZ- have to satisfy:

(EVAL = CE/nAt+ i/ (1 — n)At. (2.19)

Dividing by the square root of the time step, we get:
¢F = ¢V + /(- ). (2.20)

Moreover, using the law proposed Eq. (2.17), we can determine an estimation of dei(nAt)
using a new set of random variables xZ which follow independent standard centred Gaussian

distributions such as:
AWF(nAt) = PV At +\/n(1 — n)Atx? . (2.21)

We can then compute the drawing to use for the first sub iteration.

= Evn+VI-md. (2.22)
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Knowing the value for the first draw, we can then determine, thanks to the relation described
in Eq. (2.20), the corresponding draw for the remaining time which is:

¢ =V1—=n¢ = Vxt. (2.23)

Once ¢Z and xZ are drawn, the position of the intermediate value of the Wiener process
W(nAt) can be determined. It is worth noticing thatEq. (2.22) and Eq. (2.23) follow Gaussian
distribution as a sum of similar Gaussian distributions. Moreover, QZ and Xiz following two
independent standard centred Gaussian distributions, we have:

(5 = (G =0, (2.24a)
<(Cf@-)2> = <(C§)2> =1, (2.24b)
(¢Fi¢s) = 0. (2.24c)

The intermediate drawings respect well the condition imposed by their definition as dimen-
sionless increments of Wiener processes Eq. (2.20) and follow independent standard centred
Gaussian distributions. For a given sub-iteration ™ (sz-)[m] corresponds to the draw used

m]

for the integration until 7l™, whereas ((2%)[ corresponds to the remaining increment until

W(t"t1). We have then Cfi)[m] = (¢&)tm+1l,

2.A.3 Consistency Analysis of the Time Step Decomposition using Brownian
Bridges

It is also important to ensure that this decomposition of the time step and the use of the two
corresponding sub-time steps do not imply any statistical bias using the exponential scheme. Let
us assume that we split an integration into two sub-integration as made in Section 2.2.2.2. The
estimation of (IZ){%(nAt) and (I7)12}((1—n)At) can be obtained similarly as previously simply
by replacing the independent draws (¢Z)!! and (¢Z)P! by (Cfi)[l] and (Cfi)[l}. The results found
in Section 2.2.2.2 remain unchanged. The absence of statistical bias for a decomposition into
two sub-iterations, remains correct providing that 7 is independent of the different stochastic
draws. The latter ones being determined thanks to the independent draws (¢ )M and (x? yml
the intersection time shall also be independent of any of these draws. The determination of the
intersection time proposed in Section 2.2.2.2 remains valid. As previously, using a mathematical
induction, it is possible to generalise this decomposition into any number of sub-steps without
bias on the statistics.

A drawing method has been proposed to tackle without bias the anticipation of the value of the
Wiener process thanks to the use of Brownian bridges. The sole modification, compared to the
previous algorithm, is the necessity to initialise the global draw (CZZ )[0] before the loop on the
sub-iterations (.)™, and to estimate not simply C[?Z;Li but C[?Zn]’u as presented in Eq. (2.22). The
draw (Cfi)[m] corresponds to the new remaining draw for the rest of time step (¢Z)lm]. It will
be used to determine the following draw (sz-)[m“] used in the next iteration.
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2.A.4 Verification using a Point Source Dispersion in a Maintained Uniform
Isotropic Turbulent flow

The difference between this anticipating method using Brownian bridges and the standard non-
anticipating time-splitting methods presented in Section 2.2 relies in the method to draw the
Wiener processes appearing in the stochastic integrals. As in the non-uniform laminar test
case studied in Section 2.3.2 the stochastic integrals are null, there is no difference between the
reference time-splitting methods and the one presented in this appendix. In order to verify that
the splitting of the time step using Brownian bridges does not induce bias in the estimation of
the stochastic integral, a point source dispersion in a maintained uniform isotropic turbulent
flow is considered. The same setup than in Section 2.3.1 is taken into account in Figure 2.A.2
and Figure 2.A.3. From these figures, it is clear that the Brownian bridges based anticipating
methods presented here does not induce statistical bias on the estimation of the statistics. The
interpretation of the results and the discussion on the statistical error provided in Section 2.3.1
given for the non-anticipating standard time splitting method are still valid and unchanged.
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Figure 2.A.2: Evolution of (XX), (UU), (UX) as a function of the dimensionless time in the
ballistic limit case with a time step At = 0.0577. Two spatial refinements are considered: x
(resp. ) corresponds to simulations with a cell size Az = U,At/50 (resp. 10 U,At). On the
left part, comparison between the analytical solution (—) and numerical results obtained with
the standard time-splitting algorithm are presented. On the right part, the results obtained
with the properly estimated anticipating methods based on Brownian bridges are plotted.
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Figure 2.A.3: Evolution of (XX), (UU), (UX) as a function of the dimensionless time in the
diffusive limit case with a time step At = 20077,. Two spatial refinements are considered: x
(resp. ) corresponds to simulations with a cell size Az = U,At/20 (resp. 2.5 UyAt). On the
left part, comparison between the analytical solution (black line) and numerical results obtained
with the standard time-splitting algorithm are presented. On the right part, the results obtained
with the properly estimated anticipating methods based on Brownian bridges are plotted. The
dashed lines correspond to the envelope for the 99% confidence interval (analytical formula).
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2.B Details of the Particle Tracking Algorithm for 3-D Unstruc-
tured Meshes

This appendix presents the trajectory algorithm that is used in the present study. This algorithm
is able to track the motion of particles even in 3-D fully unstructured meshes with warped
faces. The tracking algorithm is first described, including the description of the original tracking
algorithm with the detection of face-crossing events. Then, the algorithm is extended to compute
the location and exit time when a particle crosses a face. Last, the algorithm is validated by
comparing the numerical results obtained using various 3-D unstructured meshes in a simple
non-uniform flow.

2.B.1 Principle of the neighbour search algorithm

The algorithm is based on a successive neighbour search. This means that the cell inside which
a particle currently resides is determined by browsing through the neighbouring cells. Such
algorithms require three pieces of information:

(a) The origin particle location X5 = X™;
(b) The corresponding cell inside which it was initially;

(c) The destination particle location X j, = X" "' (as depicted in Figure 2.2).

The principle is then to determine if the particle leaves the current cell assuming a free-flight
motion between point X, and X . This is performed by:

1. computing which faces of the current cell are intersected by the line (XX p);

2. checking if the intersection is on the straight-line vector X Xp = Xp — Xp.

The key issue is then to have a robust method to detect the intersection between a displacement
vector and any face. It is of prime importance to prevent any particle from being permanently
lost in the computational domain. For that reason, the method uses Boolean elementary tests
which are reproducible from one cell to another so that it can handle pathological cases such as
when the vector X 5 X, crosses a face through one of its edges (to the machine precision).

2.B.1.1 Method to detect face-crossing events through warped-faces

The method to detect face-crossing events is based on the decomposition of each face into a set
of triangular sub-faces (see also Figure 2.B.4). Each triangular sub-face is built using one of
the oriented edges of the face (formed by two consecutive vertices X; and X ;) and the centre
of gravity of the face X ;. This decomposition of faces ensures that each triangular sub-face
treated is planar, hence making the method tractable even for warped meshes (i.e. with faces
whose vertices do not belong to the same plane).

Once a face is decomposed into a set of triangular sub-faces, the intersection between a vector
and each planar sub-face is detected using a kind of algorithm proposed by Moéller and Trumbore
[1997]. The principle is to project the vertices of each sub-face in the oriented plane orthogonal to
the displacement vector X 5 X p passing through X 5 noted (X, XX ﬁ) Then, to compute if
line (X X p) crosses a sub-face, we simply need to check if the point X 5 belongs to the triangle
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formed by the projection of the sub-face on this plane (as displayed in Figure 2.B.3, where the
superscript ()T corresponds to the projection in the plane perpendicular to the displacement).
For that purpose, we resort here to a series of three elementary Boolean tests, each one allowing
to verify if the point X is located on the "proper side" of a projected edge.

Elementary Boolean tests

For each of the three edges forming a projected sub-face (namely X f X, f X TX I and X TX Jr)
we have to verify whether the point X is on the proper side of the prOJected edge To that
extent, we resort here to simple logical tests. For the sake of clarity, let’s consider the case of
an oriented edge connecting two points X, X 3 (where , and s are the indexes of two vertexes

of a sub-face) on the projection plane. In that case, the logical test gedge reads:
edge: true lf(galﬂ/\ialO)XOXD>o (225)
o false otherwise.

As displayed in Figure 2.B.1, this elementary Boolean test provides information on whether a
point X is in the half plane on the left (true) or on the right (false) of the projected line
(XIx TB) It is worth noticing that the inequality in this test being strict, the behavior on the
oriented line is asymmetric. Indeed, if point X belongs to this line at the machine precision,
test EEdﬁge returns false. In other words, we arbitrarily consider that the line (X X T) belongs
to the closed rlght half plane and not to the open left one. As a result, the Boolean test
Eedge Un ot(gaﬂe) is a partition of the domain. This means that the computation of gedge
is reproducible for a given displacement vector X, X for two faces sharing the same edge
provided that the ordering of the vertices a and (3 is fixed. In the present work, we have imposed

to sort the vertices in the following order: first X ;, then X, and finally X ; (with i < j).

edge edge
Em = true Em = false

:T
X}

0.9

Figure 2.B.1: Sketch illustrating how the elementary boolean test SEdge works: the point (X
can either be located on the left-hand side or on the right-hand side of the oriented line (X, X %)

Here, the figure is seen from above the plane (X, XX f), meaning that the elementary
Boolean test is true on the left-hand side of the figure. Note that the line belongs to the closed
half-plane (i.e., false in red color).

Figure 2.B.1 also shows that this elementary Boolean test is not enough to determine if a point
X » belongs to the projected triangle sub-face. In fact, a point can be located either on the right
side or on the left side of the line depending on the orientation of the vector X IX ; but also on
whether the point is above or below the plane. While the orientation of the vector is now fixed
thanks to the sorted vertices introduced in the previous paragraph, we must introduce the notion
of plane orientation to deal with the second issue. For that purpose, we rely on the orientation

!This is the case for instance for a sub-face seen from one cell or from the neighbouring one.
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of the sub-face, and we introduce an additional logical test to know if the displacement vector
XX p is aligned with the oriented sub-face. It returns true if they are aligned and false if they
are not. This condition reads:

(2.26)

e _ { true if (X, X;NX;X;) XoXp > 0.
77‘7.] -

false otherwise.

g
the same value), we are able to determine on which side of the line X IX ; the particle lies with
respect to the face orientation.

By combining both logical tests (Ei‘?(;ge = ,Qifa‘??) (where = means that both Boolean tests have

Combined elementary Boolean tests
To determine if the intersection point X, is within the projected face, we have then to combine
these elementary logical tests together. As displayed in Figure 2.B.2, the intersection point
belongs to the projected face if three conditions are met. These conditions depend on the
orientation of the sub-face with respect to the displacement vector:
o When the displacement vector is aligned with the sub-face orientation (i.e., .szi}aiej = true),
the point is located to the left of each of the projected edges provided that we follow the

sorted vertices (namely X }X ;r, X IX }L and le }) This means that the following three
edge
i

orientation); third, gfcjl-ge = true. This case is displayed in the LHS of Figure 2.B.2.

conditions have to be met: first, & = true; second, Siﬁd]ge = false (due to its reverse

o When the displacement vector is not aligned with the sub-face orientation (i.e., of fa‘fej =
false), the point is located to the right of each of the projected edges provided that

we follow the sorted vertices (namely X }X T, X IX}L and X;X }) This means that the

7

following three conditions have to be met: first, deige = false; second, C‘Zedjge = true

(due to its reverse orientation); third, gf(jge = false. This case is displayed in the RHS
of Figure 2.B.2.

To sum it up, the intersection point is inside a given sub-face if the following condition is
respected:

(g?dge = dface)

Y] 185 J

and (gef‘fe = gfﬁgfj) (2.27)

and (not(c?ﬁige) = ,fo‘rj“l?f’j) = true,

where the symbol = corresponds to the operator “equivalent” (i.e., it is true if the two Boolean
variables have the same value). This test is made for each sub-face. The algorithm is illustrated
in Figure 2.B.3 (where the intersection point is on the right hand face).

In the case of warped faces, it is possible for a line (X X j) to cross the same face several times.
This is depicted in Figure 2.B.4. In that case, the algorithm monitors the number of times that
the line (XX p) crossed the face. If this number is even, it means that the particle remains
in the current cell (it has left and reentered the cell). If this number is odd, it means that the
particle leaves the cell through this face.
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.‘.
X;

dfece. = false

717.]
edge
0B = true

—— szige = false

Figure 2.B.2: Sketch of the Boolean test for alignment d;afej It determines if the displacement
vector XX p is aligned with the oriented sub-face X ; X, X ; (and returns true in that case).
The sketch shows the two possible cases: on the left-hand side, the displacement vector is aligned
with the sub-face orientation; on the right-hand side, they are not aligned. In each case, the
point X 5 lies within the projected sub-face if it is located on the proper side of all oriented edges
(namely X X,;, XX, and X, X ;, with i < j). The logical tests gaeflge = true are displayed
according to their result (green = true and red=false).

2.B.1.2 Method to estimate the intersection time and position

As mentioned in Section 2.2.2.1, the new algorithm not only requires information on the cell
containing the particle but also on the intersection time and location. This means that the
trajectory algorithm described previously must be extended to provide this information.

Having determined that the line (X X p) does cross a sub-face, the relative time 7 = teposs/At

necessary to reach this sub-face can be estimated using the free-flight assumption. It gives:

_ XoX; (X X; N X X))
XoXp- (Xfxi A Xflj)

n (2.28)

This equation is well-posed since we apply it only when we have previously determined that the
line actually crosses the face. In fact, the value of 5 actually provides additional information.
When 7 is negative, it means that the intersection point is an entrance point for the oriented
axis (XpX p). When 7 is positive, it means that the intersection point is an exit point. The
number of sub-faces through which the oriented axis (XX p) enters (n;,) and leaves (ngy¢) is
then counted. We then check if the particle is indeed in the correct cell thanks to these numbers.
The particle is in the correct cell if the number of sub-faces through which the line (XX p)
enters in the cell equals to the number of sub-faces through which it exits the cell and if both
of these numbers are not zero (i.e., nj, = Ny > 0).

If the value of 7 defined in Eq. (2.28) is in the interval n € [0, 1], the particle does actually cross
a face during the time step. The position of the particle at the intersection is then simply given
using a simple linear interpolation (this linear interpolation is coherent with the assumption of
free-flight motion):

X, =Xp+nxXpXp. (2.29)

When a particle leaves a cell after crossing one face several times (as in wrapped faces), the exit
time is considered equal to the largest value in the range [0, 1] (i.e., the last exit time).
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XI‘B —— gedge = false

edge

—— £, 5 =true

A\ e, = i
dih djfca‘;ej = true

, 1
. x|

Figure 2.B.3: Sketch illustrating how the tracking algorithm determines if a particle displacement
from X5 to X p crosses a face. Here, the particle exits the cell through the face on the right.
As a result, when the edges of this face are projected on the plane normal to the displacement
vector (here with superscripts 1), the various logical tests Zedge and ijfcacej confirm that one of
the triangular sub-faces is detected as an exit face (green color) while the three other sub-faces
are not (red color).

2.B.2 Validation on 3-D unstructured meshes

The trajectory algorithm has been tested using various meshes obtained from the FVCAG6
benchmark test cases Eymard et al. [2011]. These meshes were selected to be representative
of a range of different meshes, going from a regular Cartesian mesh to a highly distorted mesh
with different refinements. The four meshes used here are displayed in Figure 2.B.5.

The case considered for validation actually corresponds to the uniform flow described in
Section 2.3.1.1. It consists in a point source dispersion within homogeneous isotropic turbulence.
To ensure that no particle is lost, the distance between the particles and the cell centre (point

source) is tracked. In order to have a representative quantity independent of the mesh, the
[X X, |

o [ XX | with X

XeQe

the centre of gravity of the cell, X, the position of the particle and ). the domain defined by
the cell c. When particles are properly tracked, this distance is always smaller than 1. However,
if one of the faces crossed by a particle were to be missed, the particle would be permanently
lost since it could continue its motion without bound. 2 In such cases, the distance from the
cell centre could diverge and become much greater than 1.

quantity followed is the dimensionless distance d*. It is defined as d* =

Results obtained with various meshes are compared using a timescale made dimensionless using
the Lagrangian timescale t* = ¢/T7, (which is constant for all meshes considered). The results
are displayed in Figure 2.B.6: we can see that, with 100000 particles dispersed initially from the
point source, the maximum distance to the cell centre converges towards 1 but remains always
smaller than unity. This proves that the current algorithm is tractable even for 3-D unstructured
meshes.

As in Section 2.3.1, we can also analyse the results obtained for the different second-order
moments. We focus here on verifying that the results are consistent regardless of the mesh used
using a given time step (the role of the time step has been detailed in Section 2.3.1). The results

2If the current cell associated to a particle is not correct, the algorithm would not detect other face-crossing
events.
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Figure 2.B.4: Sketch showing a particle displacement from X to X p going through a warped
face: it can be seen that the particle exits the cell through X ; (which belongs to the sub-face
(X, X,,, X,,) and re-enters the cell through X, (which belongs to the sub-face (X[, X,,,
X.,,). This is naturally handled by the present algorithm which browses through all sub-faces
and then counts the number of times a sub-face is crossed: a pair number means that it stays

in the current cell while an odd number means that it exits the current cell.

e e
SO K S
é‘&g}ﬁ%ﬁg@ é.“m!“y}ﬂ‘!};l’ff,ﬁ ::‘:‘"i
A M S gl 3
Wy B s
422§ﬁ§[4y NSRS

(A) Hexa mesh. (B) Tetra mesh. (C) PrT mesh.

Figure 2.B.5: Type of mesh used in the present case, which span a range of possible configurations
(from simple Cartesian mesh without wrapped faces to highly distorted meshes with wrapped
faces.

are displayed in Figure 2.B.7: it can be seen that all numerical results match the analytical
values regardless of the mesh used in such cases. This confirms the accuracy of the algorithm
even when 3-D unstructured meshes are used. At this stage, it is also worth noting that 1-D
simulation provide the same results as 3-D ones since each of the three directions can be treated
independently of the other ones (this is actually a typical characteristic of homogeneous isotropic
turbulence).
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Figure 2.B.6: Maximum dimensionless distance between the particles and their centre of gravity
using the Hexa mesh (M), the Tetra mesh (A), the PrT mesh (V) and the PrG mesh (e. All
maximum dimensionless distances are smaller or equal to 1, meaning that the particles stay
within the physical domain.)
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Figure 2.B.7: Evolution of (X X), (UU),(XU) for the point source dispersion in the ballistic limit
case. Comparison between the analytical solution (black line) and numerical results obtained
with the new algorithm for the various meshes. The numerical results are all in agreement with
the analytical solution regardless of the mesh used.
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CHAPTER 3

Analysis of Neutral Boundary Flows using Particles/Mesh PDF Methods

Contents

3.1 Verification of the Wall-boundary Condition . . . . . . .. .. .. .. ... .... 133
3.1.1 Surface-Boundary Layer . . . . .. .. ... .. ... ... ..., 133
3.1.2  Verification for Both Smooth and Rough Walls . . . . .. ... ... ... 135

3.1.2.1  Verification on Smooth Walls . . . . . . ... ... ... ..... 136
3.1.2.2  Verification on Rough Walls . . . . ... ... ... ....... 138
3.1.3 Independence with Respect to P 138

3.2 Interpolation of Mean Fields at Particle Positions . . . . . . ... ... ... ... 141
3.2.1 Limitation of the Piece-wise Constant Interpolation Scheme . . . . . . . . 141
3.2.2 TImproved Interpolation Methods . . . . . . .. ... ... ... ..... 143

3.2.2.1 Selection of the Mean Fields to Interpolate . . . . . . ... ... 143
3.2.2.2 Imterpolation Methods . . . . . . . ... ... ... ... ... 144
3.2.2.3 Numerical Results . . . . . .. ... .0 0. 145
3.3 Analysis of Statistical Bias Induced by Local Spatial Averaging . . . . . ... .. 147
3.3.1 Effect of the Non-Uniformity in the Averaging Bins on the Statistics . . . 148
3.3.1.1 Effect of the Non-Uniformity within the Averaging bins on the
Estimator of the Moments . . . . . . ... ... ... ...... 148
3.3.1.2 Convergence of the Spatial Error on the Estimator of the
Covariance . . . . . . . . . e 150
3.3.2 Proposition of Correction of the Statistics on the Finite-volume Mesh
Assuming Profile of the First-Order Statistics within the Averaging Bins . 152
3.3.2.1 Proposition of Correction terms . . . . . . ... ... ... ... 152
3.3.2.2 Numerical Results . . . . . ... ... ... . 0. 154

3.4 Local Conclusions and Perspectives . . . . . .. .. .. ... ... ... .. 155

Appendices . . . .. 158

3.A Complement on the Error Induced by Piece-wise Constant Interpolation . . . . . 158

131



In the course of the development of Lagrangian stochastic models, two concerns have often
surfaced. The first concern is related to the respect to the well-mixed condition which states
that, for an incompressible flow, a uniform distribution of particles should remain so (interested
reader may refer to Sawford [1986], Thomson [1987]). Indeed, since fluid particles represent
the same fixed amount of mass, preserving a uniform concentration is equivalent to stating that
the mass conservation equation should be satisfied. Actually, this issue was clarified very early
by Pope [1985, 1987] and McInnes and Bracco [1992] and has been repeated in several works
(see Minier and Peirano [2001], Minier et al. [2014]), where it was demonstrated that, as long
as the mean pressure gradient is properly introduced in the particle velocity equation, the well-
mixed criterion is automatically satisfied. This was revisited recently in the analysis of Bahlali
et al. [2020] with a view towards atmospheric applications which confirmed previous conclusions.
The second concern is related to the wall-boundary condition we should apply to ensure that
the ‘law of the wall’ discussed in Pope [2000] is correctly reproduced by Lagrangian simulations.
Contrary to the first concern, this point has received less attention (see an overview of existing
attempts in Haworth [2010]) and is still the subject of some confusion as to the form and the
physical meaning of the wall-boundary condition for fluid particles. In many applications, a
simple elastic condition is applied at the wall boundary. Such a condition is clearly wrong for
particle streamwise velocity components as it cancels the exchange of momentum occurring in
the near-wall region, which is a key characteristic of the physics of wall boundary layers. On
the other hand, an an-elastic wall boundary condition was proposed in earlier works by Dreeben
and Pope [1997a] and Minier and Pozorski [1999], though its significance may not have yet been
perceived for stochastic-particle-based simulations. The issue of what wall-boundary condition
should be enforced in turbulent wall-bounded flows was addressed by Bahlali et al. [2020] who
revealed that an elastic rebound condition leads to serious errors in the near-wall region and
brought further validation for the an-elastic boundary condition. Yet, the analysis remained
incomplete as to whether the correct profiles of the logarithmic region were really retrieved but
was helpful to bring out a number of numerical issues concerning the interpolation of mean
fields at particle positions and how particle statistics are to be calculated. In that sense, the
present work is a follow-up of this first study and aims at clarifying the issues associated to
the wall-boundary conditions needed in the spirit of the wall-function treatment of turbulent
boundary layers, as well as bringing insights into the physical and numerical issues involved.

To address the above-mentioned issues, we analyse numerical outcomes in a neutral surface-
boundary layer (SBL) flow. Since this configuration is the most classical way to describe
near-ground atmospheric flows in the absence of thermal effects, it is of first importance for
atmospheric applications. This is also a situation where the wall-boundary condition plays a
key role. Furthermore, analytical solutions are available which allows to monitor numerical
errors. Finally, this situation remains simple enough to allow in-depth numerical investigations
to be performed, while conclusions remain applicable in more complex geometries since it is
applied to describe locally a turbulent flow in the immediate vicinity of small wall-surface
elements. In contrast to the first studies on the an-elastic wall-boundary condition of Dreeben
and Pope [1997a] and Minier and Pozorski [1999] which were carried out using stand-alone
simulations, present results were obtained using a hybrid finite-volume/particle (FV /particle)
numerical method, corresponding to a hybrid Moments/PDF description of turbulent flows,
and are therefore interesting to assess since they complement these first studies and provide
additional support.

132



In short, the present work realised in collaboration with J.-P. Minier, Y. Roustan, M. Ferrand
and published in Balvet et al. [2023b], has a three-fold objective:

(i) to present new numerical results to validate the an-elastic boundary condition and point
out the shortcomings of the often applied elastic condition;

(ii) to investigate the numerical errors induced when interpolating mean fields at particle
locations and propose local schemes to simulate particle dynamics;

(iii) to bring out statistical artefacts when extracting particle statistics in volumes where the
local homogeneity assumption fails and to propose correction terms.

This chapter is organised as follows. First, detailed numerical results are presented in Section 3.1
to validate the an-elastic wall-boundary condition. The issues related to the interpolation of
mean fields at particle locations are addressed in Section 3.2, while a careful investigation of
potential artefacts in the statistical treatment of particle dynamics is carried out in Section 3.3.
Conclusions are then given in Section 3.4.

3.1 Verification of the Wall-boundary Condition

Contents

3.1.1 Surface-Boundary Layer . . . .. ... ... ... ... .. 133
3.1.2 Verification for Both Smooth and Rough Walls . . . . ... .. ... ... 135
3.1.2.1  Verification on Smooth Walls . . . . . .. .. .. ... ...... 136
3.1.2.2  Verification on Rough Walls . . . .. ... ... ... ...... 138
3.1.3 Independence with Respect to P 138

The purpose of the present section is to revisit the reference wall-boundary condition
(cf Paragraph 1.3.3.2.4) proposed by Dreeben and Pope [1998] and Minier and Pozorski [1999]
to assess whether it properly represents the physics of the logarithmic zone and also to provide
further numerical validation. To that effect, a turbulent 1-D infinite neutral SBL flow, which is
characteristic of such situations, is considered. In Section 3.1.1, we first present the analytical
results obtained using the SLM model, which serves as a reference in the verification process.
We then highlight that the reference wall-boundary condition enables to simulate correctly the
logarithmic zone, without any modification, for both smooth and rough walls. Finally, we
show that the results obtained are independent of the position of the rebound plane within the
logarithmic zone, which brings in new validation results compared to previous studies.

3.1.1 Surface-Boundary Layer

Leaving out thermal stratification and stability effects, the neutral SBL flow is the classical
situation to model neutral near ground atmospheric flows. Furthermore, at high Reynolds-
numbers and even in more complex situations, the flow in the vicinity of a small wall surface
element can be described locally by such boundary layers. The situation considered here consists
therefore in a 1-D incompressible and turbulent flow with a wall at the bottom, a constant shear
stress condition at the top and periodicity in the two other directions. The flow is driven by the
shear stress imposed at the top. We impose then ww = —u? where u, is the friction velocity
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defined as u, = \/owan/p, with oway the shear stress at the wall. In the Lagrangian scope, this
is done by providing adequate mean carrier fields and by implementing an an-elastic boundary
condition satisfying Eq. (1.235) on the top of the domain.

Constant shear-stress

Periodicity
€x € Y

:/1]
Zwall

PLLLLLLLLLLLLLLLLLL

wall

Figure 3.1: Scheme of the surface-boundary layer studied.

The high-Reynolds Navier-Stokes equation Eq. (3.1) governing the mean velocity can be
extracted from Eq. (1.217b) as:
(du) _ olt)

= o terad(U) - (U) + div((u© u) = —;grad<P> +g (3.1)

We consider a simple shear flow parallel to the wall, which depends only on the height: (U) =
(U)(2)eq . Moreover, the diffusion terms for the second-order moments are considered negligible.
This results in a logarithmic boundary zone within which analytical solutions can be derived.
The mean velocity profile is logarithmic and its value depends on the nature of the wall-boundary
condition applied at the bottom and whose formulation for smooth or rough walls is:

1 x
Uy ( In( = )+ Clog> for smooth walls, (3.2a)
B ln(z + ZO) for rough walls. (3.2b)
KR 20

In these equations, k is the Von Karman constant equal to 0.42, v is the kinematic viscosity, and
Clog & constant equal to 5.2. Two characteristic heights appear. The first one is 6, = v/u, the
viscous length scale, with respect to which we define the dimensionless height 2t = 2 /6, = 2z u, /v
which characterises the flow within the logarithmic boundary condition. The second one is the
roughness height zy characterising the effect of the wall roughness on the flow.
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Using the SLM model and neglecting the effects of the third order terms, the equations governing
the Reynolds tensor are simplified into Eqs 3.3:

o(U) 2e (uu)

() - 2(u) L == -+ Cie, (3.32)
() (w20 = 2 fud, (3.3b)
(wv) : 0=— S‘EL@!? + Coe, (3.3¢)
(ww) 0=— éz@“”ﬁ + Coe. (3.3d)

Resolving these equations shows that the second-order moments are constant in the domain
with analytical values given by Eqs 3.4:

l—i—%Co

Ve

Co+2

e

u? ~ 3.34u? (3.4a)

~ 2.94u2, (3.4b

* —

3.1.2 Verification for Both Smooth and Rough Walls

We now verify that the physics of the SBL is well respected using the reference wall-boundary
condition presented in Paragraph 1.3.3.2.4 for smooth as well as rough walls. Similar verification
of the effects of the wall-boundary condition on smooth walls were proposed by Dreeben and
Pope [1998] and Minier and Pozorski [1999] using a stand-alone approach, and by Bahlali et al.
[2020] using a hybrid method. However, the case of rough walls, which is of major importance
for atmospheric flows, was not considered. It is therefore interesting to extend the analysis to
assess if the reference wall-boundary condition can also be applied for rough walls.

The simulations presented here were obtained with the numerical hybrid formulation introduced
in Section 1.3.3.3. In this chapter, to focus on the analysis of the error introduced in the
Lagrangian methods, analytic solutions described in Section 3.1.1 are used for the estimation
of the mean carrier fields at the centre of the cells. The computations were carried out with
the open-source CFD solver code_saturne (see Archambeau et al. [2004]) and a uniform mesh
was used with H/Az = 100, H and Az being respectively the domain and the cell heights.
The natural way to shift the rebound plane away of the physical location of the wall is to
extract the Lagrangian domain from the FV one. This means that the FV mesh is also used
for the Lagrangian method, but the boundary condition is set at a height 2P!. The particles are
injected only above this plane as schematised in Figure 3.1. We consider the flow of air in a
domain of height H= 50 m, with u, =1 ms_l, thus with a Reynolds number Re, = H.u, /v ~
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3.35 10%. As indicated, the Lagrangian boundary condition is applied at a dimensionless height
J - 2Py, Jv = 1.67.10° in the logarithmic zone. The simulations were carried out with a
time step sufficiently small compared to the lowest Lagrangian timescale seen by the particles
and compared to the condition imposed by the CFL to neglect the temporal error discussed
by Peirano et al. [2006]. Similarly, the number of particles is sufficiently high to consider that
the statistical error is small compared to the spatial one. The main source of numerical error is
the spatial discretisation, discussed in Sects. 3.2 and 3.3.

In the following, dimensionless quantities denoted with the superscript T are plotted as a function
of the dimensionless height z/H (based on the height of the domain simulated). The mean
velocity and Reynolds tensor are scaled with the friction velocity wu., so that (U)" = (U)/u.
and (u;u;)t = (u;u;)/u?, while the mean concentration is normalised using the concentration
(C) ; averaged all over the domain, giving (C)* = (C)/(C) .

Two main criteria are considered: first, the respect of the well-mixed criterion and, second, the
respect of the theoretical values of the first and second-order velocity moments, as prescribed
in Section 3.1.1. The first condition states that, since particles represent a fixed unit of mass,
their concentration must remain constant so as to ensure mass conservation and the validity of
a Lagrangian stochastic approach (see Pope [1985]). In the present case, this means that we
should conserve (C)* = 1 everywhere across the domain. As will be seen below, this criterion is
always respected here since the mean pressure gradient is properly introduced in the Langevin
formulation. This point has been repeatedly addressed (e.g. by Minier et al. [2014] and Bahlali
et al. [2020]) and is now well established. We therefore concentrate mostly on discussing the
second criterion.

3.1.2.1 Verification on Smooth Walls

Results obtained using the reference wall-boundary condition and the specular one with a
smooth wall are presented in Figure 3.2. As shown in Figure 3.2A, the concentration within the
domain remains constant and the well-mixed criterion is respected, for both rebound conditions
(the slight fluctuations are due to the inherent statistical noise of the Monte Carlo approach).
This confirms that, once the mean pressure gradient is properly accounted for in the Langevin
equation for particle velocities, there is no accumulation or depletion of particles even near the
wall. This behaviour is not influenced by the details of the wall boundary condition applied to
the particle streamwise velocity component and essentially reflects the specular reflection used
for the particle vertical position. However, when we consider first- and second-order velocity
moments, marked differences can be observed between the two boundary conditions. When
the elastic rebound condition is used, a zero-gradient condition on the velocity is actually
imposed, thus not respecting the shear stress which is the driving force in SBL flows. As
the gradient of velocity tends towards zero, the velocity is overstated near the rebound plane as
seen in Figure 3.2B. Without this gradient of velocity, the production terms in Egs 3.3 tend to
become null and this results in a tendency to have isotropic turbulence near the rebound plane.
Such trends are clearly apparent in Figure 3.2C where the shear stress (on the left) goes to zero
and the streamwise component of the Reynolds tensor (on the right) tends towards the normal
component of the Reynolds tensor (on the middle). On the contrary, the reference an-elastic
wall-boundary condition enables to properly maintain the shear stress across the whole SBL.
This is evident in Figure 3.2C, where the components of the Reynolds tensor are effectively
constant and in line with the values expected from Eqs 3.4. Note that we have also a proper
profile of velocity in Figure 3.2B, i.e. linear on a semi-logarithmic scale.
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Figure 3.2: Vertical profiles in the surface-boundary layer for smooth walls: the normalised
concentration (A); the dimensionless mean streamwise velocity (B); and the four non null
components of the dimensionless Reynolds tensor (C), (note that, since in the spanwise and
normal direction the Reynolds tensor components are equal, only the latter one is plotted).
Considering a smooth wall, two results corresponding to two distinct Lagrangian boundary
conditions are compared: the reference an-elastic wall-boundary condition (#) and the elastic
wall-boundary condition ( ¥ ). Both respect the well-mixed criterion but only the reference
wall-boundary condition enables to obtain correct mean velocity and Reynolds tensor profiles
compared to the analytical solutions (ma).
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3.1.2.2 Verification on Rough Walls

A similar analysis was performed with a rough wall instead of a smooth one. The roughness
height considered is zg = 0.1 m. In the flow studied here, such a wall can indeed be considered
as rough since zg' = zou«/v ~ 6.7 103 > 1. It is important to realise that the dimensionless
roughness height enters only the wall-function treatment of the moment approach (thus only
in the FV solver) to obtain the correct mean velocity law according to Eq. (3.2b). Although
this roughness height impacts the value of the mean velocity, it does not modify the shear
stress which depends solely on the friction velocity u, imposed by the upper flow. Therefore,
since the boundary condition applied on the particles, cf. Eq. (1.235), is built to respect a
condition not directly on the mean velocity but on the shear stress, it is unchanged regardless of
whether we consider smooth or rough walls. This is demonstrated by the numerical results shown
in Figure 3.3, which confirm that the boundary condition used in the Lagrangian stochastic
method is still valid for rough walls. Given that the fully turbulent shear-stress evolution is
alike with both smooth and rough walls, these results are quite similar to the ones obtained for
smooth walls and the same interpretations can be made.

At this stage, it is worth repeating a word of caveat: too often, as recalled by Haworth [2010], a
specular rebound is implemented to represent the effects of the wall for high-Reynolds-number
flows. As demonstrated here, this condition does not respect the physics of the logarithmic zone
and, in particular, the characteristic constant shear-stress profile. For this reason, it should be
avoided and replaced by the reference an-elastic wall-boundary condition which, furthermore, is
valid for both smooth and rough walls. The latter rebound condition is kept for the rest of this
work.

3.1.3 Independence with Respect to 2P

From now on, we mainly focus on the velocity second-order moments which are the most
sensitive to potential sources of error. In the previous section, the height at which the boundary
condition was implemented in the logarithmic zone was chosen somewhat arbitrarily. We now
demonstrate that numerical outcomes are independent of the location at which the reference
an-elastic wall-boundary condition is applied, as long as it is set in the logarithmic zone.

To this end, we consider that the rebound plane is implemented at different dimensionless heights
2Pl There are two ways to modify this value: either by modifying the nature of the flow through
its Reynolds number, or by changing the geometrical height of the rebound plane. The results
presented in Figure 3.4 are based on this second method but similar results would have been
obtained by modifying the Reynolds number. For these simulations only, the Reynolds number
characterising the flow is lowered to Re, = # = 3348. The plane is set on different height
corresponding to P = 335, P = 167, P = 100, and P = 6. Then, as we can see
in Figure 3.4, the results are independent of the choice made for the height of the rebound plane
as long as it remains within the logarithmic zone. The only difference is that by lowering the
physical position of the rebound plane we can have access to information closer to the wall.

To conclude, the numerical results presented in this section demonstrate the validity of
the particle an-elastic wall boundary condition, Eq. (1.235), and provide additional support
compared to previous studies. Two important results complete this validation process: first,
this wall boundary condition can be used, without any modification, for smooth and rough
walls; and second, the resulting profiles across the SBL are insensitive to the location of the
rebound plane at which the an-elastic condition is applied provided that this rebound plane
remains within the logarithmic region. Note that wall functions in the FV formulation usually
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Figure 3.3: Vertical profiles in the surface-boundary layer for rough walls: the normalised
concentration (A); the dimensionless mean streamwise velocity (B); and the four non null
components of the dimensionless Reynolds tensor (C) (note that in the spanwise and normal
direction the Reynolds tensor components are equal, only the latter one is plotted). Considering
a rough wall, two results corresponding to two distinct Lagrangian boundary conditions are
compared: the reference an-elastic wall-boundary condition () and the elastic wall-boundary
condition ( X ). Both respect the well-mixed criterion but only the reference wall-boundary
condition enables to obtain correct mean velocity and Reynolds tensor profiles compared to the
analytical solutions (a=.).
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Figure 3.4: Vertical profiles of the four non null components of the dimensionless Reynolds
tensor for different boundary condition implementation heights 2P (note that in the spanwise
and normal direction the Reynolds tensor components are equal, only the latter one is plotted).
First the vertical profiles for all components are plotted all over the domain (A). Then for each
component respectively (uw) (B), (ww) (C) and (uu) (D), a focus is set on the few cells near the
wall and for each simulation the profiles are plotted side-by-side. The implementation height
considered are: zP!" = 335 (M); 2P =167 (e ); 2P =100 %) and 2P = 67 (+). The grey
dashed box in the sub-figure (A) represents the zoomed zone near the wall. On the other sub-
figures the grey dotted lines represent the FV cells and the coloured dotted lines the different
boundaryfondition implemented. Note that the results are independent of the implementation
height 2P!" .
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consider that the lower limit of the domain is shifted from the physical position of the wall by a
distance, referred as zy for rough walls. One can then apply the PDF rebound plane directly on
the boundary face of the FV mesh. This situation is considered from now on. Given the physical
soundness of the present one-particle PDF model, we can turn our attention to the analysis of
spatial numerical errors.

3.2 Interpolation of Mean Fields at Particle Positions
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The purpose of this section is to introduce the issues related to the interpolation step. From
now on, the fine FV mesh is made coarser to highlight the spatial numerical errors, we have
then H/Az = 20. The limit of the local uniformity hypothesis is first discussed in Section 3.2.1.
In Section 3.2.2, we present improved interpolation methods as well as numerical results, after
selecting which mean fields are best to interpolate.

3.2.1 Limitation of the Piece-wise Constant Interpolation Scheme

We start by bringing out the source of error that appears when using the local uniformity
hypothesis for the interpolation of mean fields at particle locations in the vicinity of the wall.

To evaluate the local uniformity hypothesis, we can compare the first-order term in the Taylor
expansion to the value at the centre of the cell X¢. For a variable W, this local uniformity
hypothesis requires that, everywhere in the local volume where the hypothesis is applied, we
have:

[grad ¥ (X)[[(X; — X{)| < ¥(X°). (3.5)

In our case, given that the mesh is uniform, and that all the non-zero gradients increase as we
get closer to the wall, the condition has just to be fulfilled at the rebound plane. For example,
this condition for the Lagrangian timescale at the rebound plane implies that:

2
_oR 0.5Az <

\/C>0U* \/C>0U*

2K

(0.5Az + 2Ph). (3.6)

If we want to implement the rebound plane at the same location as the FV parietal law, i.e by
setting zP! = 2y, the latter condition cannot be respected. Indeed, a hypothesis underlying the
use of such parietal laws is to observe spatial scales larger than the shift implied by this parietal
law. Therefore, we should have 2zp/Az< 1. This means that the condition Eq. (3.6) and the
uniformity hypothesis are not respected.

Furthermore, when considering uniform mean fields within a cell, the local variations of statistics
and their mean gradients result from the presence of particles coming from nearby cells. The
latter ones "keep in memory" the mean field encountered previously during a time which is of the
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order of the Lagrangian timescale defined in Eq. (1.213). Therefore, if the particle residence time
in a given cell is larger than the local value of the Lagrangian timescale, the dynamics is mostly
governed by the uniform fields within this cell, regardless of what happens in the surrounding
ones and without any noticeable effects of the mean gradients. Since the mean velocity gradient
is the source of the production terms in Eqs 3.3, under these conditions, the estimated kinetic
energy of the particles would then tend towards the case of a uniform isotropic maintained
turbulence (this issue is further discussed in Appendix 3.A). At the opposite, when Lagrangian
timescales are small, near the interfaces between two cells, the step in the mean fields has to
be bridged quickly, thus over a small distance. This yields locally to an overstatement of the
estimated mean velocity gradient and of the estimated shear stress and streamwise component
of the Reynolds tensor. Such spurious effects are illustrated in Figure 3.5.

cell;
Overproduction
top of the gradient
oy
cell; ) z
/ z e Locally uniform
5bot
L Overproduction
of the gradient
cell;_;

Figure 3.5: Hlustration of the spurious evolution of the statistics within a cell when a piece-wise
constant interpolation is used in a zone where the turbulent length scale d, is small compared
to the cell size Az. This situation occurs near the wall. In this case the turbulent mixing is not
sufficient leading to an overestimation of the gradient and production term at the faces and an
underestimation of these quantities at the centre of the cells.

Using a Pp interpolation method, for this ‘mixing effect’ to properly take place, it is thus
necessary to ensure that there is no zone where particle dynamics is governed only by the
uniform fields assumed in the current cell in which they are located. In order to do so, one may
assert that the characteristic vertical turbulence length scale o7, = \/(ww)T}, (the distance over
which a particle "keeps memory" of carrier fields from other cells) must be large compared to
the size of the cells. In this situation the evolution of d;, is governed by:

1 2K
0r(2) > \/(ww)Tr, = Cyux—==—2 =~ 0.61z. 3.7
L(2) ( > L 0 VColix ( )
The respect of the condition Eq. (3.8) can give us a criterion to consider if a mesh is sufficiently
fine. In SBL flows, it is sufficient to respect this condition at the rebound plane:

6 ~ 0.61(0.5Az + 2P!) > Az. (3.8)

Once again, if we impose 2P! = z, this condition is not satisfied. Thus, using a Py interpolation
scheme, at the centre of the cells in the immediate vicinity of the wall-boundary condition, we
expect to find a zone in which particles see only the uniform properties associated to this cell.
The corresponding errors are further highlighted in Appendix 3.A and solutions to limit them
are discussed in Section 3.2.2.
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3.2.2 Improved Interpolation Methods

We have seen in Section 3.2.1 that, near the wall and especially if we set the rebound plane
at the FV wall boundary, the Py interpolation is not valid anymore and does not enable to
properly recreate the particle-based mean velocity gradient and the production terms. Improved
interpolation methods are thus needed. It is however useful to select first which mean fields are
to be interpolated before addressing how this can be achieved.

3.2.2.1 Selection of the Mean Fields to Interpolate

To select the fields to be interpolated, we can think of the mean fields appearing in the evolution
of the moment of interest, cf. Eq. (3.1) and Eqgs 3.3. This corresponds to the mean velocity and its
gradient, the mean pressure gradient, the Reynolds tensor and the dissipation rate. On the one
hand the variations of density, pressure gradient, and Reynolds tensor must be small compared
to their value at the centre of the cells. This is especially true in the case of neutral SBLs where
these quantities should be constant. On the other hand, near the wall, the dissipation rate and
the mean velocity gradient become very large. Thus, for these fields, we can no longer estimate
that only the first term in the Taylor expansion is dominant. For the mean velocity, this would
result in a poor estimation of the production term and the Reynolds tensor as the ensemble-
averaged velocity gradient is not handled very well near the wall with a Py interpolation. In
consequence, a finer reconstruction method is needed for the mean velocity, which is to be
retained as a mean field to interpolate. For similar reasons, a finer description should also be
considered for the evolution of a turbulent quantity associated to the dissipation rate. The issue
is then to select which turbulent scales is best to consider from a numerical standpoint. In that
sense, the turbulent dissipation rate is not the best candidate due to its hyperbolic variation.
Near the wall, it is more convenient to consider the turbulent timescale 7;, = k/e which is far
smoother than the turbulent dissipation rate and does not have any singular point as discussed
by Speziale et al. [1992]. In particular, within the logarithmic zone, T; evolves linearly with
the distance to the wall whereas ¢ evolves with the inverse of this distance. Numerically, the
Lagrangian timescale appears therefore as the relevant turbulent variable to interpolate. In the
spirit of k — 7;; models, 73 is then chosen to reconstruct the Lagrangian timescale and to use this
quantity instead of the dissipation rate. Note that this amounts to using a R;; — T, formulation
instead of a I;; — € one. Other quantities such as the turbulent Reynolds number Re; = % as
proposed by Zhang et al. [2020] may be promising candidate for similar reasons than 7; but are
not considered in this work. It is also worth noticing that the selection of the fields to interpolate
more precisely depends on the physics considered and the variables retained in the state vector.
For example, when considering the transport of a scalar W, if we are interested in its variance
or in its turbulent fluxes, the treatment of the scalar gradient in the corresponding production
term requires a precise interpolation of the mean field (¥).
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3.2.2.2

Interpolation Methods

To select interpolation methods, we first require that they respect three conditions. More
precisely, a proper interpolation method should:

Cond. i

Cond. ii

Cond. iii

be local, so as to be easily implemented in complex geometries and within non-
homogeneous meshes (this is in line with the NGP interpolation considered);

provide an improved description of the mean velocity and Lagrangian timescale fields
compared to the case of a uniform interpolation near the wall, so as to avoid the pitfalls
presented previously;

respect key physical equilibrium near the wall, in particular to ensure that the
production-dissipation balance is still satisfied.

To highlight the relative importance of the two last conditions, four interpolation methods of
the mean fields at the position of the particles are now introduced. They are:

Interp. 1

Interp. 2

Interp. 3

Interp. 4

Py interpolation on the mean velocity and Lagrangian timescale fields.

This first interpolation is the one used previously. It does not respect the condi-
tions Cond. ii and Cond. iii. It should yield to the spurious effects specified
in Section 3.2.1, illustrated in Figure 3.5 and plotted in Appendix 3.A in Figure 3.A.1.

P; interpolation on the mean velocity and Lagrangian timescale.

This interpolation is the simplest and most natural one when accounting for the
necessity to improve the interpolation for these two fields (see Cond. ii). This is
especially true for the Lagrangian timescale for which such an interpolation method
enables to retrieve the analytical profile near the wall. However, within a cell, this
method is not consistent with the condition Cond. iii for the production-dissipation
balance governing the dynamics of the SBL. Indeed, as the mean velocity field is linearly
interpolated, its gradient is considered constant within a cell which means that the
production term and the Lagrangian timescale should also be piece-wise constant.

P1 interpolation on the mean velocity field and Py interpolation on the Lagrangian
timescale field.

Although less accurate than the previous one, this interpolation respects the condi-
tion Cond. iii and the production-dissipation balance. However, it does not respect
the condition Cond. ii; as seen with Eq. (3.6), the local uniformity hypothesis for the
Lagrangian timescale does not hold at the wall.

A logarithmic interpolation of the mean velocity field with a linear interpolation of the
Lagrangian timescale field within wall cells and the interpolation Interp. 3 everywhere
else.

This interpolation is proposed in the spirit of the wall-function treatment to retrieve
both conditions Cond. ii and Cond. iii. Indeed, to respect the condition Cond. ii and
especially the analytical profile near the wall, a linear interpolation should be used
for the Lagrangian timescale. Then, to respect the production-dissipation balance
condition Cond. iii, this choice of interpolation for the Lagrangian timescale requires
to select a logarithmic interpolation for the mean velocity. Such an interpolation
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hypothesis is less justified in the whole domain and, moreover, it requires to have
access to the relative position between a particle and the wall everywhere. Thus, to
remain local and respect the condition Cond. i, this interpolation is applied only in
the cell in which the wall boundary condition is applied. In these near-wall cells, the
assumption of a locally developed logarithmic layer is indeed consistent with the wall-
function treatment used for the carrier flow. In the case where a cell is in contact
with several wall-boundary conditions, we can consider only the interactions with the
closest one to the particle. To do so, only the normal distance to the corresponding
face and the shear stress associated to this face are necessary. Outside the immediate
near-wall cells, it is necessary to consider another interpolation scheme. The one kept
is the third one (i.e. Interp. 3) as it respects all the three conditions outside the close
vicinity of the wall.

In the present work, we restrict ourselves to these simple and local interpolation schemes
even though more advanced and accurate interpolation methods exist (see Subramaniam and
Haworth [2000], Jenny et al. [2001], McDermott and Pope [2008], Viswanathan et al. [2011]).
If one wishes to use such extended schemes, three main issues should however be carefully
addressed:

o The consistency between the reconstruction of the production and dissipation terms (Cond.
iii) should be assessed. Indeed, the error induced by inconsistent reconstructions can offset
the gain of accuracy in the interpolation of mean fields, as shown in Figure 3.6;

e The implementation of such methods on 3-D unstructured meshes can turn into a daunting
task;

o Within the scope of self-contained or stand-alone methods, the modification of the
interpolation scheme is not as straightforward and cannot be applied as such. Indeed,
in this context, the averaging scheme used to obtain the statistics issued from the particles
must be of same or higher order than the interpolation scheme used to interpolate the
mean moments at the position of the particles (see Hockney [1966]). An analysis on the
averaging scheme considered would then be a prerequisite and the local NGP method used
should certainly be modified.

For these reasons, such more complex schemes are not considered in the present work.

3.2.2.3 Numerical Results

In order to compare the interpolations proposed above, a SBL is simulated as previously. The
simulations were carried out considering a 20 cells mesh for the finite volume calculation. A
rough wall-boundary condition is implemented with a roughness height of 0.1 m. The rebound
plane is set on the same level than the FV wall-boundary condition, i.e. at a dimensionless
height of za' = 6.7 10*. Since the zone of interest is near the rebound plane, we focus on the
flow obtained within the first few cells of the FV mesh. To access the spatial evolution of the
extracted statistics within each FV cell in order to assess the errors induced by the different
interpolation schemes, a specific treatment is applied to the statistics plotted in Figure 3.6.
The ensemble statistics are first estimated on a spatial partition of the domain 100 times finer
than the FV mesh. They are then spatially averaged over ten bins, which means that in each
FV cell 10 points are plotted. By doing so, we remove the spatial error introduced by the
estimation of the statistics on statistically non-uniform averaging bins. This error is discussed
later in Section 3.3.
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Figure 3.6: Vertical profiles of the dimensionless mean streamwise velocity (A), the four non null
components of the dimensionless Reynolds tensor (B) in the few cells near the wall (note that
in the spanwise and normal direction the Reynolds tensor components are equal, only the latter
one is plotted). The results obtained with four interpolation methods are compared: Interp.
1, which is a piece-wise constant interpolation for all mean fields(¢); Interp. 2, which is a
piece-wise linear interpolation for both mean velocity and mean Lagrangian timescale fields
(A); Interp. 3, which is a piece-wise linear interpolation for the mean velocity field and piece-
wise constant interpolation for the mean Lagrangian timescale field (V¥); Interp. 4, which is
a logarithmic interpolation for the mean velocity field and piece-wise linear interpolation for
the mean Lagrangian timescale field in the cell at wall and similar to the previous interpolation
otherwise (). These statistics are compared to the analytical solution (= ..). Note that a specific
statistical treatment has been made to avoid the statistical error discussed on Section 3.3.

When using the Py interpolation on all mean fields, we observe, as expected, a spurious
behaviour near the wall with a uniform flow tending to appear at the centre of the first cell and
overestimated fluctuations near the cell interfaces. This can be noticed by the erroneous S-shaped
profile of the mean velocity within the first cell in Figure 3.6A. This is also quite noticeable
in Figure 3.6B for the estimations of the second-order moments. Indeed, the streamwise
components tend towards the values corresponding to a uniform maintained isotropic turbulence
in the centre of the first cell while they are overpredicted at the interfaces due to overestimated
gradient of the mean velocity in these areas. Those effects are well diminished by using a P
interpolation on the velocity.

However, since such P; reconstructions are in general discontinuous, we can see an error on the
second-order moments between the first and second cells due to the step of the mean velocity
field at the cell interface. Having a more continuous profile for the Lagrangian timescale,
the numerical discontinuity for the mean moments is better handled with Interp. 2 than
with Interp. 3, as we can see at the interface between the two first cells. Yet, near the rebound
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plane, an underestimation of the shear stress is noticeable at the wall using Interp. 2 but not
using Interp. 3. Interp. 2 does not respect Cond. iii for the production-dissipation balance, due
to the P; interpolation of the Lagrangian timescales. Indeed, since the velocity gradient and
the production term are considered as uniform, the linear decrease of the Lagrangian timescale
characterising the turbulent structures lifetimes is not compensated. Near the wall, this results in
a spurious decrease of the shear stress and streamwise component of the Reynolds tensor. Across
the first cell, the consistency in the production-dissipation equilibrium, cf. Cond. iii, seems to
play a key role compared to the accuracy in the description of the Lagrangian timescale Cond.
ii. Then, Interp. 3 yields almost perfect predictions for the second-order moment. However,
near the rebound plane, there is still a noticeable discrepancy between the results obtained
respectively with a linear and with a logarithmic interpolation. Finally, Interp. 4, relying on
an analytical interpolation in the first cell, seems to reproduce the exact solution for both mean
velocity and Reynolds tensor. It is thus the one proposed when we can ensure that, everywhere
in each point of the wall cells, the linearly interpolated Lagrangian timescale field is sufficiently
large to use the SLM model developed for high Reynolds number flows.

To conclude, in the vicinity of the wall a description finer than Py is necessary to properly recreate
the mean velocity gradient and the production terms. It is emphasised that the consistency
between the interpolation of the mean velocity and the Lagrangian timescale plays an essential
role. To fulfil these conditions, the mixed interpolation method, namely Interp. 4, is proposed.
In the spirit of a wall-function treatment, analytic interpolations of the mean velocity and
Lagrangian timescale at particle positions are used in the cells in the immediate vicinity of the
wall. Further from the wall, the simpler interpolation method, Interp. 3, which consists in a
piece-wise linear interpolation of mean velocity field and piece-wise constant interpolation of
the Lagrangian timescale is used to respect the production-dissipation equilibrium. In order to
obtain these results, a spatial average has been applied to remove spurious statistical artefacts
that are studied in Section 3.3.

3.3 Analysis of Statistical Bias Induced by Local Spatial Aver-
aging
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As described in Section 1.3.3.3, either at the end of each iteration or in a post-treatment step,
statistics extracted from a set of particles are estimated on a given partition of the space. For
fluid particle simulations based on hybrid methods, it is worth recalling that statistics derived
from the set of particles do not enter the particle evolution equations. These statistics are,
however, observables used to assess particle dynamics. It is therefore of key importance to ensure
that they are not biased by statistical artefacts that would result in misleading interpretations.
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In that sense, the main purpose of this section is to focus on the potential numerical errors
appearing when estimating statistics by local averaging.

As specified in Paragraph 1.3.3.3.4, these errors are of two kinds. On the one hand, there is
the inherent zero-average statistical noise due to Monte Carlo estimations using a finite number
of particles. This well-known error converges with the square root of the number of particles
and is not further discussed in the following. On the other hand, a second source of error is
caused by spatial discretisation when statistics are obtained over particles within small averaging
bins. If the hypothesis of local homogeneity is not respected within these averaging bins, spatial
errors can appear in the estimations of the covariances as demonstrated in Section 3.3.1. To
limit this source of error, the straightforward solution is to estimate statistics on finer bins.
If the same statistics are needed on coarser bins, one may simply spatially average them in
the spirit of multi-grid methods. However, this refinement process introduces multiple spatial
divisions of the domain which are inconvenient for particle tracking and more time consuming.
To avoid such statistical artefacts while keeping the original coarse bins, a new approach is
developed in Section 3.3.2 which consists in correcting statistics. These new correction terms
are based on an assumption about the profiles of the first-order statistics within the averaging
bins. Unless otherwise stated, from now on, the mean moments of the carrier flow are analytically
interpolated at the position of the particles in the whole domain. This is done to focus on the
error impacting the statistics without interference from issues associated to the determination
of the mean moments of the carrier flow or their interpolations.

3.3.1 Effect of the Non-Uniformity in the Averaging Bins on the Statistics

The goal in this section is to identify and quantify the source of spatial numerical error which
can affect the estimation of statistics in averaging bins when the hypothesis of homogeneity,
upon which probabilistic averages are replaced by spatial ones, breaks down.

3.3.1.1 Effect of the Non-Uniformity within the Averaging bins on the Estimator
of the Moments

For any quantity ¥, its averaged value at a position X noted (¥)(X) is approximated by the
estimator of the mean noted (¥),. This estimator corresponds to the ensemble average over all
the particles located within a given averaging volume €2 around the position X . It converges
towards the true statistic, which is the element of interest, when the averaging volume tends
towards zero and the number of samples tends towards infinity, i.e. (V)(X) = slzi—% (W)

ngo—0o0

We might wonder if (¥), effectively represents the spatial average of the mean (& [, (¥)(X)dQ)
even when (¥)(X) is not uniform in this volume Q. For this purpose, let us consider a coarse
averaging bin ) containing particles uniformly distributed but in which mean moments vary
(which means that the hypothesis of local homogeneity is not satisfied). Let us split this coarse
volume {2 in a sufficiently high number of smaller sub-volumes w so that statistics can be regarded
as uniform within each of these sub-volumes. A scheme of such a splitting in the vertical direction
is represented in Figure 3.7. Note that for the sake of simplicity and clarity we consider that
the mean flow varies only in one direction where the refinement is applied. Indeed, the present
methodology does not depend on the number of dimensions of the problem and can easily be
generalised in 3-D so that it is sufficient to discuss the 1-D situation.

We assume that the number of particles n, within each sub-volume w is sufficiently large to
consider that the ensemble average does not suffer from statistical error. After obtaining the
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statistics issued from the set of particles on each of the sub-volumes, we can take the spatial
average of those statistics over all the sub-volumes composing §2 as shown in Figure 3.7. Under
the hypothesis considered we have (V) = (¥)(X) and thus & [, (I)(X)dQ = 3 ,cq 2= ne (W),
For the estimator of the mean on the coarsest volume we have:

n, 1 1
PP — o | L WP :/ (U)(X)dQ (3.9)
—
(0,

Thus, there is no spatial artefact on the estimation of the mean quantities even if the flow is not
uniform inside a given averaging bin.

(¥D)g = (¥)o(®)o

Direct computation of the statistics on coarse averaging bin

T ey, - (v, (@), ,,,,, . ,-,,,,f,:f,,,éfg<‘l’<l>>w—(‘f’>w<<l>>wd9".'

Ensemble statistics s al.. o, Spatial averaging
on finer bins on the coarser bin

Figure 3.7: Illustration of the error appearing during the statistic estimation step due to the lack
of uniformity of the mean fields within the averaging bins. In the upper part, the covariances
are estimated directly on the coarse bin (2 and are affected by numerical error. In the lower
part, the refinement method used to limit this error is depicted. First, statistics are estimated
on more refined bins w and are then spatially averaged to obtain the results on the coarser bin
Q). The refinement is made only in one direction as we consider a 1-D validation case. Note that
only the estimation of the covariances are affected by this deterministic spatial errors .

We also want to check if the covariance estimator is unbiased, i.e. if the estimation of the
covariance obtained on the whole volume is the same as the spatial average of the true covariance.
We have then for two quantities ¥ and ®:

(10— (Ma(@)y = 3 2 (= 3 we? | () (a),
wEeN w pew

Estimator of the covariance

(vo),,

Q/ () B)dO + / W (@)  (3.10)

True covariance of interest Bias: Spatial covariance of the mean fields

It follows that, when the first-order moments vary across the coarse averaging bin 2, the
estimator of the covariances extracted directly from the whole set of particles (on the LHS
of Eq. (3.10)) differs from the spatial average of the true covariances (the first term in the RHS
term). This is emphasised by the presence of the spatial covariance of the first-order moments
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within the coarse volume (the second RHS term) which is a spatial artefact caused by the non-
respect of the local homogeneity hypothesis within the averaging bins. It is clear that similar
issues would occur for higher order moments. Yet, in this study, we limit ourselves to the
estimation of covariance as higher order statistics are less used as observable.

To conclude, even for correct particle dynamics, an error can impact some covariance estimators.
The estimators which are biased are the ones whose corresponding first-order moments vary
within the averaging bins.

3.3.1.2 Convergence of the Spatial Error on the Estimator of the Covariance

In this subsection, we estimate the magnitude of the deterministic bias introduced in Eq. (3.10).
Since it is due to the spatial variation of mean velocity within the averaging bins, it is clear
that this error depends on both the profiles of mean statistics ((¥), (®)) as well as on the size
of these averaging bins. In the situation studied, as the flow is uni-axial, taking ¥ and & as
the components of velocity, an error appears only if ¥ = & = U. Since the spatial variance of
the mean streamwise velocity is positive, if the averaging bins are too coarse, the streamwise
component of the Reynolds tensor is overestimated. Far from the wall, the velocity gradient
is small and thus the spatial averaging bias remains low. However, as we go closer to the wall
where the velocity gradient increases drastically this error becomes more important. For given
particle dynamics with an analytical interpolation of the mean carrier fields at the position of the
particles, this effect is demonstrated in Figure 3.8. This source of error can be preponderant,
for example in this case without refinement, when the bias is of the same magnitude as the
covariance itself and when the estimated covariance is twice higher than expected. It is also
clear that this error converges to zero when the averaging bins are refined. Note that, since we
consider a 1-D problem the refinement is made uniformly only in the direction of interest as
schematised Figure 3.7.

To circumvent the overestimation of covariances seen in Section 3.3.1, we can first estimate
statistics on a sufficiently fine partition of the domain. Once statistics are estimated on this
refined partition, we can spatially average them on the coarser partition of the domain as
illustrated in Figure 3.7 in one dimension. With this method, the evolution of the relative error
on the streamwise component of the Reynolds tensor within the first coarse FV cell (§2) near the
wall is plotted in Figure 3.9 using different refinement for the intermediate finer averaging bins
(w). The coloured points correspond to the errors after averaging the profiles Figure 3.8 in the
first cell. Two zones can be identified: a first one below a refinement factor (ratio between the
cell size © and the bin size w) of 30 where the error converges with an order 3/2; and a second
one above the refinement factor of 30 which appears as a plateau region where the other sources
of numerical errors presented in Section 1.3.3.3 become preponderant (in this second zone, we
can then consider the averaging bins to be small enough).

Such a method is applicable even for highly 3-D unstructured meshes. Indeed, each volume can
always be split into sub-pyramidal volumes based on one of the faces of the original volume and
on its centre of gravity. This step can be repeated to have a mesh as refined as wanted. However,
tracking particles into such a finer mesh could be time consuming. Yet, in the scope of hybrid
methods, the statistics issued from the set of particles do not impact their dynamics. Thus, this
could be done only once as a post-processing step, so as to limit the increase of computation
time. Even so, an important issue at stake is to be able to determine a criterion to ensure
that the averaging bin is small enough. This criterion should provide the relative importance of
this source of error compared to the other ones stated in Section 1.3.3.3. However, criteria to
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Figure 3.8: Vertical profiles of the statistical estimator of the streamwise component of the
Reynolds tensor in the vicinity of the wall using different spatial bins for the local averaging.
Compared to the FV cells (indicated by the grey dotted lines), the bins are respectively: of the
same size (9); 5 times finer (#); 10 times finer (); 20 times finer (¥); 50 times finer (A). Note
that these observed statistical estimators are extracted from the same particle set, i.e. they
correspond to identical particle dynamics.
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Figure 3.9: Evolution of the error on the estimator of the streamwise component of the Reynolds
tensor in the first FV cell with the refinement factor. The refinement factor corresponds to the
ratio between the size of the FV cell 2 and the size of the averaging bins w used to estimate the
intermediate statistics at first. These statistics are then spatially averaged on the FV cell. It
is observed that the error first converges with a rate z—3/2 (+sxs) as long as the spatial error on
the statistics is the main source of error (until a refinement factor around 30). Then the level
of error due to the statistical noise of the Monte Carlo methods on a finite number of particles
is reached and this error stagnates on a plateau (=a.). Each coloured dot represents the error
obtained after a spatial average of the corresponding profile in Figure 3.8 within the first cell.
Note that these observed statistical estimators are extracted from the same particle set, i.e. they
correspond to the identical particle dynamics.
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quantify a priori these other sources of error do not exist in the general case. It is still possible
to resort to an iterative process to determine if the averaging bins are small enough. At each
iteration, the previous averaging partition of the domain is refined and the results on the new
averaging partitions are compared with the results on the previous one. Once these results are
similar the averaging bins can be considered small enough.

3.3.2 Proposition of Correction of the Statistics on the Finite-volume Mesh
Assuming Profile of the First-Order Statistics within the Averaging
Bins

To avoid iterative refinement processes and having to deal with multiple space divisions, a second
idea is to directly estimate the covariance of mean moments on the coarse averaging bins (2 (e.g.
the FV cells) and propose correction terms to compensate the bias appearing in Eq. (3.10). To
do so, we need to reconstruct the fields corresponding to the mean quantities (¥) and (®) in the
domain based on the knowledge of their values at the cell centres. These reconstructed profiles
are noted Ry (X)) and R ) (X)), respectively, and depend on the position as well as on statistics
estimated within the corresponding averaging bin 2. We can then write the corrective term of
the covariance estimator COT% (%<\I,> , 9‘{@,)) as the spatial covariance of the reconstructed mean
fields:

Corls (R(a), R / Ry R gy (X)) dO

—Q/Qm@ dQQ/ZR dq.

This value is expected to be close to the spatial bias which is the true spatial covariance of
the mean fields. Assuming that particles are uniformly distributed within the averaging bins,
one may use an ensemble average over the particles located in each bin (((.))(,) to estimate the
spatial statistics. We have then:

Corly (R, Ry ) = (R ((X))Ra) (X)), — (Riay (X)) (Riay (X))o (3.11)

At this stage, the issue is then to come up with proposals on how to reconstruct the fields
corresponding to the mean moments (i.e. Ry)(X)) within the averaging bins.

3.3.2.1 Proposition of Correction terms

In the following, three reconstruction methods are proposed. They correspond to:

Reconst. unif i)%zm;f (X) = (¥)oVX € Q : no variation of the first-order statistics within the
averaging bins.
The simplest idea is to consider the mean moment constant within the averaging bin
;f ,DC{(@) is null. This is not coherent with the
necessity to use finer interpolation, as discussed in Section 3.2.2. Moreover, as we can
derive from Figure 3.6A, even a Py interpolation of the mean carrier flow does not

and thus the correction Corg> (9%?‘;
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Reconst. lin

Reconst. log

result in a homogeneous evolution for the corresponding moment within a bin due to
the mixing process discussed in Section 3.2.1. Finer descriptions for this evolution
should then be considered.

9%2%: linear variation of the first-order statistics within the averaging bins.

In the general case, one could use a Taylor expansion to estimate the evolution of the
flow within a bin. The estimation of the profile for a quantity (¥) would then require
to know the value of its gradient: @Qﬂl) We have to extract the corresponding
mean gradient from the set of particles. Assuming a local uniformity of the spatial
distribution of the particles in the bin, it is here proposed to estimate this quantity
using the covariance of ¥ and the position X and the covariance of the position as:

grad, (¥) ~ grad (V) = (TX)g — (U)o (X)) - (X ® X)g — (X)g ® (X)g) 7",
Walq (zoz)g) ™"

(3.12)
with & the distance to the local barycentre associated to the particle, i.e. £ = (X —
(X)). The covariance of the position can be reversed since it is a symmetric definite
positive tensor provided that the variance of the diagonal term is non zero. The
latter condition is respected as long as there are at least 3 non coplanar particles
within the averaging bin. With this estimated mean gradient g/I';19<\P>, an estimated
reconstruction of the mean profiles of (¥) within the bin can be built as:

Rp (X) = (¥)q + grad, (V) - z. (3.13)

It is then possible to estimate the correction Cor% (9{%),9%%3) as:

Cor's (%f), Wiy ) = (grad,,(¥) @ grad, (®)) : (z ® z),,. (3.14)

9{2‘&%: logarithmic variation of the first-order statistics within the averaging bins

Near the wall and within a SBL it is reasonable to suppose that the mean velocity
follows a logarithmic profile. In order to use such a reconstruction method, we need
the shear velocity 4. One may assume that the shear stress is constant in such zone
and estimate it as:

U = \/[(urtun)ql (3.15)

where u,; and wu,, are respectively the fluctuations of the velocity components along
the streamwise and normal directions. The covariance (u,uy) should not be affected
by the spatial averaging error since, near wall, the normal mean velocity should be
null: (U,) = 0. In the general case for a quantity ¥ one may want to estimate the
corresponding value 1, defined as:

b, = —Wung (3.16)

[(urtun) g

Based on this value, for rough walls, one can estimate 9‘{1&,9) (X) as:

9{l(?li (X) = <\II>Q =+ % (ln (dwall) - <ln (dwall)>Q) ; (317)
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where dy,qy is the distance of the particle to the wall, typically for rough wall one may
consider dy,q; = Xy + 20. Thus, for the mean streamwise velocity, the corresponding
spurious spatial covariance can be estimated as:

Corls (R, R = % ( (m () )., = (0 (duwar)) ) .

Let us remark that Eq. (3.11) allows the reconstruction methods for (¥) and (®) to differ. For
example, one may estimate:

_ dugrady (¥)

Cor% (i)f{%,g , R ) -

(@) (zIn (dwau))q (3.18)

3.3.2.2 Numerical Results

To investigate the effects of the proposed correction terms in conjunction with the interpolation
methods, numerical results were obtained in the SBL case. Two sets of results are presented
in Figure 3.10 corresponding to two slightly different particle dynamics: in Figure 3.10A, the
mean field values at particle locations were obtained from an analytical interpolation in the
whole flow (i.e. similar to the one used in the first cell using the Interp. 4 scheme), whereas
in Figure 3.10B a linear interpolation method (the Interp. 3 scheme) was used to simulate
particle dynamics. In each situation, the three different reconstruction methods for the statistical
operator are then applied. It is worth stressing that, in each case, these three reconstructions
correspond to the same particle dynamics.

It is seen that, in both situations, the three statistical reconstruction methods differ mostly in
the first cell near the wall which, with the coarse mesh used in the simulations, is indeed where
the discrepancy between the linear and logarithmic evolutions is significant (see Figure 3.6A).
In Figure 3.10A, the linear reconstruction clearly underestimates the variation of the mean
velocity within the cell and the corresponding correction term (Reconst. lin) is too small. On
the other hand, the correction term based on the logarithmic profile (Reconst. log) enables
to perfectly correct the source of error presented in Section 3.3.1. In Figure 3.10B, the
logarithmic assumption (Reconst. log) strongly overestimates the variation of the mean velocity
whereas the linear assumption (Reconst. lin) gives now much better results. Therefore, these
results show clearly that the interpolation of the mean fields at particle positions presented
in Section 3.2.2 and the reconstruction of these mean fields used in the corrected estimator
presented in Section 3.3.2 must be consistent.

These conclusions are supported by additional results obtained with another interpolation
method, namely Interp. 4 (see Section 3.2.2) which consists in a mixed interpolation scheme
based on a logarithmic profile in the first cell near the wall and a linear profile otherwise.
Results are presented in Figure 3.11 where it is seen that nearly perfect predictions are obtained
when a coherent reconstruction method is used to correct statistical estimators, i.e. using the
logarithmic reconstruction in the first cell near the wall and the linear one elsewhere. Note that
the requirement to have consistent methods between what appears as two adjoint operators, the
interpolation method (i.e. going from the mesh to the particles) on the one hand and the one
used to extract statistics (i.e. going from the particles to the mesh) on the other hand, is in line
with the analysis set forth in Peirano et al. [2006] about similar concerns.
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Figure 3.10: Vertical profiles of the statistical estimators of the streamwise component of the
Reynolds tensor in the vicinity of the wall for different interpolation-reconstruction combinations
compared to the analytical solution (=-.). The three reconstruction methods described
in Section 3.3.2, corresponding to three assumptions on how the ensemble mean velocity field
varies in averaging bins, are compared: Reconst. unif, assuming a piece-wise constant profile
(#); Reconst. lin, assuming a piece-wise linear profile (¥); Reconst. log, assuming a logarithmic
profile ( © ). The two sub-figures correspond to two different particle dynamics on which these
correction terms are tested. In sub-figure (A), particles were simulated using the logarithmic
interpolation of the mean velocity field at their positions. In that case, the linear reconstruction
(Reconst. lin) works better than having no correction (Reconst. unif) but is not sufficient,
whereas the logarithmic reconstruction (Reconst. log) corrects nearly perfectly the statistical
estimation. In sub-figure (B), particles were simulated using the piece-wise linear interpolation
of the mean velocity field at their positions. In this case, the logarithmic reconstruction
(Reconst. log) overestimates the correction needed, whereas the linear reconstruction (Reconst.
lin) provides now a fairly good correction of the results obtained with no reconstruction (i.e.
with Reconst. unif).

3.4 Local Conclusions and Perspectives

In this chapter, a detailed analysis to evaluate how SBLs are predicted by a one-particle PDF
model was carried out. This analysis was performed with two main objectives in mind.

The first main objective was to assess the validity of the wall boundary condition developed
by Dreeben and Pope [1997a] and Minier and Pozorski [1999] in the spirit of the wall-function
treatment of the near-wall region. On the one hand, pursuing the analysis proposed by Bahlali
et al. [2020] for hybrid methods, we have shown that this reference an-elastic wall-boundary
condition allows to correctly reproduce the characteristic mean-field profiles of SBLs, by which
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Figure 3.11: Vertical profiles of the statistical estimators of the streamwise component of the

Reynolds tensor in the vicinity of the wall when using the method Interp. 4 to interpolate

the mean carrier fields at particle locations. Two results corresponding to two corrections of

the statistics are compared with the analytical ones (=..): Reconst. unif (¢); and, a correction

coherent with the interpolation methods considered, i.e. a logarithmic reconstruction of the

ensemble mean velocity 9%1&’]9) in the first cell near the wall and a piece-wise linear reconstruction

9‘{1(%% otherwise (A).

we can say that the physics of such layers is indeed well captured. On the other hand, it
was demonstrated that applying a specular rebound as the wall boundary condition yields non-
physical results and serious discrepancies near the wall. Compared to previous studies, additional
results have been obtained. Since the reference an-elastic wall-boundary condition is built so as
to reproduce the shear stress within the logarithmic zone, the results put forward in Section 3.1.2
prove that this condition can be applied, without any modification, for both rough and smooth
walls. Another key result is that the height at which the rebound plane is implemented can
be chosen arbitrarily in the logarithmic zone without impacting the statistics extracted, as
demonstrated by the numerical results presented in Section 3.1.3. It is important to note that
the formulation of the reference an-elastic wall boundary condition does not depend on the
specific details of the Langevin model retained to simulate the velocity of fluid particles. In that
sense, present results and conclusions, obtained with a SLM modelling, are nevertheless valid
and applicable to general PDF models based on particle locations and velocities.

The second main objective was to investigate spatial numerical errors in the context of hybrid
FV/PDF formulations and corresponding Monte Carlo particle/mesh methods. In such hybrid
simulations, it is useful to distinguish two sources of spatial errors, depending on whether they
influence particle dynamics or not. The first source of spatial error is caused by the interpolation
of mean fields at particle positions. These interpolated mean field values enter the Langevin
equation that models the evolution of particle velocities and, therefore, directly affect particle
dynamics. The results put forward in Section 3.2.2 show that, to properly reproduce the local
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mean gradients and production terms, it is important to have a non-uniform interpolation of
the mean velocity field. Furthermore, these results also illustrate a new approach introduced
in the present numerical formulation, which consists in interpolating the Lagrangian timescale
along with the fluid mean velocity. Numerical results indicate that the interpolation of the
Lagrangian timescale should be coherent with the one used for the mean velocity so as to satisfy
the production-dissipation balance at the numerical level. To fulfil these conditions, a local
interpolation method has been proposed with a specific treatment in the wall cells in the spirit
the wall functions. This interpolation method is based on the assumption of an established SBL
within wall cells and can be easily implemented on complex meshes. The second source of spatial
error arise when particle statistics are derived by performing local Monte Carlo estimations in
small volumes around a given point. In the context of hybrid FV/PDF methods, statistics
for fluid particles are not used in the Langevin evolution equation, which means that they do
not affect particle dynamics. These statistics are then mere observables, but it is important
to bring out potential spurious effects to avoid misleading interpretations of particle dynamics.
Such statistical artefacts are linked to the breakdown of the underlying assumption of local
homogeneity upon which these spatial averaging is based. Indeed, as shown in Section 3.3.1,
when first-order statistics are not uniform within the averaging bin, spurious artefacts appear in
the estimation of the corresponding covariances. To lower such effects, a first solution consists in
introducing finer averaging bins. In practice, this means that we are handling two meshes, one
for the fluid mean field computation in the F'V solver and one to extract particle statistics in the
PDF solver. In complex geometries, tracking particles in such duplicate partitions of space (or
meshes) can quickly become cumbersome. To keep only one space decomposition while avoiding
these potential artefacts when deriving particle statistics, new correction methods have been
developed. Based on an assumed reconstruction of profiles of the first-order statistics within
the averaging volume, it is shown in Section 3.3.2 that these statistical artefacts can indeed be
almost perfectly corrected. To achieve this, it is important that the interpolation scheme and
the reconstruction assumed in this correction be coherent. Using this method, the statistics can
then be estimated directly on the same mesh than the one used for the interpolation step.

This study has mainly focused on hybrid FV/PDF formulations. However, they can be extended
to stand-alone methods, with the difference that the second source of spatial numerical error
would also affect particle dynamics. Indeed, in stand-alone methods, the statistic extracted
from the set of particles are reinjected in the dynamics creating a bias error. Furthermore,
only the dynamic aspect of the flow with a very simple state vector Z = (X,U) has been
taken into account in the present work. It is worth noticing that considering more complex
physics, transporting additional fields such as passive or active scalars, similar reasoning should
be applied for the choice of the wall-boundary condition, interpolation scheme and averaging
methods for the turbulent fluxes and variances of interest. This issue is explicitly tackled for
the potential temperature in Section 5.2 to extend the present analysis to thermally stratified
SBL flows.
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Local Appendix

3.A Complement on the Error Induced by Piece-wise Constant
Interpolation

Contents

The goal in the present appendix is to further discuss the influence of the interpolation methods
considered on the particle dynamics. The errors occurring when using a piece-wise constant
interpolation near the wall are emphasised.

Injecting the interpolated mean carrier fields at the position of the particle in the modelling of
the increments of velocity Eq. (1.217b), the SLM model becomes:

U - [U)(X(t);1)
[TLI(X(t);t)

aU = —

[k)(X(1);7) .
dt + \/CLCOWTL(X(t)’ t) dw
(3.19)

where for any carrier field U, ¥ denotes the averaged value extracted from the finite volume
approach and [W](X (¢);t) its interpolation at the position of the particle X (¢) at the instant
t. For the sake of clarity the term (X (¢);t) will be discarded from now on, yet it is important

to keep in mind that generally these interpolated values are space and time dependent. The
corresponding equation for the first-order statistics is:

1 _
i [grad P’| (X(t);t) dt —

+ <Uk>88<§:];> N 8(;;:1) _ plr gﬂi _ W (3.20)

An additional relaxation term between the mean velocity extracted from the set of particles and
the interpolation of the mean carrier flow at this position appears. For the streamwise mean
velocity the equation Eq. (3.20) becomes:

=Y/ (3.21)

Thus, if the mean velocity associated to the particles ((U)) differs from the local interpolation
of the mean carrier velocity fields at this position (U), the local shear stress associated to the
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particle will not remain uniform. This effect is strengthened when approaching the wall where
the Lagrangian timescale becomes small. From this equation one can obtain the equation for
the particle-averaged velocity:

) =) - 2y (3.22)

In a zone where the interpolated mean carrier velocity field is differentiable, we can write:

oU)  oU] B 02 (uw) 75 — A{uw) O[Ty ]
dz 0z 922 "k 0z 0z

(3.23)

Supposing piece-wise uniform interpolation denoted ([.]g), away from the faces of the cells, the
gradients of the interpolated mean carrier fields are well defined and are null. We get :

KO _ _Tlewd i, (3:24)

The derivation of the Reynolds tensor remains formally unchanged, however the shear stress
being now non uniform we will also consider the turbulent diffusion terms in the equation:

o{U) oU)  2(usu;)

= gl =5 "~ dulugw) =5 " = oy

O(usujw)

0z

+ oL, (3.25)
17,

Injecting the mean velocity gradient Eq. (3.24) in the shear stress equation, we have:

O(uww) 02 (uw) — (uw)
5 = (ww) 9.2 [Tr]o — o’ (3.26a)
N2
Tr)o O{uww 2 (uw) (1]
(uw) = — [T§]°a<az N <ww>aa<z2 ) ( LQO) : (3.26b)

Injecting the mean velocity gradient Eq. (3.24) and the shear stress Eq. (3.26b) in the streamwise
component of the Reynolds tensor equation we get:

o) (g2 1 o T () ) (Zii ) - 2+ cuco

Dz [TL]o [Trlo’

(3.27a)
N2
k Tr)o Oluuw [T%] 2 (uw www 2(uw) —
(uu) = CLC;O[k]O —[Tg]o a<az ) + ( 1:20) 8(9(z2 ) <_a<8z ) + (ww)i8 522 >[TL]0> .
——_———
<ww>:(vv):%kis"

(3.27h)

Assuming that we are going close to the wall where the Lagrangian timescale tends towards zero
the equations Eq. (3.24), Eq. (3.26b), Eq. (3.27b) imply that the particle-averaged velocity
gradient and the shear stress tend towards zero whereas the streamwise component of the
Reynolds tensor tends towards the normal component of the Reynolds tensor i.e. the one
obtained for maintained isotropic turbulence. This spurious behaviour is schematised on
Figure 3.5 and demonstrated in Figure 3.A.1.
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(A) Dimensionless streamwise velocity. (B) Dimensionless Reynolds tensor.

Figure 3.A.1: Vertical profiles of the dimensionless mean streamwise velocity (A), the four non
null components of the dimensionless Reynolds tensor (B) in the few cells near the wall near
the wall using a piece-wise uniform interpolation scheme Interp. 1(#) (note that in the spanwise
and normal direction the Reynolds tensor components are equal, only the latter one is plotted).
These statistics are compared with analytical solution («..). In each cell of the FV simulation
(whose faces are schematised by the grey dotted lines) the statistics are first estimated into 100
finer bins. The results plotted are an agglomeration of these statistics based on a spatial average
over ten bins.
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CHAPTER 4

Linear Source Dispersion in a Neutrally Stratified Channel Flow
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The goal of this chapter is to describe the dispersion of passive non-reactive pollutants in
neutrally stratified flows. To this end, we will study a case of linear source dispersion based
on experimental setup of Gamel [2015]. To limit the computational cost of this approach, only
the flow issued from the linear source will be simulated using particles. As the flow rate of
pollutant is very small compared to the total flow rate, this would enable a large limitation
of the computational cost. First, we will introduce in Section 4.1 the method used in the
context of hybrid moment/PDF approaches to derive averaged statistics associated to the whole
flow from statistics associated to a particle set conditioned on its injection location. Then two
cases of linear source dispersion issued from Gamel [2015] work will be studied with both a
RANS approach and a hybrid RANS/PDF method. The simulation results will be compared to
experimental data. The first case, presented in Section 4.2, is a dispersion of pollutant injected
at the ground in an unobstructed 2D channel flow. Finally, a more complex setup will be put
forward in Section 4.3 where pollutant is injected at the ground in the wake of an infinite isolated
obstacle.

4.1 Modelling of Pollutant Plumes with Hybrid Moment/PDF

Methods

Contents
4.1.1 Leading Approach . . . . . . . . ..o 162
4.1.2 Estimation of the Flow Statistics from Conditioned Statistics . . . . . . . 163

4.1.1 Leading Approach

We will first focus on the treatment of such dispersion from a hybrid moment/PDF point of
view. As we consider a neutral situation here again the potential temperature is not considered.
For the dynamics, we still consider the SLM model. Two approaches might be followed to treat
the evolution of the pollutant dispersion.

e The first one consists of a description of the whole flow by simulating both the flow issued
from the source of pollutant and the flow issued from other inlets referred as background
flow. Doing so, we can consider the micro-mixing between the particles issued from the
pollutant source and the background particles issued from other inlets. Thus, similarly
to the treatment presented for the temperature in Paragraph 1.3.3.2.2, the evolution of
the instantaneous concentration of pollutant in each particle can be treated With an IEM
model: dC = _7-<C> with 7¢ a characteristic exchange time defined as 7o = c . Doing so,
the mass of pollutant may migrate from source issued particles to background particles.
Yet, the flow rate issued from a leak of pollutant is in general negligible compared to the
whole flow rate. The mass of fluid issued from the source, whose explicit treatment is
necessary to obtain a proper description of the dispersion, is then negligible compared
to the background particles mass. It would thus be required to use a very large number
of particles to simulate this background flow. The explicit treatment of the later one
in a Lagrangian stochastic context therefore provides little information compared to the
corresponding increase of computational cost. This is the reason why such formulations,
where both particles issued from the source and from the background flow are simulated,
are in general too costly for industrial setups.
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e In order to drastically reduce this cost, a second idea, considered here, is to focus only
on the description of the particles issued from the source of pollutants without explicitly
computing the background ones. Doing so the micro-mixing, which is responsible for
the exchange of pollutant mass between source issued particles and the rest of the flow,
becomes difficult to treat. Indeed, so as to conserve the mass of pollutant, the mass
lost by the particles issued from the source of pollutant should be added somewhere else.
To decorrelate the pollutant mass in the particles issued from the source and from the
background particles, it is then necessary to neglect the micro-mixing as proposed by
Pope [2000]. This hypothesis states that the mass of pollutant d2F in a particle remains
constant over its trajectory: dézz” = 0. It is thus not necessary to explicitly add the
concentration or mass of pollutant in the state vector as it remains a constant property
which has not to be transported. This assumption is in line with the hypothesis made by
Taylor [1922] stating that at high Reynolds number the transport of scalar by molecular
induced micro-mixing is negligible compared to the turbulent transport and the advection
by the mean flow. However, for the scalar variance the micro-mixing effects play a first-
order role as indicated by Pope [2000][Chapter 12.4] and cannot be neglected should we
be interested in this quantity. Furthermore, looking only at the statistics associated to
pollutant concentration and assuming a zero micro-mixing hypothesis, it is equivalent to
consider explicitly or not the background particles.

4.1.2 Estimation of the Flow Statistics from Conditioned Statistics

Presentation of the Statistics Obtained on Different Set of Particles

An important issue remains that the statistics issued from a set of particles conditioned by their
original location cannot be directly used to describe the whole flow. Let us assume that the
latter is described with a Lagrangian stochastic methods using a set of particles PT containing
nT particles. This set may be split into two sub-sets P and P? composed respectively of the
n® particles issued from the source and the n® background ones (which are not simulated in our
case). For any quantity W it is then possible to consider different averaging operators depending
on the set of particles considered:

(W) — % S 5mul), (4.1a)
iSePS
1 A A
(0P =5 > 51w () (4.1Db)
iBePB
(W) = % S 6w, (4.1c)
iePT

where 8729 corresponds to the mass of the particle i, ML, MS and MP represent the total
mass of the particles respectively of the whole set, of particles issued from the source and of
background particles. We have then M7 = M* + MB and MP > M¥. In the case considered,
only the particles of the sub-set P¥ issued from the source are simulated and then we have a
direct access only to the conditioned statistics ((.))°. Because of this condition on the statistics,
no averaged field estimated with this approach represents a duplicated field of any carrier field
provided by the FV solver. The goal of this section is to present how to derive mean quantities
associated to the whole flow (i.e. based on the whole set P”) knowing only the conditioned
statistics associated to the subset PS.
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Estimation of the Mean Pollutant Concentration

P
The mean concentration of pollutant in a volume 2 is defined by (C)q, = %, with M& the
mass of pollutant in the volume €. It is then direct to define the concentration in a particle i as
o) = sm”®

“m— with w(@ its representative volume. It is assumed that the pollutant is a passive

Sm (D) .
S and:

scalar and then p” = p, we have then C(V) = p

1 ey L i
(C)q = T 3" sm Dol = a > om0, (4.2)
Q

iePy ieP]

with Mg the total mass of fluid in the volume €2. This average on the whole set of particles can
be split between the two sets IP)S% and Pg as:

%) (35 iB) ~(iB 1 P,(i5 P,(iB
(Clo =77 S5m0 + 3T 50l =5 2 o~ )+ 37 5m P00

Q iS =S ‘B ~pB S cpS B ~pB
> P 1P el > EePY P ePy

=0

(4.3)
Background particles, originating from location far upstream the pollutant source, have initially
no trace of pollutant. Moreover, neglecting the micro-mixing, the mass of pollutant remains
constant over each particle trajectory. Thus, these background particles keep a concentration of
pollutant null everywhere even downstream the pollutant source. Note that in the case where
there is pollutant in the background, this background concentration should simply be added.
One can also assume that in the general case, the concentration simulated represents the excess
of pollutant compared to the background. We have thus simply:

1 sy MY M
(Ca=1q > omPE = ﬁg = Cinj~-%

;S S
12 €Pg

(4.4)

with Cjyj, the pollutant concentration at injection.

Estimation of the Turbulent Scalar Fluxes
Once we have estimated the mean concentration, we can take an interest in the scalar fluxes
(uc) noting:

(uc) = {UC) — (U){(C). (4.5)

As the whole flow is not simulated within the Lagrangian solver, it is not possible to directly
have access to the mean velocity (U). Yet, in the scope of hybrids moment/PDF methods, we
can use the mean velocity provided by the FV solver U and the relation between duplicated
fields: (U) = U. Rigorously speaking, we should ensure the consistency between RANS and
PDF models to use such a relation. However, as presented in Section 4.2.3 and in Section 4.3.3,
it can still be used with non-consistent models, keeping in mind this potential source of error.
The mean flow velocity being provided by the FV solver and the determination of (C) being
already treated in Eq. (4.4), we should then focus on the estimation of (UC). In a volume 2
we have:
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(4.6)

For reason similar to the mean concentration, the second sum is null, and we have simply:

<HC>Q = 5 Z (SﬁZP’(iS)(Q(iS) - E) (47)

™~ S
% E]P’Q

Assuming that all particles have the same statistical weight and initial concentration, they
represent the same unit of fluid and pollutant mass. We can then extract the particle mass from
the sum, and the previous equation can be simplified into:

S
(uc) = (CY({U)” - U), (4.8)
with (U)® defined based on Eq. (4.1a). From this equation, it is clear that the averaged fields
provided by both approaches are not duplicated fields. Indeed, the difference between both
mean velocity <Q>S and U is directly proportional to the turbulent scalar fluxes.

Estimation of the Concentration Variance using a Volumetric Particle Approach
As each particle represents the statistical behaviour of a given mass of fluids, the concentration
in each particle remains constant. The reasoning followed for the turbulent fluxes, based
on zero micro-mixing hypothesis, does not hold for variance estimation as recalled by Pope
[2000][Chapter 12.4]. Indeed, following the same logic as previously, we would obtain:

3 5m PO () (4.9)

iSeP?

(cclg =

ol

Assuming that at the source all the particles are injected with the same concentration Cj,; we
would have:

{cc)q = (C)q(Cinj — (C)q); (4.10)

with the concentration at injection Cjy,; which is great compared to (C), as soon as we move away
from the injection. This estimation (cc) ~ (C)Ciy; is a gross overestimation of the physics as
highlighted later on in Figure 4.16A. This might well be understood looking at the corresponding
transport equation similar to Eqs 1.227, where the dissipative term is null in absence of micro-
mixing. Thus, there is no term to balance the production term.

To improve this result, Cassiani [2013] proposed the so called volumetric particle approach.
The key idea is that each numerical particle does not represent the statistical description of
physical domain containing a given mass of fluid d»2 but a given mass of pollutant 672%.
It is then possible to take into account the micro-mixing within a particle without loss of
pollutant mass by increasing particle size. In this scope, the conservation of the mass of
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pollutant over the trajectory d’” () = 0 does not ensure the conservation of the total mass

in the particles which increases as the pollutant dilutes itself. This interpretation is not fully
satisfactory as the modification of the particle total mass with dilution implies the absorption
of mass from the background flow (with different dynamics). The latter would have an impact
on the particle dynamics which is not tackled. First, we have no control on the evolution of
the particle total mass d7z. The physical domain represented by the particle volume might
become too big to consider the instantaneous quantities associated to the state vector and the
mean carrier flow uniform within it. Moreover, the impact of the added background mass on
the particle instantaneous velocity and trajectory is not straightforward and would require a
specific modelling.

One may prefer an interpretation where the particle mass remains constant so there is no impact

on the particle dynamics. In this case, we also consider a dummy volume dw to take into account

micro-mixing. The latter represents the volume over which the particle may have exchanged

mass by micro-mixing processes assuming all the pollutant mass would have remained in the

close vicinity of the simulated particle as schematised in Figure 4.1). This quantity will be used

only to estimate concentration Variaance. It is then possible to introduce for each particle the
7

corresponding concentration C = T&P which will decrease over particle trajectory by micro-
mixing induced dilution.

The mean value associated to C can be estimated as:

— > 6w Z 5m ) = (O, (4.11)

Q iSePl zS eP?

with d7z = pdw, the mass of fluid within the dummy volume dw.

cB =0 1.
I M- D
A GO W T O+ ot) < CO),
i \\ ot ’( \\
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\ / \ i ol //
./\\\ a®(t) ~ ;\?w(z)(t + 0t) > 66 )(t),\

Figure 4.1: Scheme representing the leading idea of the volumetric particle approach proposed by
Cassiani [2013]. The red circles represent the i** simulated particle with constant masses 672 (%)
and 672" The encompassing orange ones represent the dummy volume 60 interacting by
micro-mixing.

The corresponding second-order moment is then:

@o =1 | X 0w (EO) |~ =5 | ¥ e N —(C)g) | @12)

@ \iseprs iSePy
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This equation is somewhat similar to Eq. (4.9), yet, the dummy volume éw being a variable
growing by micro-mixing, C is smaller than Cinj leading to more physical results as shown
later on in Figure 4.16B. Thus, one can add one of these two quantities to the state vector to
consider micro-mixing effects on the second-order moments, (it is not necessary to add both
as they are univocally related by the pollutant mass associated to the particle which remains
constant). Considering a state vector Z = (X, U, 6’) it is then possible to use an IEM model
for the concentration based on the dummy volume dw:

¢ —{C)
Tc '

dC = (4.13)
Considering volumetric particle approach, it is important to ensure that the sum of the fictitious
mass 07z of the particles in a domain € shall be upper bounded by the total mass of fluid in
this domain.

LS e <1 (4.14)

Q
. T
1€Pg,

In practice nothing ensures that this constraint is respected. It is necessary to clip the particle
C so the sum of fictitious mass 672 in a volume € remains smaller than the overall mass ME
within this volume . Furthermore, the assumption stating that the micro-mixing occurs only in
a unit of volume encompassing the simulated particle and following it in its trajectory remains a
crude assumption. The results obtained with this choice of modelling will differ from the results
where micro-mixing would be taken into account explicitly by transporting background particles.
Indeed, in the latter situation, the pollutant mass being distributed by micro-mixing between
particles issued from the source and the background ones, it can diverge from the trajectory of
the source issued particles.

Remark 4.1.1. Note that the statistics were derived in the general case of mass weighted
statistics. It is straightforward to see that such statistics are consistent with Favre averaging.
Little attention has been given to the estimation of mean density of the flow (p) as we consider
in this chapter a flow in which it is assumed constant. In general, transporting fluid particles
or inertial ones in a sufficiently dilute regime, one may simply use the value p furnished by
the FV solver without specific treatment. Furthermore, for the simulation presented in this
work, all the particles are statistically equivalent. Therefore, they all represent the same unit
of fluid mass d7z with the same initial concentration Cj,;, thus also the same unit of pollutant
mass 072" . In this situation, one can simply replace the mass weighted averages by ensemble
averages on the number of particles as presented in Eq. (4.8).
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4.2 Dispersion near Ground in an Unobstructed Channel Flow
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The first test case considered is a statistically stationary turbulent linear emission of pollutant in
an unobstructed 1 m high channel flow based on the work of Gamel [2015]. A 1 cm large pollutant
injection is located at the ground in an almost fully developed channel flow as schematised in
Figure 4.2 with the boundary conditions in purple. Experimentally the pollutant used is the
ethane which can be considered a good passive tracer as its density is the same as the air.
Moreover, it does not react with air and does not deposit. Furthermore, the 600 Lh~! flow rate
at injection Qyn;/p is sufficiently small to prevent any perturbation of the overall flow. Indeed,
given the linear source dimension, the injection velocity induced is around 0.0238 ms~'. The
inlet is located at 1 m upstream the pollutant injection and the injected profiles are based on
interpolation of the first experimental data available. The lower boundary condition is a rough
wall whose roughness height zy will be further discussed in Section 4.2.2.1. Experimentally,
square wooden wands whose size are l,ough X lrough X Ly with l;ogn 15 mm are placed every 45
mm from one to another to create such rough walls. Due to these roughness elements, present
only on the lower part of the channel, the flow is not symmetric in the vertical direction. The
flow over the whole channel height is then simulated with a smooth wall on the upper part.
As a linear point source dispersion is presented, one may assume that the flow is periodic in
the spanwise direction and consider only a 2-D flow. Experimentally, this assumption may be
challenge due to the finite size of the channel flow in the spanwise direction which equals to
L, = 0.7 m and will be further discussed in Section 4.2.1.1. It has however been asserted that,
around the half-plane cutting the channel flow in the spanwise direction, the streamwise velocity
and Reynolds tensor gradients in this direction are relatively small. So, such a 2-D simulations
are coherent if we compare simulation results to experimental data taken on this mid-channel
plane.
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Figure 4.2: Description of the domain studied in the case of linear source dispersion in an
unobstructed channel flow.

4.2.1 Analysis and Discussion about the Experimental Setup and Data
4.2.1.1 Discussion about Potential 3-D Effects

Considering the aspect ratio of the channel flow considered, it is likely that secondary flows
orthogonal to the mean flow do exist (see e.g. Melling and Whitelaw [1976], Akihiro Tominaga
and Nakagawa [1989], Demuren and Rodi [1984]). Some signals may be in line with
this assumption such as the presence of non-negligible vertical mean velocities and an
overestimation of the overall mean scalar flux respectively discussed in Paragraph 4.2.1.1.1 and
in Paragraph 4.2.1.1.2.

4.2.1.1.1 Discussion about Spurious Vertical Mean Flows

In the experimental setup, one can note the presence of a quite surprising downward vertical
mean velocity in Figure 4.3. In this figure, the mean normal velocity is adimensionised by
the turbulent scale of normal velocity /W@ to see the potential relative effects of the induced
advection compared to the normal dispersion. The red arrow magnitude equals to 1, thus this
spurious mean velocity evolves from almost zero near wall to a value similar to the normal
turbulent velocity scale /ww.

For fully developed 2-D channel flows, the normal velocity should be null to conserve the
mass continuity. Furthermore, in the case of a developing 2-D channel flow, it is true that
a mean normal velocity may appear near wall. Yet, the expected direction would be upward to
compensate the slowing down of velocity at the ground and to maintain the mass continuity.
The experimental results although potentially coherent at the ground are not in the bulk. If this
spurious vertical mean velocity reflects physical effects and not a measurement error, it might
result in a non-negligible effect on the pollutant dispersion pushing the pollutant back to the
wall.
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Figure 4.3: Mean normal velocity adimensionised by the standard deviation of normal velocity
downstream the pollutant source for different turbulence model. The results using four turbulent
models: k—e€ (....); SSG ( ); Rotta (=.=.) ; LRR-IP ( ) are compared to Gamel [2015]
experimental data. The red arrow represents of magnitude of 1. The plume shape presented is
estimated based on experimental data.

Let us first ask ourselves if this error is not an experimental error due to a misalignment between
the hot wire anemometer directions and the flow directions. First, let us note that this error is
not randomly distributed as one may assume for such a misalignment error. Yet, it is possible
that the experimental setup induces a systematic misalignment between the flow and measured
direction e.g., in the case where the arm holding the anemometer is not perfectly vertical. In
this case we would then have:

T Z T cos 0 + W sin 0, (4.15a)

W _ T cos @ — U sin 0, (4.15b)

with T and W™ the measured velocities rotated from the mean velocity by an

angle 0. A constant value for this angle may testimony for a systematic misalignment of the hot
- — —measured

wire anemometer. Assuming W < U, one may attest this assumption by plotting — 22— ~

tan O as done in Figure 4.4. In this figure, one may see that the value of 0 increases in a similar
manner on all plots with the altitude from 0° to around 2.3°. This tends to give credit to the
interpretation stating that this mean downward velocity measured is triggered by a physical
flow property. The latter could be caused by the presence of secondary flow structures in
the direction orthogonal to the mean flow. Such structures are induced by turbulent effects
resulting from the relatively close presence of the wall in the spanwise direction (at a distance
0.5L, = 0.35L, = 0.35 m). In this case, such structures which are not taken into account in these
2-D simulations may have an explicit effect on the pollutant dispersion. Indeed, locally near the
median plane considered, the resulting downward flow would oppose the normal dispersion.

4.2.1.1.2 Discussion concerning the Total Scalar Fluxes

A second element in line with the potential presence of 3-D effects is the value of the total
mean scalar flux integrated over the height of the channel flow. The latter is based on
the value measured at the centre of the channel flow. In Figure 4.5, an estimation of the
total mean flux integrated over the whole height scaled by the mean surface flux (U C’)i"t =
Ly /(Q™M7) fOLZ (UC)dz at different distance downstream to the source is presented. In the
purpose of accessing this value, an assumption has been made to estimate the mean flux below
the first data available. It has first been considered that the concentration remains uniform in
this region, moreover a linear decrease has been considered for the mean velocity and horizontal
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Figure 4.4: Esimation of tan 8 downstream the pollutant source for different turbulence model.
The results using four turbulent models: k—e (... .); SSG ( ); Rotta (=.=.); LRR-IP ( )
are compared to Gamel [2015] experimental data. The red arrow represents of magnitude of
0.04 corresponding to an angle of around 2.3°. The plume shape presented is estimated based
on experimental data.

scalar fluxes. Let us note that the presence of roughness elements represented by periodic wands
may induce a deviation from this assumption. Indeed no flux might traverse them when they
are present and recirculation zone might exist in between. For this reason, both the total mean
fluxes with this estimated mean flux below first data and without it are plotted. As expected, the
flow below the first available data has a greater impact in the vicinity of the source. Considering
this estimation of the fluxes below the first data available, it is clear that the overall fluxes in
the centre of the domain are overestimated compared to the 2-D periodic situation. Such an
excess of pollutant might be caused by a poor injection of pollutant at the source but also by
turbulent induced secondary flows. In the plane orthogonal to the mean flow direction, such
secondary flows might contribute to transport pollutant from the slow near wall region (lateral
ones) towards the centre of the domain. For this reason, it is considered for the rest of the section
that the mean concentration, turbulent scalar fluxes, and scalar deviation should be re-scaled by
the local value of (UC)X to be coherent with the 2-D simulations considered. A further study
with 3-D simulations should be carried out to assert the basis of this assumption.

0.7
100 200 300 400 500 600 700 800 900
X In mm

Figure 4.5: Estimation of the adimensionised total scalar flux integrated over the height from
Gamel [2015] data in an unobstructed channel flow. A plot with an estimation of the scalar

flux below first available data ( ¢—4 ) is compared to the results without this extrapolated flux
( A—4 ) and to the expected flux (--.).
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Remark 4.2.1. Let us note that the transport by turbulent scalar fluxes in the streamwise
direction opposes the transport by the mean velocity and is not negligible especially near the
source as shown in Figure 4.6. In this figure, the ratio between the fluxes transported by
turbulent fluctuations integrated over the height (uc)® = L, /(Q™) Jo (uc)dz and the total
scalar fluxes (U C’>i°t is presented. The transport by turbulent fluctuation reaches in norm
from 10% to 30% of the total transport depending on the distance to the source. As we move
further away from the source, the mean concentration horizontal gradient tends to plummet
and so does the streamwise turbulent transport.
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Figure 4.6: Estimation of the scalar flux transported by turbulent fluctuations integrated over
the height and adimensionised by the total scalar flux integrated over the height from Gamel
[2015] data in an unobstructed channel flow.

4.2.1.2 Estimation of the Friction Velocity and the Roughness Height

In the generic case, developed rough channel flows are fully characterised by the knowledge
of three quantities: the dimensions of the channel, which are known, the friction velocity ux
resulting from the pressure gradient imposed by the pump and the roughness height zg modelling
the influence of roughness elements on the flow.

In our case, where the carrier flow inlet is imposed through interpolated experimental results,
only the knowledge of this second parameter is necessary. Yet, the values of both the
friction velocity and the roughness height should be extracted in a coherent manner from the
experimental mean velocity and shear stress profiles. Assuming that the channel flow is almost
developed, the latter should remain constant in the streamwise direction, so we can use a spatial
average over all the experimental profiles to obtain our reference profiles shown in Figure 4.7.
Based on these profiles, different assumptions may be made to estimate w, and zg. Three
assumptions will be considered:

(i) First, as proposed by Gamel [2015], one can determine the friction velocity from the shear
stress profile assuming a constant value near wall as:

Uy = Vaw(21°9) ~ 0.37 ms~ L. (4.16)

with 2/°9 an altitude in the near-logarithmic zone going approximately from 0.1y, up
to 0.30y,,.., and dy,,.., =~ 0.55 m the surface layer height defined as the height where
the velocity equals to 99% of its maximal value. Note that this value, highlighted in
Figure 4.7B by the green dash-dotted line, is bigger than the value proposed by Gamel.
A main drawback of this method to estimate the friction velocity is that it seems to
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Figure 4.7: Gamel [2015] experimental data used to estimate the mean friction velocity wu.

and roughness height zp. The grey solid lines (

) correspond to the different experimental

profiles and the dots (e) represent the corresponding mean value after average on all profiles.
In Figure 4.7B, the green dash-dotted line (~.-.) and the red dashed lines (= =) represents
respectively the estimation of the shear stress under constant assumption (i) and linear
assumption (ii). The blue dotted lines (......) represent the limit in which the shear stress
is considered almost uniform and the velocity nearly logarithmic.

(i)

understate its value. Indeed, according to Gamel, with this value we get u% 1C ~ 4 thus
* I

C, ~0.063. This value is lower than the expected value of 0.09 proposed by Launder and
Spalding [1974] (see Table 1.2) and which was also experimentally fitted on channel flows.
One may wonder if this is caused by the experimental setups used, notably the hot wire
anemometer, which might have difficulty to measure the vertical velocity fluctuations in
the vicinity of the wall.

In any case, for a given friction velocity, it is possible to determine the roughness height
yielding to the best description of the experimental mean velocity profile. Indeed, assuming
that the mean velocity profile should be close to a logarithmic profile in the zone close to
the wall but sufficiently far from the roughness elements to avoid induced local effects (i.e.
in the zone 0.1dy,,,, < z < 0.30y,,,,)- In such a zone, based on analytical profile assumed
for rough logarithmic flows presented in Eq. (3.2b), the roughness height can be estimated
as:

0= ——. (4.17)

As shown in Figure 4.8, based on the friction velocity presented in Eq. (4.16), a first value
of the roughness height zg ~ 1.95 mm can then be estimated.

The second hypothesis consists in assuming a linear interpolation of the shear stress based
on the slope above z = 0.30y,,,,. Indeed, although it is expected for the turbulent shear
stress to decrease near the wall, theoretically the total shear stress profile is linear in
channel flows because of viscous effects. Doing so, we retrieve u, ~ 0.45 ms™! (see red
dashed line in Figure 4.7B). With this new value of u,, using Eq. (4.17) we determine that
we have zp >~ 3.92 mm as shown in Figure 4.8. Considering this value of u,, the TKE is

underproduced as we have C, = Z—; ~ 0.13.
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(iii) The third assumption is a brute force method based uniquely on the mean velocity
profile. It consists in testing all the (u.,zo) combinations and in keeping only the one
minimising the mean square-root error between the corresponding logarithmic profile and
the experimental values in the range of altitude between ¢y, and 3dy,,,,. Using this
method, we find: u, ~ 0.55 ms™! and zp ~ 7.32 mm.

200 5 ¢ A
* A
150+ ¢ A
—~
S ¢ N
E ~ 1.95 ~ 732
< 100+ 4 A
N . A
¢ A
50+ ¢ A
¢ A
f L 4 f N SN
0 1 2 3 4 5 6 7 8
2p(mm)

Figure 4.8: Estimation of the roughness height using Eq. (4.17), for different values of friction
velocity: (#) us = 0.37 ms~! using constant shear assumption (i); (V) u. = 0.45 ms™! using
linear shear assumption (i) and (A) u, = 0.55 ms~! using the assumption (iii) based only on
the mean velocity profiles.

4.2.2 Results using a Moment Approach

First the mean carrier flow dynamics is studied using the Eulerian moment approach. The latter
dynamics is a key element in the dispersion of pollutants both considering a Lagrangian and
Eulerian point of view. The dispersion results obtained with Eulerian approaches will then be
discussed to have a comparison point with the Lagrangian results obtained. After a temporal
and spatial convergence study on the dynamics, it has been chosen to consider a time step of
5.10~%s; a spatial discretisation of 5 mm near source in the streamwise direction and 5 mm in
the normal direction with an expansion factor of 1.05 as shown in Figure 4.9.

|

Ir'd

X &

Figure 4.9: Reference mesh used to treat dispersion of pollutants in an unobstructed channel
flow considering a rough wall-modelled description.
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4.2.2.1 Treatment of the Wall Roughness

In an effort to characterise the carrier flow dynamics, we will first discuss the roughness
treatment. We will simulate the flow using a Rotta model, with the three different roughness
heights proposed in Section 4.2.1.2. In order to have a further comparison element, we will also
simulate explicitly the roughness elements removing the corresponding cells from the mesh and
considering a smooth wall as presented in Figure 4.10.

Figure 4.10: Mesh used to treat dispersion of pollutants in an unobstructed channel flow with
an explicit description of the roughness elements.

The results for each of the roughness treatments considered are plotted in Figure 4.11. First,
let us note that above 2 or 3 l,ougn i.e. 30 to 45 mm, the mean velocity profile obtained using
an explicit description of the roughness elements is relatively close to the one obtained with
modelled roughness. In the former case, below this zone, the flow varies much in the streamwise
position, and depends explicitly on the relative location of the profile to the surrounding wands.
Furthermore, looking at the shear stress, we can note that the flat behaviour experimentally
obtained is well retrieved when considering explicitly the roughness elements. This highlights
that the flat shape experimentally obtained is not the result of a measurement error near wall.
This shape might be caused by the creation of periodic structures such as recirculation zones in
between successive wooden wands. The near ground behaviour is less accurately described using
a roughness modelling which cannot take into account such periodic recirculation zones (see e.g.
the discussion about k-type roughness and d-type roughness in Kadivar et al. [2021]). Looking
at the kinetic energy distribution, using the explicit treatment of the roughness elements, the
kinetic energy in the streamwise direction is underestimated whereas it is overestimated in
the normal direction. This is due to the isotropic modelling of the pressure-strain correlation
considered providing too much energy in the direction orthogonal to the flow and too little in
the flow direction.

Let us now compare the results obtained with modelled roughness. Focusing on the mean
velocity Figure 4.11A, we can see that the mean velocity near wall decreases with the increasing
roughness height value. This results from the fact that the roughness tends to promote the
transfer of energy from the mean flow towards the turbulent one. The best results on the mean
velocity are obtained with the highest roughness zg = 7.32 mm. Such a behaviour is expected
as this roughness height was fitted solely to retrieve a proper evolution of this mean quantity
based through the assumption (iii).

However, the description of the turbulent behaviour characterised by the Reynolds tensor,
presented from Figure 4.11B to Figure 4.11D, is less straightforward. First it is clear that the
higher roughness corresponds to a greater level of TKE. Looking at the TKE in the streamwise
direction in Figure 4.11C, better results are retrieved with the greater roughness height. Yet,
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(D) Normal velocity standard deviation v/ww. The red arrow represents of a magnitude of 0.75 ms~!.
Figure 4.11: Profiles of the RANS modelled dynamic properties downstream the pollutant source
for different treatments of the wall roughness. Experimental data of Gamel [2015] (+) are
compared to four simulations: a first one considering an explicit treatment of the roughness
elements with smooth walls (—) and three modelled roughness with different roughness height
respectively zop = 1.95 mm (=.=.); zo = 3.92 mm ( )and zp = 7.32 mm (.. ..). On each plot,
the red arrow represents the same physical magnitude. The plume shape plotted is estimated
based on experimental mean concentration profiles.
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with this value both the shear stress and the normal component of the Reynolds tensor are
overestimated, and better results are obtained with smaller roughness heights as we can see
respectively in Figure 4.11B and Figure 4.11D. Let us note that, physically, the fluctuations of
velocity in the normal direction play a preponderant role in the turbulent dispersion of pollutant
as we have div(uc) ~ %. This preponderant importance of the normal component of the
Reynolds tensor can be asserted considering a GGDH modelling of the normal scalar fluxes. The
concentration gradient being mostly vertical, we would have we¢ ~ %%%W%—S Furthermore,
explicitly transporting the normal turbulent scalar fluxes w¢ with a DEM approach, we can note

that ww appears in the production term of the normal scalar fluxes.

For all the roughness and simulations carried out too much energy is provided. This is probably
caused by an overestimation of the energy injected at the inlet for which experimental data were
not available over all the height of the domain. This excess of energy results in an overflow of
TKE when selecting a high roughness height or in an overflow of kinetic energy associated to the
mean flow when considering lower roughness heights. In both case this energy surplus will have
an impact on the dispersion of pollutant and will induce an underestimation of its concentration.
Indeed, an overestimated mean velocity will trigger an overestimation of the advection cleaning
up the air too fast. Similarly, an overproduction of the TKE will prompt an overestimation of
the normal turbulent transport towards high velocity zone also resulting in a too fast pollutant
evacuation.

So as to have a first idea of the impact of the dynamics on the pollutant dispersion, let us simulate
it using a RANS modelling. The mean concentration and its standard deviation are plotted in
Figure 4.12 obtained using a SGDH model. This model providing an isotropic turbulent viscosity
is physically less rich than GGDH or DFM approaches but has the advantage of numerical
robustness and is also applicable using EVM methods to model turbulence as proposed hereafter.
Furthermore, in this chapter the concentration will be normalised by the injection rate such that
the mean concentration and its standard deviation are given in atmospheric transfer coefficient
(ATC) whose dimension is m~3s.

Looking at Figure 4.12, all fluctuations of concentration are overestimated compared to the
experimental data. Focusing on the mean concentration in Figure 4.12A, better results are
still obtained with an explicit treatment of the roughness elements. In this case, in absence of
roughness element, in the first few cells near wall the concentration profile is almost uniform.
Such a shape might characterise the presence of recirculating zones trapping the pollutant and
mixing it in their midst. Yet, in this case, keeping in mind the assumption made during the
rescaling, this effect yields to an increase of pollutant concentration near wall which seems
to be stronger than experimentally encountered. The specific structures associated to this
topography may induce a non-negligible effect on the pollutant dispersion. Modelling these
roughness elements, smoother profiles are obtained. In this case, the shape of the plume flattens
with the increasing roughness height. This is due to two combined effects. First, as the roughness
height increases, the mean velocity decreases and so does the advection. This provides more time
for the plume to develop itself in the normal direction. Secondly, in neutral surface boundary
flows, close to the situation encountered here, the turbulent viscosity grows proportionally to
usk(z+ z0) with u, also growing with the roughness height as displayed in Section 4.2.1.2. With
the rescaling hypothesis considered, the mean concentration profiles seem then to be better
captured considering the lowest roughness height associated to a constant shear assumption (i).
This case also corresponds to the situation where the dispersion plays a lesser role compared to
the advection as more energy is included in the mean velocity and less in the TKE. Looking at
the concentration standard deviation in Figure 4.12B the explicit treatment of the roughness
element results in a bigger overestimation of this quantity whereas the roughness height seems
to have little effect.
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Figure 4.12: Profiles characterising the RANS modelled pollutant dispersion downstream the
pollutant source for different treatments of the wall roughness. Experimental data of Gamel
[2015] (+) are compared to four simulations: a first one considering an explicit treatment of
the roughness elements with smooth walls ( ) and three modelled roughness with different
roughness height respectively zp = 1.95 mm (=.=.); 2o = 3.92 mm ( ) and zp = 7.32 mm
(««««). On each plot, the red arrow represents the same physical magnitude. The plume shape
plotted is estimated based on experimental mean concentration profiles.

4.2.2.2 Comparison with Different Models for the Turbulence

One may wonder, if the errors noticed in the previous simulations are due to the choice of the
turbulent model. In Figure 4.13, an EVM model: the k£ — ¢ model, and 3 DRSM models: the
Rotta, the LRR-IP, and the SSG models are considered. These different models have been briefly
presented in Section 1.3.2. For the pollutant dispersion, a SGDH model is still considered with
a roughness height of 1.95 mm.

As we can see in Figure 4.14A, the different models being often fitted on channel flow there
is little difference on the mean velocity between the different results. Using the k — e model,
the Reynolds tensor is post-treated based on the Boussinesq assumption presented Eq. (1.162).
As shown in Figure 4.14B and in Figure 4.14C, using this model, the isotropic distribution of
energy in the different directions is not in accord with the physics at stake. Yet, the overall level
TKE seems to be similar to the one obtained with DRSM methods. It can be noted that the
SSG model provides the best description of the Reynolds tensor. Indeed, using this model, the
anisotropy of the pressure-strain correlation in the three spatial directions is tackled. In contrast,
only the anistropy between the orthogonal and streamwise components of the pressure-strain
correlation (without difference between normal and spanwise components) is taken into account
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considering a LRR-IP model and the redistribution is assumed isotropic with a Rotta modelling.
In any case, as previously stated the overall level of TKE is overestimated.

Looking on the pollutant dispersion in Figure 4.13, one may see that these differences have little
impact on the dispersion of pollutants due to the isotropic assumptions considered within the
SGDH formulation. Yet slightly better results are obtained with more advanced model such as
the SSG. Moreover, the SLM model being fuelled only with the pressure gradient, the TKE and
the dissipation rate, the influence of the relative distribution of TKE might have little impact
as a carrier flow for the Lagrangian stochastic methods.
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(A) Mean concentration Qlim The red arrow represents an ATC magnitude of 0.6 m™3s.
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(B) Concentration standard deviation Q—\/C:CJ The red arrow represents an ATC magnitude of 0.45 m™3s.
Figure 4.13: Profiles characterising the RANS modelled pollutant dispersion downstream the
pollutant source for different turbulence modelling. The results using four turbulent models: k—e
(+vaa); SSG ( ); Rotta (=.=.) ; LRR-IP ( ) are compared to Gamel [2015] experimental
data. On each plot, the red arrow represents the same physical magnitude. The plume shape

plotted is estimated based on experimental mean concentration profiles.
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Figure 4.14: Dynamical profiles downstream the pollutant source for different turbulent models.
The results using four turbulence models: k£ — € (....); SSG ( ); Rotta (=.=.) ; LRR-IP
( ) are compared to Gamel [2015] experimental data. On each plot, the red arrow represents
the same physical magnitude. The plume shape presented is estimated based on experimental
data.
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4.2.3 Results using a Hybrid Moment/PDF Approach

We will now continue this dispersion study with a hybrid moment/PDF approach. Except
if otherwise stated, the results presented in this section will be obtained using a piece-wise
linear interpolation of mean velocity field, the an-elastic wall boundary condition studied in
Chapter 3 and injecting 100000 particles per second to represent the flow issued from the source
of pollutants.

4.2.3.1 Treatment of the Wall Roughness

First, let us see the influence of the wall treatment on the dispersion of pollutants. The mesh and
time step are conserved unchanged compared to the RANS simulations. It is clear, looking at
the mean concentration, that these simulations are too diffusive even compared to their Eulerian
counterparts. Indeed, focusing on the core of the plume near wall the mean concentration in
Figure 4.15A is underestimated, whereas it tends to be overestimated on the border of the
plume. Furthermore, even though it provides slightly better results, the explicit treatment
of the roughness element seems to play a lesser role compared to the moment simulations
Section 4.2.2.1. The normal scalar flux which is the only source of scalar transport in the
normal direction, although too diffuse, is relatively quite well captured near the ground as
shown in Figure 4.15C. Yet, it is overestimated after its peak value. These profiles for the
normal fluxes associated to the underestimation of the concentration near wall testimony for
an overshoot of vertical velocity associated to the particles. This might be explained partly
by two elements. On the one hand, the total level of TKE is overestimated compared to the
experimental flow yielding to an excess in the overall turbulent dispersion. On the other hand,
the isotropic Lagrangian timescale and production of turbulent fluctuations assumed in the
SLM model also results in an overestimation of the TKE ratio in the normal direction. This
issue is further discussed in Section 4.2.3.5. Yet, the impact of these issues on the Lagrangian
stochastic side is surprising in comparison with the results obtained with a SGDH modelling
of the dispersion. Indeed, in this case also overly turbulent mean carrier fields are provided.
Moreover, the isotropic turbulent diffusion and TKE distribution considered are expected to
yield to an even more diffusive situation in the normal direction. Further information on the
dissipation rate empirically encountered might shed light on the reason of such a behaviour.

Furthermore, it is possible, for the Lagrangian stochastic methods, to be more sensitive to the
lack of structures associated to secondary flows potentially experimentally encountered. Yet,
such effects should remain weak.
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Figure 4.15: Profiles characterising the PDF modelled pollutant dispersion downstream the
pollutant source for different treatments of the wall roughness. Experimental data of Gamel
[2015] (+) are compared to four simulations: a first one considering an explicit treatment of the
roughness elements with smooth walls (A ) and three modelled roughness with different roughness
height respectively zgp = 1.95 mm (V); 29 = 3.92 mm (#) and zp = 7.32 mm ( % ). On each plot,
the red arrow represents the same physical magnitude. The plume shape plotted is estimated
based on experimental mean concentration profiles.
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4.2.3.2 Estimation of Concentration Fluctuations

Let us take a look at the fluctuations of concentrations. As we can see in Figure 4.16A, estimating
it directly in absence of micro-mixing as proposed in Eq. (4.9), results in a crude overestimation.
Yet, considering a volumetric particle approach proposed by Cassiani [2013] with a constant
Cc = Cr, the shape of the concentration standard deviation in Figure 4.16B, remains too
diffusive but the proper order of magnitude is obtained. This choice of constant was made
to impose a turbulent Schmidt number of one, i.e., to enforce that the concentration diffuses
in a similar manner than the momentum. Other propositions do exist in the literature, Pope
[1994b] proposed a value of 1 in the generic case where all the flow is explicitly simulated.
Furthermore, similarly to the temperature and as proposed by Launder [1975], Rodi [2000],
we could take Co ~ 0.625. These different values are tested using modelled roughness with a
roughness height zg = 1.95 mm. As we can notice in Figure 4.17, the concentration fluctuations
are highly dependent on the relaxation timescale considered for the micro-mixing. Indeed, both
Cc =1 and Co = 0.625 induce a micro-mixing too slow which results in an overestimation of
the concentration standard deviation. At the contrary, the global shape of the latter is properly
captured using Co ~ Cp, = 3.125.
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Eq. (4.12). The red arrow represents an ATC magnitude of 0.3 m~=3s.

Figure 4.16: Concentration standard deviation profiles downstream the pollutant source
estimated with PDF model for different treatments of the wall roughness. Experimental data of
Gamel [2015] (+ ) are compared to four simulations: a first one considering an explicit treatment
of the roughness elements with smooth walls (A) and three modelled roughness with different
roughness height respectively zgp = 1.95 mm (V); zp = 3.92 mm () and zp = 7.32 mm ( x ).
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Figure 4.17: Concentration standard deviation profiles downstream the pollutant source
estimated with Eq. (4.12) for different IEM constants. The experimental data of Gamel [2015]
(4) are compared to Lagrangian stochastic simulations with Cc = 0.625 (% ), Cc =1 (), and

Co =Cr, = 3.125 (V). The red arrow represents an ATC magnitude 7225703 =0.3m3s.

4.2.3.3 Influence of the Modelling selected for the Mean Carrier Flow

To measure the effects of the mean carrier low modelling, simulations using the four models
treated in Section 4.2.2.2 are presented in Figure 4.18. Due to the simplicity of the flow, which is
often used to fit the model constants, most of the difference between the mean carrier fluid models
relies in the anisotropy of the Reynolds tensor. Yet, as presented in Paragraph 1.3.3.2.2, the
SLM solver does not explicitly take into account these elements and considers mainly the mean
velocity and total TKE budget (the pressure gradient and dissipation rate are also required but
no experimental data are available for these quantities). It results from this, that no matter the
model considered for the mean carrier fields, little effects can be seen on the particle dispersion
in Section 4.2.2.2.

Focusing on the streamwise turbulent scalar fluxes, let us however remark that, at the wall,
a spurious behaviour may be noticed when using non-consistent models. The latter is due to
the treatment of the wall boundary condition presented in Paragraph 1.3.3.2.4 which depends
explicitly on the Reynolds tensor anisotropy. Indeed, its impact on the streamwise velocity,
highlighted in Eq. (1.235), is directly proportional to the ratio between the Reynolds tensor
normal component and the shear stress. An overestimation of this ratio compared to the SLM
model, as encountered using a SSG or a LRR-IP model triggers an overestimated slow down.
This induces an underestimation of the mean velocity and then also of the streamwise turbulent
scalar flows. At the opposite, when using a k — € model, the shear stress to normal Reynolds
component is lower, yielding to an overestimation of the streamwise velocity and turbulent scalar
fluxes.
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Figure 4.18: Profiles characterising the PDF modelled pollutant dispersion downstream the
pollutant source. The results using four turbulent models for the carrier fields: £ — ¢ (% ); SSG
(A) ; Rotta (Vv); LRR-IP (+) are compared to Gamel [2015] experimental data.
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4.2.3.4 Influence of the Spatial Interpolation and Wall Boundary Condition

Let us study the effects of the near wall treatment presented in Chapter 3, on the pollutant
dispersion. To this end, five simulations are carried out in Figure 4.19 and in Figure 4.20
considering the same mean carrier flow obtained with a Rotta model and a roughness height
zo = 1.95 mm.

e The first simulation plotted is a spurious situation, where an elastic wall boundary
condition is used with a piece-wise uniform interpolation for the mean velocity field.

e In order to see the influence of the interpolation scheme, the previous simulation may be
compared to this situation where an elastic rebound is also considered but with a piece-wise
linear interpolation of the mean velocity field.

e To see the influence of the boundary condition, as previously, a piece-wise linear
interpolation of the mean velocity field is considered with the proper an-elastic boundary
condition.

e So as to better take into account the dynamics near wall and especially near injection, a
logarithmic interpolation of the mean velocity field is proposed in the wall cells. In order to
be coherent with the production dissipation equilibrium a piece-wise linear interpolation
of the Lagrangian timescale is provided. In the rest of the domain a piece-wise linear
interpolation of the mean velocity fields and a piece wise uniform interpolation of the
Lagrangian timescale is used. In this case, the wall boundary condition is the proper
an-elastic rebounds.

e Finally, with a view to discussing the error that may arise when considering a linear
interpolation of the Lagrangian timescale, a situation similar to the previous one is
considered with a piece-wise uniform interpolation of the Lagrangian timescale in the
whole domain.

The results presented in Chapter 3 for the particles dynamics, are noticeable. Let us keep in mind
that on these plots the dynamics of the flow issued from the source (simulations) is expected
to differ from the dynamics of the whole flow (measurements). The experimental data are
then here only to recall the flow behaviour but should not be compared directly to simulation
results. Looking at both the shear stress and horizontal component of the TKE, the piece-
wise interpolation of the mean velocity fields with elastic rebounds underestimates this value
compared to the one using the an-elastic wall boundary condition. Although less noticeable, it is
worth noticing that the mean velocity is also slightly overestimated due to the use of the elastic
rebounds. Similarly, comparing both simulations with elastic boundary conditions, the choice
of a piece-wise uniform velocity interpolation near wall results in a further underestimation of
the shear stress and the kinetic energy in the streamwise direction, but also and less noticeably
an overestimation of the mean velocity. Furthermore, considering the logarithmic interpolations
near wall little modification of the streamwise component of the Reynolds tensor arise, yet an
inflection of the shear tress appears when considering a linear interpolation of the Lagrangian
timescale in wall cells. The error appearing with this interpolation will be further discussed
hereafter.

The influences of the interpolation methods and wall boundary condition are also noticeable
on the pollutant associated statistics. These impacts on the mean concentration remains small
as we can see in Figure 4.20A, except when a piece-wise linear interpolation of the Lagrangian
timescale is provided. In this case, an overestimation of the concentration in the wall cell is
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Figure 4.19: Profiles characterising the PDF modelled pollutant dynamics downstream the
pollutant source for different interpolation methods and wall boundary conditions. The
experimental data of Gamel [2015] (+) are compared to Lagrangian stochastic simulations
using respectively an elastic rebound with a Py velocity interpolation ( % ); an elastic rebound
with a P; velocity interpolation (#); an an-elastic rebound with a P; velocity interpolation
(Vv); an an-elastic rebound with an interpolation locally logarithmic on velocity and either a
linear interpolation on Lagrangian timescale (A) or an uniform one (M). On each plot, the red
arrow represents the same physical magnitude. The plume shape plotted is estimated based on
experimental mean concentration profiles.

187



clearly noticeable. Yet, looking at the streamwise turbulent fluxes, on can see that the poor
choice of the interpolation scheme or of the wall boundary condition results in non negligible
error near wall.

z (mm)
+ 400

T 300
+ 200

+ 100

7

v— 100w = Al G o — (e % =963mm

(A) Mean concentration Q<L> The red arrow represents an ATC magnitude of 0.6 m=3s
inj

z (mm)
+ 400

T 300

T 200

+ 100

x = 100mm X = 416In;n

(uc)
Q:

inj

(B) Streamwise turbulent scalar fluxes The red arrow represents a magnitude —0.15 m—?2

Figure 4.20: Profiles characterising the PDF modelled pollutant dispersion downstream the
pollutant source for different interpolation methods and wall boundary conditions. The
experimental data of Gamel [2015] (+ ) are compared to Lagrangian stochastic simulations using
respectively an elastic rebound with a Py velocity interpolation (x ); an elastic rebound with
a Py velocity interpolation (+); an an-elastic rebound with a P; velocity interpolation (V) and
an an-elastic rebound with an interpolation locally logarithmic on velocity and either a linear
interpolation on Lagrangian timescale (A) or an uniform one (H). Note that for the two latter
interpolation methods unfilled markers (/\) and ([J) are present in the wall cells of Figure 4.20B.
They correspond to corrected estimation of the horizontal scalar fluxes taking into account the
logarithmic profile of the carrier velocity in these cells. On each plot, the red arrow represents
the same physical magnitude. The plume shape plotted is estimated based on experimental
mean concentration profiles.

Let us now focus on the error introduced using the logarithmic interpolation. Two sources of error
may be segregated. The first one, impacting the horizontal scalar flux, is a post-treatment error
impairing only the estimation of the statistics. Indeed, the horizontal scalar flux is proportional
to (U)® — (U). In the bulk of the flow, it has been assumed that we have (U) ~ U, yet in wall
cells this assumption is not respected as a logarithmic interpolation of the carrier mean velocity
is imposed. The corresponding mean value may differ from the one provided by the FV solver.
We should then consider in the first cell a mean value of (U) coherent with the logarithmic
interpolation. For Cartesian cells, the latter may be written:
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(U) = ;j:ﬁ <(5z + 2p) In (522{; ZO) — 52) , (4.18)

with 0z the height of the first cell. Doing so, we retrieve proper results in the first cell. Note
that, as shown in Figure 4.20B, this issue does not arise with linear interpolation because such
an interpolation does not modify the mean integrated value in the cell. The second source of
error impacts mostly the vertical transport of the particle and then the shear stress but also the
concentration. It appears only when a piece-wise linear modelling of the Lagrangian timescale
is tackled. In this case, particles might be located too deep in the boundary layer to use a
model developed for high Reynolds number flows. Indeed, the Lagrangian timescale near wall
converges towards a value which might be small compared to the value stored at the centre of the
cells. Therefore, it is possible for the particles to remain trapped near wall. In order to be able
to properly treat such zones, it would be necessary to consider models valid for low Reynolds
number where the viscous diffusion by Brownian processes is explicitly treated with additional
stochastic terms (see e.g. Dreeben and Pope [1997a, 1998], Waclawczyk et al. [2004]). Moreover,
for now the Lagrangian timescale is simply clipped by its analytical value at the altitude zy. It
is then possible, in wall cells, to have zones in which the Lagrangian timescale interpolated is
locally uniform at this too small value. An improvement of this method would be to overwrite
the Lagrangian timescale gradient in wall cells to avoid such clipping. For these reasons, this
interpolation will not be used later on.

4.2.3.5 Effects of the PDF Modelling Selected

In order to characterise. the effects of the modelling selected in the scope of Lagrangian methods,
the results obtained with different toy models are presented in Figure 4.21. These toy models
aim at mimicking the distribution of kinetic energy obtained with known moment approach
models. They are derived to be valid only in the specific case of stationary, and horizontally
uniform neutral surface boundary flows which are assumed close to the flow encountered in
this situation. To this end, anisotropic Lagrangian timescales are specified as presented in
Appendix 4.A. Furthermore, so as to mitigate the error induced by the estimation of the mean
carrier fields, the largest roughness height is considered to obtain the best estimation of the
mean velocity. Moreover, the level of TKE is reduced by 25% corresponding approximately
to the TKE overshoot of the FV simulation. This is a crude assumption as the experimental
data used do not contain any information about the spanwise turbulent kinetic energy nor the
dissipation rate kept unchanged. In this case, the TKE in the close vicinity of the wall remains
somewhat superior to the one estimated experimentally due to the difference of slopes between
FV results and experimental ones. First, for all models considered, this crude corrections of
the mean carrier flows enable to achieve much better results. This might serve as a reminder
that the results of hybrid moment/PDF simulations greatly depend on the quality of the mean
carrier fields provided by the FV approach.

Doing so, one can see that the modelling selected within the Lagrangian method has an impact
on the plume description. Indeed, the SLM model, which is consistent with Rotta modelling,
assumes an isotropic shape for the pressure-strain correlation. This is not representative of
the physics near wall where more TKE is redistributed towards the streamwise components.
Mimicking modelling taking into account this anisotropic redistribution such as the LRR-IP or
the SSG models, less kinetic energy is furnished to the normal fluctuation yielding to less diffuse
plume, as we can see on the mean concentration in Figure 4.21A. This is more noticeable looking
at the turbulent scalar fluxes in Figure 4.21B and Figure 4.21C especially when mimicking the
SSG model which better represents the TKE distribution. Indeed, as the concentration near
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wall and the turbulent fluctuations of velocity in the streamwise direction increase, better results
are obtained on the streamwise turbulent scalar fluxes. Looking at the vertical turbulent scalar
fluxes, the decrease of TKE in this direction is compensated by an increase of concentration.
This enables to properly capture the normal fluxes which almost perfectly fit the experimental
data mimicking the SSG model avoid the overly diffusive tail otherwise present. Assuming a
isotropic distribution of the TKE, which is somewhat similar to the assumption made in SGDH
methods, poor overly diffusive results are obtained.
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Figure 4.21: Profiles characterising the PDF modelled pollutant dispersion downstream the
pollutant source using different toy models within the particle solver. The results mimicking
respectively: k — € (x); SSG (A) ; Rotta (Vv); LRR-IP (») TKE distributions are compared
to Gamel [2015] experimental data. On each plot, the red arrow represents the same physical
magnitude. The plume shape plotted is estimated based on experimental mean concentration
profiles.
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4.3 Linear-Source Dispersion near Ground in the Wake of an
Isolated Obstacle

Contents

4.3.1 Discussion on the Experimental Data . . . . ... ... ... ... .... 193
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We will now focus on a slightly more complex situation: a statistically stationary turbulent
linear-source dispersion in the wake of an infinite isolated obstacle of height H = 0.1 m. It is
still based on the experimental study of Gamel [2015] made in a channel flow and our results
will be compared to these data. As the obstacle is considered infinite in the spanwise direction
and the source is linear, one may consider a 2-D flow. Here again the potential effects of
structures orthogonal to the streamwise direction are not considered but are quickly discussed
in Section 4.3.1.

The domain is schematised in Figure 4.22, with the boundary conditions (in purple) and the
main flow characteristics. A 0.1H large linear source of pollutants (red dot) is placed at a
distance H in the wake of a square obstacle of length H within its recirculation zone (in blue).
The injected flow rate at the pollutant source Q;r;/p is still 600 L h~!, resulting in an injection
velocity of 0.0238 ms~!. The latter remains sufficiently small, so it does not perturb the overall
flow dynamics which is imposed by the free-of-pollutant flow injected upstream (also in blue) The
main aim is to study the dispersion of the pollutants downstream the obstacle (the corresponding
plume is schematised by the red line).

L,=25H L,=7H
©
SMOOTH WALL

—

T

L 3

—

INLET — OUTLET] I

N

(I ~

3H hH H 16 H
ROUGH WALL LINEAR INJECTION SMOOTH WALL

source of pollutants

Figure 4.22: Description of the domain studied to study the linear source dispersion in the wake
of an infinite isolated obstacle.

The inlet condition is provided by interpolation of the simulation results carried out in
Section 4.2, with a Rotta model and a roughness height zg = 1.92 mm. The 2-D geometry
consists in a rectangular domain of 25H x 10H in which the obstacle has been introduced
by removing the corresponding cells. The domain dimensions respect the recommendations of
Franke et al. [2007] provided to treat dispersion around obstacles. Indeed, in the streamwise
direction, we have an upstream region of 8 H bigger than the advised limit value of 5H. In
coherence with the experimental setup, a rough wall is kept over a distance of 3H downstream
the inlet with zp = 1.92 mm, and the wall over the remaining 5H upstream the obstacle is
assumed smooth. The wake region is 16 H long which is also longer than the recommended
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15H. Furthermore, in the spanwise and normal direction, the dimension of the experimental
channel flow are kept i.e., respectively 7TH and 10H. The latter dimension is bigger than the 6 H
above the obstacle recommended to avoid spurious acceleration effects. The mesh considered is
uniform and its cell dimension is [, x . X L,. As the flow is 2-D, only one cell is considered in
the spanwise direction. In the plane perpendicular to this direction the domain surface is 249
H?. The number of cells is then 249H?/I2. Given that the source of pollutant is 0.1H large, to
properly characterise this zone, we will take a cell length [, such as 0.1H is a multiple of I, i.e.
0.1H = n l. with n the number of cells above the injection zone. We consider that the injection
zone is two cells large (n=2): I, = H/20 = 0.005 m. The mesh considered is then composed of
249 x 20 x 20 = 96.000 cells as shown in Figure 4.23.

"4

Y

Figure 4.23: Reference mesh used to treat pollutant dispersion in the wake of an isolated obstacle.

Such a mesh may not be totally converged, however considering finer meshes the dimensionless
heights to the wall 2t = zu,/v would become too small for the high-Reynolds methods
considered to be valid as we can see looking at the dimensionless height z* at the ground
in Figure 4.24. Indeed, the lowest part of the logarithmic zone is described by a zone where zT
is somewhere around 30 to 50.
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Figure 4.24: Dimensionless height 2™ near the obstacle for 5 mm high wall cells.
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4.3.1 Discussion on the Experimental Data

Also, in this case, spurious mean normal velocities seem to be present on the experimental data
as we can see in Figure 4.25. Indeed, the latter ones are always negative even in the region
close to the obstacle and slightly above it. In such an area it is expected to find an upward
velocity with an increase of streamwise velocity due to the continuity condition as the flow is
blocked by the obstacle. As in the unobstructed flow, such a downward velocity may testify
for the presence of measurement error or of secondary structures orthogonal to the main flow
direction. The latter ones may be caused by the presence of the channel flow wall nearby in the
spanwise direction. In the wake of an obstacle, the normal velocity varies with the distance to
the obstacle and cannot be neglected. Thus, in this case, the study of a potential misalignment
angle 0 is not carried out.
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Figure 4.25: Profiles of the RANS modelled normal mean velocity adimensioned by the normal
turbulent velocity scale v/wow downstream the obstacle. The results using four turbulent models:
k—e («aus); SSG ( ); Rotta (=.=.) ; LRR-IP ( ) are compared to Gamel [2015]
experimental data. The red arrow represents a physical magnitude of 1. The plume shape
plotted is estimated based on experimental mean concentration profiles.

Moreover, as previously looking at the integrated flux over the height in Figure 4.26, we can
note the presence of an overestimation of the total fluxes especially near the injection point in
the recirculation zone. In this situation, the fluxes below the first values are almost null. Here

again we will rescale the mean concentration, turbulent scalar fluxes and concentration deviation
using these (UC)™".

tot
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Figure 4.26: Estimation of the adimensionised total scalar flux integrated over the height from
Gamel [2015] data when considering dispersion in the wake of an isolated obstacle. A plot with
an estimation of the scalar flux below first available data ( ¢—4 ) is compared to the results
without this added flux ( A—4A ) and to the expected flux (--.).
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4.3.2 Results using the Moment Approach

First, we focus on the dynamics of the mean carrier flow after the obstacle. The results using
four different closures of the turbulence are compared: one EVM and three 2" order DRSM
methods. As previously, the models compared are respectively the k — €, Rotta, LRR-IP and
SSG models. It is worth noticing that surprisingly the best results are obtained for the k — ¢
model which fits the experimental dynamics with more accuracy, as we can see in Figure 4.28.
The latter tends to properly retrieve the end of recirculating zone at around 6 H whereas the
three DRSM models tends to estimate a distance of 9H. Moreover, both within and out the
recirculating zone the k& — ¢ model provides better mean velocity and Reynolds tensor profiles.
The three DRSM models tend to underestimate the overall energy associated to both the mean
and turbulent flows.

As the k — e model better reproduces the flow dynamics, it is expected that the best results for
the pollutant mean concentration are also obtained using this closure as one can see respectively
in Figure 4.27. It is yet noticeable that the near wall dispersion is less accurate using this
EVM based carrier flow. Considering DRSM methods the pollutant is less diffused and more
transported by the mean flow, so more concentration reaches the top of the obstacle and are
transported from there. This is also noticeable on the concentration standard deviation which
remains closer the experimental data whereas the k — e tends to overestimate this value.
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Figure 4.27: Profiles characterising the RANS modelled pollutant dispersion downstream the
obstacle. The results using four turbulence models: k —¢€ (....); SSG ( ); Rotta (auv=.);
LRR-IP ( ) are compared to Gamel [2015] experimental data.
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(C) Streamwise velocity standard deviation v/uu. The red arrow represents a magnitude of 1.5 ms~1.
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Figure 4.28: Profiles of the RANS modelled dynamic properties downstream the obstacle. The
results using four turbulent models: & —¢€ (....); SSG ( ); Rotta (=.=.) ; LRR-IP ( )
are compared to Gamel [2015] experimental data.
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4.3.3 Results using the Moment /PDF Approach

SLM based Lagrangian stochastic simulations using the four models presented in Section 4.3.2
for the mean carrier flow are compared. as we can see in Figure 4.29A, a spurious effect still
exists within the wall cells where the mean concentration is overestimated. The best results
are obtained using the mean carrier fields issued from the k — e simulation which provides the
best description of the flow dynamics. This highlights that the error arising from the lack of
consistency between this first-order model is small compared to the benefit of a more accurate
description of the mean carrier flow. The results obtained with the Lagrangian stochastic
methods seem adequately capture the dynamics of the pollutant plume. Moreover, the scalar
fluxes are fairly well retrieved as demonstrated in Figure 4.29B and Figure 4.29C respectively
for (uc) and (wc). Yet, although the order of magnitude of the concentration standard deviation
seems to be correct, a strong overestimation of its value is still obtained using the volumetric
particle approach as shown Figure 4.29D.
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(C) Normal turbulent scalar fluxes <Qw2 . The red arrow represents a magnitude of —0.072 m~2.
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Figure 4.29: Profiles characterising the PDF modelled pollutant dispersion downstream the
pollutant source. The results using four turbulent models for the carrier fields are compared:
k—e(x); SSG (A) ; Rotta (v); LRR-IP (*) are compared to Gamel [2015] experimental data.
On each plot, the red arrow represents the same physical magnitude. The plume shape plotted
is estimated based on experimental mean concentration profiles.
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4.4 Local Conclusions and Perspectives

The description of the dispersion of pollutant downstream a linear source can be made using
a hybrid moment/PDF method by simulating solely the particles issued from the source of
pollutant. Using such a description, the mean concentration but also scalar fluxes can be directly
derived and represent a relatively good description of the plume physics. Even though it is not
possible to directly have access to the concentration fluctuations considering a zero-micro mixing
assumption, an acceptable yet overestimated value of the scalar variance may be reached using a
volumetric particle approach developed by Cassiani [2013] with an adequate relaxation timescale.
In the scope of SLM-IEM modelling, so as to consider a turbulent Schmidt number of one it
is then advised to consider the same timescale for the velocity and concentration (i.e. taking
Tr, = T¢ and thus Co = Cp).

The preponderant element to characterise the pollutant dispersion remains the capacity to
properly treat the dynamics of the carrier flow. For this purpose, the proper treatment of
the roughness and choice of an adequate turbulence modelling are of primordial importance.
As seen in Section 4.3.3, the error induced by the non-consistency between PDF and moment
solver may be negligible compared to the benefit provided by a better description of the mean
carrier flow. Furthermore, using toy model, it has been demonstrated that the modelling selected
within the PDF methods have a significant effect on the simulated dispersion. This advocates
for the implementation of more complex GLM models which are expected to propose a better
physical description near wall. In addition, as presented in Section 4.2.3.4, the proper choice
of an interpolation method and a wall boundary condition, are not totally negligible in the
vicinity of the wall. However, at this scale, the corresponding errors remain of lesser importance
compared to the error induced by a poor description of the mean carrier flow or by a poor
Lagrangian modelling. Furthermore, an error on the concentration within the wall cell may
be noticed when going too close to the wall. A potential source of error may be the necessity
to explicitly treat the diffusion by Brownian movement to consider viscous effects in this zone.
Without this Brownian movement, the particles may be trapped for too long in this zone. A
comparison with Lagrangian stochastic models valid for low Reynolds number flow may be of
great interest to determine if we have indeed reached the limit of validity of the SLM model
developed for high Reynolds number flows.

Finally, let us note the presence in the experimental data of a downward mean velocity. Given
the nature of this flow, the latter are not physical considering a spanwise periodic flow. In order
to assert if this normal velocity results from measurement error or from physical secondary flow
orthogonal to the mean flow, a further 3-D study may be carried out. These potential 3-D
effects might be the cause the error observed on the estimation of the total mean scalar fluxes
based only on the value at the centre of the channel. Such 3-D simulations may then be used
to quantify influence of potential secondary flows on the pollutant dispersion.
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Local Appendix

4.A Description of the Class of Toy Models used to Discuss PDF
Model Sensibility

The goal of the present section is to present the derivation of a class of simple Lagrangian
toy models used in Section 4.2.3.5. The latter ones aim at mimicking the TKE distribution of
different RANS model in the case of stationary horizontally uniform neutral surface-boundary
layer flows. In order to do so, the conditions to fulfil are:

Balance of production and dissipation: P =c= pmg (4.19a)
k
1
Production and kinetic energy: k=— (uw), (4.19b)
VCu
o o ~ (uata)
Proportion in each direction : Fa =T (4.19c¢)
where the considered distributions of TKE 7, are given in Table 4.A.1.
k—e Rotta LRR-IP SSG

std. | (Cr=3.5) | (CR=1.8,Cp =0.6) | std. (see Table 1.3)

ro | 3 0.88 0.96 1.07
ry | 3 0.56 0.52 0.52
ro| 2 0.56 0.52 0.41

Table 4.A.1: Distribution of kinetic energy of a few RANS models.

The simplest GLM model enabling to have a non-isotropic redistribution is to consider a diagonal

matrix G with integral time-scale T}, , = ;——’“ = <& depending on the direction. A great interest
- « a€

for the integration of such models is that each direction can still be considered independent,
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thus, the temporal scheme currently used can be used without modification. The instantaneous
velocity equation can be written:

d%:(fwm_kﬂa<%§&+¢@kmg (4.20)
P 0% q Tk Tk

The three conditions imposed on Eqs 4.19 will be useful to fix the four parameters of these
models: the three A, and Cy. Such a modification of model will not appear on the mean velocity
equation and the equation for the Reynolds tensor becomes:

duqug,  O(uqug) O(uqug) 0(Ug) 0(Ua),  O(uquguy)
A 5 fuaug) k. '
= (}\a+7\5) T —i—CoTkéa/B.
For a surface boundary layer, it can be simplified into:
o) VY s 5 (waus) K
which component by component reads:
for (u?): XI@E>::4{uw>QgZZEA%g9k, (4.23a)
0z 2
for (v?): Ay (0?) = %k, (4.23b)
for (w?): A (w?) = %k, (4.23c)
for (uw): —(Xx-%izxuu»::<uﬂ>?g]fm, (4.23d)
z
for (uv): (uv) =0, (4.23e)
for (vw): (vw) = 0. (4.23f)

From Eq. (4.23a), in order to ensure the balance of the production and conservation Eq. (4.19a)
we have then to ensure that we have:

o) _ Gk 5 ) _k (4.24)

B T

Injecting the condition on the distribution of the streamwise energy Eq. (4.19¢), we have then:

~ Co + 2
Ay = . 4.25
* 27y ( )
From Eq. (4.23c) the condition Eq. (4.19¢) directly gives:
_ Co
A, = . 4.26
2= o, (4.26)
From the definition of the kinetic energy k = W and the condition on the distribution of the
kinetic energy Eq. (4.19¢) we have:
Py =2— 1ty — 7. (4.27)
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Injecting this result in Eq. (4.23b), we obtain:

~ Co

= 4.2
Ay 22— ry —72) (4.28)
Finally, multiplying the Eq. (4.23d) by (uw) we have:
—(As + A2) (uw)? —<w2><uw>a(‘<;]>77€ = —r. k2, (4.29a)
z
Az + A
k2 =— : (uw)?. (4.29b)

Injecting this result in the condition Eq. (4.19b) and developing the coefficient Az and A, we
get:

1 }v\x +3\Z 1 /Cy+2 Co )
— = = — 4.30
CIL 7z [ ( 27y * 27, ’ ( a)
#ore —C
Co=2p,—2 "1 4.30b
0= e T ) ( )

Considering, the TKE distribution of Table 4.A.1 the coefficient associated to each toy model
considered are presented in Table 4.A.2. By construction of the model, if one wants to mimic
the Rotta model the SLM modelling is retrieved.

k—e¢ Rotta LRR-IP SSG

std. | (Cr=3.5)| (CrR=1.8,Cp =0.6) | std. (see Table 1.3)

Co | 3.96 3.5 3.21 2.16
Ao | 447 3.125 2.71 1.94
Ay | 297 3.125 3.9 2.63
A | 297 3.125 3.09 2.08

Table 4.A.2: Value of the toy model constants for different mimicked RANS models.
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CHAPTER D

Treatment of the Thermally Stratified Atmospheric Surface-Boundary Layer
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As presented in Paragraph 1.2.2.3.2) in order to take into account the effects of the potential
temperature stratification on near ground atmospheric flows, one can consider the Monin—
Obukhov similarity theory. In the scope of this theory, all mean and turbulent quantities in
the surface-boundary layer (SBL) may be derived based on so called “universal functions”. In
the literature many propositions have been made to determine such functions for the mean
velocity and mean potential temperature (see e.g. Businger et al. [1971], Carl et al. [1973],
Hogstrom [1988], Chenge and Brutsaert [2005], Hartogensis and De Bruin [2005]). However,
the selection of a specific proposition may be tricky and not fully satisfactory for multiple
reasons. First, on theoretical grounds, many propositions do not respect the stable or convective
asymptotic behaviour derived from the Monin—Obukhov similarity theory. Moreover, they do
provide information only on the mean first-order moments and are therefore not sufficient to
characterise the flows as no information on the turbulent quantities is provided. Finally, these
functions are experimentally fitted and may not agree with the turbulence model considered in
numerical simulations. Due to this issue, the selected universal functions, often used as inlet
profiles for micro-scale flows, are not solution of the numerical solver in statistically stationary
and horizontally uniform condition, yielding to the impossibility to maintain the injected profiles.

To avoid these difficulties, the main goal of Section 5.1 is to present a method to evaluate
model-consistent universal functions. In this scope, we aim at estimating the solutions of the
numerical solver to use them as universal functions. This method has been applied for a range
of second-order RANS models with a linear modelling of the pressure-strain correlation and
scrambling terms. The solution of algebraic equations consistent with the model selected are
derived in Section 5.1.1. This step enables to provide universal functions for all mean and
turbulent quantities except the mean velocity. Moreover, all these universal functions depend
solely on this universal function associated with the mean velocity, which has still to be exhibited.
To do so, an iterative resolution of the dissipation rate equation is carried out. A solution in
agreement with the theoretical asymptotic solution is then obtained in Section 5.1.2 and verified
in Section 5.1.3.

In addition, an extension of the spatial numerical treatment, presented in Chapter 3, is
then provided to treat thermally stratified wall flow in Section 5.2. It is first highlighted,
in Section 5.2.1, that a proper treatment of the wall boundary condition for the potential
temperature is necessary to retrieve the physical evolution of thermal quantities in stratified SBL.
Moreover, it is necessary to avoid errors on the well-mixed criterion tarnishing the concentration
profiles. Afterwards, similarly to the mean velocity and Lagrangian timescale fields, the necessity
to consider a proper interpolation scheme for the thermal properties is presented in Section 5.2.2.
Then, the error arising when estimating second-order moments on too coarse averaging bins is
put forward for stratified flows in Section 5.2.3.

Finally, the effects of the thermal stratification on the pollutant dispersion will be highlighted
in Section 5.3 with both moment and Lagrangian stochastic methods. It is shown that the
plume shape does not depend on the wind velocity but solely on the thermal stratification of the
atmosphere as presented by Monin [1959]. Moreover, in the Lagrangian standpoint, the impacts
of the proper thermal modelling are emphasised.
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5.1 Derivation of Universal Functions Coherent with the Se-
lected Turbulent Closure
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The goal of the present section is to fully characterise the stratified SBL flows simulated with a
given modelling of the turbulence. This issue is of particular interest to provide pertinent inlet
condition for micro-scale atmospheric simulation when no wind data are available. We will place
ourselves in the scope of the Monin—Obukhov similarity theory presented in Paragraph 1.2.2.3.2.
This theory provides the dependence between physical quantities but not the explicit shape
of these dependencies characterised by universal functions. As aforementioned and further
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discussed in Paragraph 1.2.2.3.2, selecting experimentally fitted universal functions of the
literature results in an incoherence between profiles injected at inlet and the solution of the
numerical solver. As a way to avoid these pitfalls, in the continuation of the work proposed by
Gibson and Launder [1978], this section aims at deriving solutions consistent with the modelling
selected and the numerical solutions. Indeed, the modelled set of equations considered to describe
the flow is closed and therefore it is possible to derive the universal function by resolving it. We
will consider a DRSM-DFM approach in which this set of equations is composed of 15 modelled
equations (i.e. 3 equations for mean velocity, 1 equation for mean potential temperature, 6
equations for Reynolds tensor equation, 3 equations for the turbulent heat fluxes, 1 equation
for the potential temperature variance and 1 equation for the TKE dissipation rate), yet the
approach presented here remains valid for other choice of modelling as shown in Appendix 5.A.

5.1.1 Derivation of Universal Functions for the Second-Order Turbulent
Quantities

To have a proper description of the turbulence, which plays a fundamental role in the treatment
of pollutant dispersion, we will first focus on the second-order turbulent quantities. To do so,
we will start by presenting the theoretical assumption considered. Then the derivation of the
corresponding algebraic model on the Reynolds tensor and the scalar fluxes is detailed.

5.1.1.1 Hypothesis Considered

Let us first introduce the assumptions considered. We remain in the SBL, sufficiently high for the
viscous effects to be negligible but sufficiently close to the ground to also neglect the long-distance
pressure gradient and Coriolis effects. The situation considered is then a horizontally uniform
and statistically stationary flow. It is vertically stratified due to the shear stress imposed by the
upper region wind and the thermal forcing imposed at the ground assumed flat and horizontal.
In this context, as discussed in Section 1.2.2.3, the mean velocity and potential temperature

equations simplify respectively into a<g:)> = 0 and % = 0, with ey aligned with the flow
mean direction and es aligned with the vertical. Thus, the shear stress (uw) = —u?, and the
vertical turbulent heat flux % = (w#) = —u,0, are constant properties. We can then focus

on the treatment of turbulent cfuantities.

5.1.1.1.1 Reynolds Tensor and Turbulent Scalar Fluxes Modelling

In coherence with the high Reynolds number limit considered, the dissipation tensor in Reynolds
tensor equation is considered isotropic: € = %6; whereas the dissipation of turbulent scalar fluxes
is null: €9 = 01 (see discussion in Paragraph 1.2.1.2.2). Furthermore, for the pressure-strain
correlation IT and scrambling term ITy introduced respectively on Eq. (1.75) and Eq. (1.108), we
limit ourselves to models in which they are treated as linear functions of the turbulent quantities
available:

) 2 2 2
I;; = —Cre <<” ;‘ﬂ> - 35”-) +201,kS;; — Cp (79 - 3P5ij> —Cg <g,-j - 3g5ij), (5.1)
I, T, e,
€
Iy ; = —Co, E<u19> — CQQPé{Z' - C%’Pg?i —C0,G0,i, (5.2)
%’_/ H’l‘ G
I, b g,
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E ) NU) .
with S;; the deformation rate tensor S;; = % (dggjz + 5%31 ) which only has one component
in the case studied S,, = %aé? . Moreover, in these equations the superscript ® refers to

slow terms depending on the turbulent properties but not directly on the first-order-moment
gradients. The superscript " characterises rapid redistribution terms within which the first-order-
moment gradients have a direct impact. Finally, the last term with the superscript 9 represents
the redistribution induced by the buoyant effects. It is worth noticing that the redistributing
mechanism for the Reynolds tensor, the thermal variance and the turbulent heat fluxes results
from similar physical processes. The choice of modelling for the corresponding terms is thus not
independent from each other Pope [1994b]. The class of model selected does not encompasses
non-linear treatment of fluctuating pressure induced redistribution terms. Then, for example
the SSG model for the Reynolds tensor (see Speziale et al. [1991]) or the methods proposed by
Kenjeres et al. [2005] for the turbulent heat fluxes remain out of the scope of the present study.

5.1.1.1.2 Weak Equilibrium Assumption

With an aim to exhibit a proper algebraic model describing the flow, which aims at being
local, we place ourselves under the weak equilibrium assumption which is a common assumption
within SBL flows (see e.g., Launder [1975], Gibson and Launder [1978], Rodi [2000], Pope [2000],
Ferrand and Violeau [2012]). This hypothesis states for the Reynolds tensor:

D(%‘uﬁ
k Dy | =0, (5.3)
i L

Dt
ie.,
D(uluﬁ _ (uzuﬁ Dk B
_ <“i;‘j> P+G—e). (5.4b)

Similarly, to this hypothesis made on the dynamics, we also consider the weak equilibrium
assumption for the turbulent heat fluxes:

D (ui0)
(02)k Pk D | =0 (5.5)
Dt (1;2)’9
We have then:
D{u;0) _ (u) (D (0°)k
Dt - D(uﬁ) = <92>k Dt -D 02k | (56&)
1 (wi0) D(6?) (u;0) ( Dk
(uif) (Pig2) — €z  P+G—e
=5 < ) + . ) . (5.6¢)
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5.1.1.1.3 Production-Dissipation Equilibrium Assumption

Furthermore, a more constraining equilibrium assumption is made for the kinetic energy and
the thermal variations. An equilibrium between their production and dissipation is assumed.
This is also a classical assumption within the SBL which states:

P+G=c¢, (5.7a)
7)<92> == 6<92>. (57b)

This condition imposes that the LHS terms (i.e., the difference between temporal evolution and

diffusion) in Eqs 5.4 and Eqgs 5.6 are null. Assuming a statistically stationary and horizontally
homogeneous flow, the temporal evolution is strictly null, so this assumption corresponds to
neglecting the diffusive term on the kinetic energy and on the potential temperature variance.
The limit of this hypothesis will be discussed in Paragraph 5.1.3.2.2. It should be noted that,
combined with the weak equilibrium hypothesis, this results in the temporal evolution and
diffusive terms of the Reynolds tensor and turbulent heat fluxes also being neglected.

Furthermore, under production dissipation equilibrium, it is possible to exhibit a relation
between the dissipation rate and the flux Richardson number or the momentum universal
function such as:

u? u? 11— Rig
=P(1—-Rif) == —{)=—>- "1 5.8
e="P( ir) s (m — ) Lo Ris (5.8)
with the flux Richardson number Ri; = —% = ﬁ (see Paragraph 1.2.2.3.2). Furthermore,

let us recall that in this situation, we can express the ratio of the production terms over the
dissipation rate as a function of the flux Richardson number:

P 1

< TRy (5.92)
g Riy

= 5.9b
€ 1 — Riy ( )

5.1.1.1.4 Proportionality between Dynamical and Thermal Turbulent Timescale
Moreover, according to Kolmogorov [1941, 1962] theory, we assume that the thermal and

turbulence relaxation times are proportional with a factor Co constant, given that they are
caused by the same physical phenomenon i.e.:

Co=— =240 (5.10)
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The equation of (#?) Eq. (1.117) under equilibrium assumption can be written:

_ ke kP

2
= ‘ (w0) 5 (5.11b)
~ Ce (1~ Riy) (uw>a(<9g> ’ .
2
__ b kp (5.11c)

" Co (1 — Rig)u?

The question raising is how to set the constant Cg. The derivation of this value to capture the
proper turbulent Prandtl number near-neutral situations is presented later in Paragraph 5.1.1.3.3
in the scope of Rotta—Monin model. In the following, the algebraic solutions corresponding to
different models will be plotted. First the fully linear LRR-L model proposed by Launder [1975]
is plotted with the constants introduced in Table 1.4. The two other models correspond to
Rotta—Monin models with respectively Cr = 6.25; Co = 1.875 and Cr = 19; Co = 5.7. The
two Cpr constants correspond to the value necessary to retrieve the proper production of TKE
in neutral situation respectively according to Launder and Spalding [1974] fitted on channel
flow or to Duynkerke [1988] fitted on atmospheric flows. The value of Cg is then obtained
in coherence this choice to obtain turbulent Prandtl number of 0.8 in near-neutral flows (see
Zilitinkevich et al. [2008], Zilitinkevich et al. [2010], Freire et al. [2019]) as presented later on in
Paragraph 5.1.1.3.3.

5.1.1.2 Derivation of Algebraic Model Consistent Universal Functions for the
Reynolds Tensor

As a way to determine the appropriate universal functions that are consistent with the chosen
model, we will derive the solutions for the corresponding the algebraic model. Only the results
obtained using a DRSM-DFM closure which is a second-order closure on both the dynamics and
the temperature are presented here. The results obtained using lower order methods are derived
in Appendix 5.A.

First considering the Reynolds tensor, one aims at obtaining the equation driving the dynamic
aspect of turbulence. The transport equation for the Reynolds tensor is recalled here:

D(ujuj)

o(Us;)
Dt D(Ui“j) -

8xk B <uJUk> al’k

—giBo(u;0) — gjBo(uif) +11;; — €;5. (5.12)
Gij

Injecting Eq. (5.1) in Eq. (5.12) the modelled transport equation is:

%tuj} — D(uiu]-) = —Cpe <u]:fj> + 3 (P + G — e+ Cpge) 8;5 + 2CkSj,
9 9 (5.13)
+(1—Cp) <7Dij - 37351-]) +(1—Cg) <gij _ 3g5@-j> .

With the two equilibrium assumptions considered the LHS terms are null and the production
dissipation-equilibrium ensures that P 4+ G — e = 0. Thus, an algebraic model can be derived as:
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(uiuy)
k

y - Pij — 5Pby; - Gij — 2G5i;
2,y 0P (P iP5) 1o (6a=40%)

.14
Cr € Cr € P Cr ¢ g (5.14)

Under equilibrium assumption, the production by dissipation ratios are given by Egs 5.9.
Injecting these equations in the previous one, we can write:

(win) _ 1 25 L 9Ck k k28,  (1-Cp) (P — §P83)
k _(1—Rz’f) 3 Cr u2 uspm Cr P
(5.15)
(2 (1-Cg) (Qz‘j - %g%‘)
— sz *51‘]‘ + .
3 Cr g
Component by component this equation reads:
(uu) 1 <2CR+2(1—C7>) : QCR—(l—Cg)>
_ 2 _pRi, 2t U ) 1
k ~ (1-Rip \3 Cr R ’ (5.16a)
(vv) 1 (263—1+C7> , 2CR—(1—cg)>
_ 2 _Ri 2= 1=Cg) 16b
Kk~ (1-Rip\3 Cgr R =, ’ (5-16b)
(ww) 1 <2CR—1+C7D . QCR-FQ(I—CQ))
_ 2 _ R, ctrt el —Cg) 1
k ~ (1-Rij)\3  Cn Rigg Cr ’ (5.16¢)
<ukv> —0, (5.16d)
(v0)
(vw) (1= CQ)<w9>
- _ I L 1
k YR (1~ Riy) (5.162)
(uw) 1 ( Cr k (1—-Cp) (ww) . 1—-Cg (ub) )
— _—k — — . 16f
FO-Rip)\ Crluw) T Cr Gy TMTCR  (wl) (5.16f)

It is worth noticing from the diagonal terms Eq. (5.16a) to Eq. (5.16¢) that for a given model
of the class selected and a known flux Richardson number the distribution of turbulent kinetic
energy might be determined. To simplify the notation and the comprehension, the equation of
the diagonal Reynolds tensor components can be written:

(uu) 1 2Cr+2(1-Cp) . Cr—(1-Cg) 1 —ueRiy
_ l 1— = Al (517
k  (1—Rif) 3 Cr Ri Cr+2(1—Cp) (1— Riy) (5.172)
(vv) 1 2Cr— (1 —-Cp) . Cr—(1-Cg) 1 —pyRif
= - 1— =A 5.17b
k  (1-Rif)3  Cr Ry e == cp) (1— Riy)’ (5.17b)
—_— —
A py~1
(ww) 1 2Cr— (1 —Cp) . Cr+2(1-Cg) 1 — uRiy
k  (1—-Ri)3  Cn R e —=cp) | =M= Rip) (5.17c)
—
A u>1
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In order to have a physical behaviour, a few conditions should be respected by these new
constants:

o First, it is necessary to ensure that in neutral situations the TKE distribution is well
reproduced and is independent of the modelling selected for the thermal quantities. To
this end, one may consider the constants A, and A which represent, for neutral flows, the
proportion of TKE respectively in the streamwise direction and in the other directions.
These constants should then be positive, which is well respected for Cp in the range [0 — 1],
and Cp > 1.

e One may then consider the deviation from the neutral state due to thermal effects by
comparing the constants W, p;,u, to unity.

— In the normal direction: p is greater than unity, indicating that the normal component
of the Reynolds tensor is decreasing with the flux Richardson number. This condition
reflects the fact that for unstable cases the convective effects produce kinetic energy
in this direction, whereas they destruct it for stable situations as we can see
in Figure 5.1A.

— In the spanwise direction: the constant w, is almost one. The proportion of kinetic
energy in this direction does not strongly depend on the stability as evidenced
in Figure 5.1B). Indeed, the redistribution of energy is quite similar whether it is
produced by the shear stress or by thermal effects. This is emphasised by the value
of the constants Cp and Cg which are somewhat similar.

— In the streamwise direction: the constant is below one, highlighting that the
proportion of kinetic energy in this direction increases with the stability. In fact, given
that the proportion of kinetic energy in the spanwise direction is almost constant, it
compensates almost completely for the evolution of kinetic energy ratio in the normal
direction as illustrated Figure 5.1C.

e Finally, it is essential to ensure that the diagonal terms of the Reynolds tensor describing
the kinetic energy in each direction remain positive. This requires ensuring that the
constants W, p,, and p, are smaller than 1/ Rif". In practice, we have u > p, > pg, so
respecting this constraint only along the vertical direction is sufficient.

Remark that, as presented in Eqs 5.17, the relative distribution of kinetic energy in each direction
is uniform in stratified flows in the stable limit situation (Ri; — Ri‘jf) at all heights, but also in
the convective limit (Ri; — —o0). However, this is not the case outside these limit situations. In
fact, local thermal effects, which either kill or produce normal fluctuations, modify the weight
of the corresponding component, which is compensated for by the other. As a result, this
distribution varies with altitude and the weak equilibrium assumption on the Reynolds tensor
Eqgs 5.4 is not perfectly verified in such flows. This is a first limitation of the algebraic methods
presented here.
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Figure 5.1: Algebraic profiles for the distribution of kinetic energy for different models. Results
using three different models are compared: the LRR-L model presented in Table 1.4 (...), and
two Rotta—Monin models respectively with Cr = 6.25, Co = 1.875 (=) and Cr =19, Cg = 5.7

(ens).

At this point, preliminary remarks regarding the evolution of the kinetic energy have already
been drawn. However, the description of the turbulence has to be completed. Indeed, the value
of the kinetic energy has yet to be established. For this purpose, we will focus on the equation of
the shear stress Eq. (5.16f) which is constant. Injecting the normal component of the Reynolds
tensor in the shear stress equation and replacing the constant fluxes by their values, we get:

up 1 @+A(1—cp) (1—-wpRif)  Riy (1-Cg) (ub)ui (5.180)
k2 (1—Rif) Cr Cr (1—Rif)2 (1—Rif) Cr usb, k’ ea
ud 1 A1 —Cp) —Cy < A1 —Cp)u ) Cy,

S _ 1—-———"Rif)|+—Ri 5.18b
k%2 (1— Rig)? ( Cr MNL—Cp)—C ) TR ( )

x1
Rif  (1-Cg) (uf) u?
(1 — le) CR U*H* k ’

}’LIZ
Al —
» (1 B ( (1-Cpln Gy >Rif>
E«l B AM1—-Cp)—Cr Croy _ Rig (1 —=Cg) (ub) té (5.18¢)
K2 (1— Rij)’ (1-Rif) Cr  wdbik’ o

where oql ~ C;l is the square of the dimensionless kinetic energy in the neutral situation. As
we can see on the second RHS terms of this equation, the kinetic energy to shear stress ratio
depends on the horizontal turbulent scalar fluxes.
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5.1.1.3 Modelling of the Turbulent Heat Fluxes and Impacts on the Dynamics

5.1.1.3.1 Estimation of the Turbulent Heat Fluxes

The Reynolds tensor being coupled not only with the known normal component of the turbulent
heat fluxes but also with its horizontal one, we will now focus on the turbulent fluxes to determine
the kinetic energy. The transport equation for the turbulent heat fluxes is recalled here:

o(Ui) 9(0)

Di Py = —<uj9>Tj —(uiuy) z; —5(;(92>gi +11g; — €o,i, (5.19)
Péj’l 7)5_?2 0,1

Considering the weak equilibrium and the production-dissipation equilibrium the LHS terms are
null. The resulting algebraic model is then given by:

kE(1—Cy 1—Cy 1—Cy
19 - — 2 PUZ‘ + 2 P@i + 3 G 7 B 520
(u;0) c ( Cor 0, Co, 0, Co, 6, ( )
which on each component reads:
)y = (L=Co ) 00) 1= Cop 1 00O) (5.21a)
e\ Cy 0z Co, 9z |’ '
k (1—Cy 9(O)
__k 5 21
(00) = ( & ) 5 ) (5.211)
w8) = 5 (L2620 1=Cos g g2, (5.21¢)
N € C@l 8,2 C@l gro ' '

Replacing the constant fluxes and the potential temperature gradient by their expressions and
injecting the dissipation rate relation Eq. (5.8), the normal component of the Reynolds tensor
Eq. (5.17¢c) and the thermal variance Eq. (5.11c) in the normal turbulent heat fluxes Eq. (5.21¢),
we can have access to the turbulent Prandtl number:

1/Lyo
wd, = 0 RN LG i ey - Lo 900 2 p, (5.22a)
*Ux = (1 _ sz)Q Ufkl C91 Hive ¢ t C91C® ug Om t | .
————
Rif
4 . \2 4 . \2
on U (1 — Riy) uy (1 — Riy)
pr,= b U =% . (5.22b
o k2 k2 B1(1 — BoRiy) (5.22b)
1 _CQ’ 1—-0Cy
A1 - Rip [y ——— 0
Co, ! (“ (I - Cyy)Col
B1 B2

In order to ensure that this turbulent Prandtl number is well defined one must ensure that we
have 31 > 0 and B2 < 1/Ri{". Furthermore, injecting the horizontal shear (uv) Eq. (5.16d), the
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dissipation rate Eq. (5.8) and of the turbulent Prandtl number Eq. (5.22b) at equilibrium in the
spanwise turbulent fluxes Eq. (5.21b), we get after simplification:

1—
VRiy, (v6) <1 — Rij ((52 - Cg)) —0 (5.23a)
ACr
(v8) = 0. (5.23b)
As expected, the spanwise terms (vf) and (uv) are null as they do not depend on thermal nor

shear effects. Furthermore, injecting the known quantities in the streamwise turbulent heat flux,
we get:

kooub. [1-Cp 1ub (1-— Riy)?
o) = = 2y LU L7 y) ) 24
(ud) uz1—Rz‘f< Co T ANRZ(L— BaRif) (5:24)

5.1.1.3.2 Derivation of the Universal Functions for Turbulent Quantities
For the shear stress, injecting Eq. (5.24) in Eq. (5.18c¢), we can then obtain:

us L o (1 Riy) (5.25a)
- — W Ri .25a
A Rip2 (T
- ((1-Cg)1-Cyy  (1-Cg)1—Coui (1—Riy)’
— Riy + o) ;
Cr 691 Cr C91 k [31(1 — BQRZf)
(5.25b)
4
Uy -2 : A1 —Cp)p Cp | (1=Cg)(1—Cy,)
(1 — — 1— _
g2 (1= fig)” = e iy ( MNL—Cp)—Cr  Croa | CiCou
X2
4 1-Ri)? [(1-Cg)(1—C,
— % Riy (= Rip)” ((1=Ce)0=Cp) ) (5.25¢)
k (1 - BQRZf) CRC91 Bl
“3:(17\_CCRQ)
k . (1 — (P2 — «3)Riy)
_ " _1_R _ 5.25d
Pk uz ( Zf) \/0(1(1 — BQRif)(l — OCQRif) ( )

The modelling of the Reynolds tensor, turbulent heat fluxes and potential temperature variance
allows us to derive a relation between the kinetic energy and the flux Richardson number. As
expected, for convective SBLs, the buoyancy effects increase the overall kinetic energy as we
observe in Figure 5.2A. For stable cases, the situation is more ambiguous. Notwithstanding
the fact that thermal stratification has the effect of suppressing turbulent fluctuations in the
normal direction, it has been demonstrated that the TKE also increases in this situation when
certain constants are considered. This result, which may appear paradoxical at first glance, is in
agreement with experimental data (see, e.g., Nieuwstadt [1984]). This can be explained by the
fact that the destruction of normal velocity fluctuations also decreases the shear stress, thus, to
maintain a given shear stress more energy is necessary particularly in the streamwise direction.
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Furthermore, being a function of the flux Richardson number, which is not uniform, the kinetic
energy is not uniform either except in the neutral and stable limits. Thus, the corresponding
diffusion term is not null, and the assumption of production-dissipation equilibrium is not
exactly respected. Nevertheless, for the time being, we continue to assume that the influence of
the diffusion remains relatively minor, and thus the production-equilibrium assumption is still
considered.

Injecting the kinetic energy Eq. (5.25) into the relative distribution of TKE Eqs 5.17 we can
access the diagonal Reynolds tensor components adimensioned by the shear stress:

_ {uw) , (1— (B2 — a3)Riy)
vV . 1-— — Ri
Plowy = <u2> — A1 - p,szf)\/‘Xl(l( : Bif;fif)g?’)_ (Xzﬁf), (5.26b)
ww . 1-— — Ri
oy = 2 (1= iy [ (Bl (5.260

..... 61 cenn. .,
Bb Tt e
............ DK
(\13* 6 el i T
~~ | T e S e,
-~ 3
2
22 I8 16-14-12-1 -08-06-04-02 0 02 —2 —1.8-1.6-1.4-12 -1 —0.8-0.6-0.4-02 0 0.2
Ri, Ri;
(A) k/u? (B) (ww)/u?
6 6
.................... 5 "-.._.......,__...
R4 T w0 e
=~ | el 4 e
8 i =
3 S /
2 - 3
2

-2 -1.8-1.6-14-12 -1 -0.8-0.6-0.4-02 0 0.2

Ri,

-2 -1.8-1.6-14-1.2 -1 -0.8-0.6-0.4-0.2 0 0.2
Ri,

(C) (vv)/uZ (D) (uu)/u?

Figure 5.2: Evolution of the kinetic energy and Reynolds tensor diagonal terms with the
flux Richardson number for different algebraic models. Results using three different models
are compared: the LRR-L model presented in Table 1.4 (...), and two Rotta—Monin models
respectively with Cr = 6.25, Co = 1.875 (=) and Cg = 19, Co = 5.7 (asa).

Furthermore, the universal function of the TKE Eq. (5.25) can be injected respectively in the
streamwise turbulent heat fluxes Eq. (5.24), in the turbulent Prandtl number Eq. (5.22b) and
in the potential temperature variance Eq. (5.11c) to obtain a relation between these thermal
quantities and the flux Richardson number as:
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_(wh)  1-Cy, (1= (B2 — a3)Riy)
Pl =0, T G, VaﬂL—MRQXL—@RQ) (5:27)

N 1\/ «1(1 — oaRif)
(1= B2Rifp) (1 — (B2 — az)Riy)’

A
ﬁ _ 061(1 — O(QRif)
om  B1(1— (B2 — a3)Rif)’

RO o (1 — oo Riy)
P =gr = Blc@\/ (1~ BaRiy) (1— (Bs — ) Riy)’ (5.29)

P’I“t:

(5.28)

The corresponding evolution for the turbulent thermal quantities is presented in Figure 5.3
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Figure 5.3: Evolution of the turbulent heat fluxes with the flux Richardson number for different
algebraic models. Results using three different models are compared: the LRR-L model
presented in Table 1.4 (...), and two Rotta—Monin models respectively with Crp = 6.25,
Co = 1.875 (=) and Cr =19, Co = 5.7 (aueu).

Let us take an instant to focus on the asymptotic behaviours of the turbulent quantities derived
from Eq. (5.25) to Eq. (5.29). In the stable limit, as the quantities depend solely on the flux
Richardson number, which tends towards a finite limit when ¢ tends towards infinity, all these
quantities tend towards constant value as predicted by Monin—-Obukhov theory. Furthermore,
in the convective limit the flux Richardson number tends towards minus infinity. It is clear from
Eq. (5.25) to Eq. (5.26¢) that the diagonal components of the Reynolds tensor expand due to
thermal forcing at the expected rate (—Ri f)l/ 2. Moreover, the potential temperature variance
Eq. (5.29) and the normal fluxes Eq. (5.27) decrease also with (—Ris)~'/2 according to the
Monin—Obukhov predictions. In the neutral situation, all the properties converge towards the
known neutral values and the dynamics is independent of the modelling selected for the thermal
quantities.
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5.1.1.3.3 Estimation of the Constant Co based on the Near Neutral Turbulent
Prandtl Number.

In the near-neutral situation, the algebraic solution for turbulent Prandtl number in the class
of models considered Paragraph 5.1.1.1.1 equals to:

1—-Cp)Co 3CCoy
pro__(1=Cp)Co _ : , 5.30
"B 1-Cy Cr 2(1—Cy)(Cr—(1-Cp)) (5:30)

This relation might be used to fix some constants in a coherent manner. In the case where a
Rotta—Monin model is selected, this equation is simplified into:

a1 C@
prd— 22 — X% 5.31
t /81 CR ( )
Based on modelling consistency, the Lagrangian stochastic counterpart of the Rotta—Monin
model is SLM-TEM model. Thus, it results from Eqs 1.228, that considering these models we
have Cyp, = Cyp = Co + %C r and then we retrieve the result obtained by Pozorski et al. [2003a]:

1
Co = Cr(Pr? — 3 (5.32)
So as to retrieve the value Pr? = 0.8 (see Zilitinkevich et al. [2008], Zilitinkevich et al. [2010],
Freire et al. [2019]), given a value Cr = 6.25 to obtain a proper production of kinetic energy we
obtain a value Cg = 1.875 which will be our reference value.

5.1.2 Derivation of the Momentum Universal Function issued from the
Dissipation Rate Equation

As seen in Section 5.1.1 from Eq. (5.25) to Eq. (5.29), for any modelling of the Reynolds tensor
and turbulent heat fluxes in the class treated, algebraic solutions have been found for all second-
order statistics. They provide universal functions that depend solely on model constants and
on the flux Richardson number. However, the system remains for now unclosed as the latter is
still unknown. To close this system, we will consider the modelling of the dissipation rate which
will furnish an additional equation. This equation will enable the estimation of the momentum
universal function by providing a scale for the distance to the ground. The dissipation rate is
governed by:

2

— De = % (Celp + ge) - 062%7 (533)

where the temporal evolution and advection by mean velocity %

stationary simple sheared flow. However, for the dissipation rate, no local algebraic solution
is searched as the diffusion term should be considered. Indeed, it is the only non-local term
in the set of equations treated. Therefore, it provides a notion of length scale for the distance
to the wall which is necessary to derive the momentum universal function. Then, both the
buoyancy effects on the dissipation rate G, and the diffusion term D, must be modelled. The
corresponding modelling will be discussed respectively in Section 5.1.2.1 and Section 5.1.2.2.
The implicit solution consistent with the modelling considered for this system will be presented
in Section 5.1.2.3.

is null since we consider a
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5.1.2.1 Relation between the Modelling of the Buoyant Effects on the Dissipation
Rate and Asymptotic Flux Richardson Number

Let us first focus on the treatment of the thermal effects on the dissipation rate. Two models will
be presented for this term: first a model linear in G followed by a model quadratic in G. For each
of these models, we will exhibit the value coherent with the asymptotic turbulent behaviour.

5.1.2.1.1 Linear Modelling of the Buoyant Effects on the Dissipation Rate

We first consider the most common modelling of the impacts of the thermal effects on the
dissipation rate: G, = G'" = Ce3% (see e.g. Wyngaard et al. [1975], Lumley and Khajeh-
Nouri [1975]). In stable situations, the destruction of dissipation by buoyancy effects is often
considered as negligible compared to the sink term (C., = 0), whereas in unstable situations the
production of dissipation by thermal effects has to be considered. Furthermore, in this case, the
contributions of thermal and mean strain productions are often considered analogues, resulting
in the choice Ce, = C¢, (see discussion in Hanjali¢ and Launder [2022]). It is worth noticing that
the modelling of this contribution and the value for this constant are still subject to debate. We
will consider the two asymptotic limit cases.

Conv. lim. The convective limit case corresponds to the situation encountered on hot days without
wind. In this case, the production by shear can be considered null. Thus, we should
have an equilibrium between the dissipation rate, the production of energy by thermal
effects which is constant in all the domain and finally the TKE diffusion. As presented
in Paragraph 1.2.2.3.2, in this situation the latter one should also tend towards a positive
constant D, (see Monin and Yaglom [1971][Chapter 7.5]). Thus, at all heights, the
dissipation rate equation becomes:

€ € D, > B
z (CeyG — Cene) = %g <653 —Ce, <1 + G >> = 0. (5.34)

Neglecting the TKE diffusion, in this limit, the dissipation rate is in competition with the
production by buoyancy and tends towards the latter. For this reason, it has been chosen
to provide similar weight to both these processes by setting Ce, = Ce,. This choice has
been made in an optic to obtain a proper decrease of the momentum universal function,
considering the approach developed here, as further explained in Paragraph 5.1.2.3.2.

Stable lim. Let us assume a stable boundary layer with the Monin—Obukhov length scale tending
positively towards zero. For all heights the dimensionless parameter ¢ tends towards
infinity and the corresponding Richardson number is equal to its critical value at all heights
(Vz, Rig(z) = Rif"). Then, given Eq. (5.8), € is constant at all heights and its diffusion
term is then null. Moreover, the destruction of the dissipation rate by thermal effects is
also null, i.e. (C,; =0). The dissipation rate equation is then simplified into:

€ -cr
- (CaP —CuP(1 - Rif)) =0, (5.35a)
Ce, = Cep(1 — R, (5.35b)
CT C€
R =1- Ci (5.35¢)
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Thus, the choice of C¢, and C,, (respectively, for the production by shear and the dissipation
of the dissipation rate) restricts the value of the critical Richardson number (see Duynkerke
[1988]). Using the literature value of respectively C., = 1.44 and C., = 1.92 we get
Ri‘;f = 0.25 as expected.

5.1.2.1.2 Quadratic Modelling of the Buoyant Effects on the Dissipation Rate A
second proposition made by Wyngaard [1975] for atmospheric flows is to consider that G, is a
quadratic function of G which can be written G, = ggwd =Ce,G + 064%2. In doing so, for stable
situations where G is negative, the linear and quadratic terms tend to compensate each other.
In contrast, for convective flows, both produce dissipation rate. Such a modelling allows us to
keep a single set of constants, no matter the value of the flux Richardson number. In addition,
it represents the physics at stake, i.e. the predominant role played by the thermal effect on the
dissipation rate in convective situations (see Duynkerke [1988]).

Conv. lim.

Stable lim.

Let us once more consider the convective asymptotic behaviour. As previously, in this
case, the dissipation rate diffusion and the TKE production by shear can be neglected.
The dissipation rate equation becomes:

€

g?
. <063g +e, 2 - CGQE) = 0. (5.36)

€

In absence of TKE diffusion, in this limit, the dissipation rate is in competition only with
the production by buoyancy and tends towards the latter. For this reason, it has also been
chosen to provide similar weight to both of these processes by setting Ce, + Ce, = Ce,.
This choice is also made in an optic to obtain a proper decrease in the momentum
universal function, considering the approach developed here, as further explained in
Paragraph 5.1.2.3.2. Let us note that the production of TKE by buoyant effects is inferior
to the dissipation rate under the production-dissipation equilibrium because of the positive
sign of the production by shear stress (which here becomes negligible). Thus, with this
choice of modelling the production of dissipation rate by thermal effects is weaker than
considering a linear modelling of G.. It results that the momentum universal function
value expected using the quadratic approach is lower in the convective situation than the
one obtained with the linear approach.

Let us now focus on the stable asymptotic behaviour. As previously the diffusion effects can
be neglected as the dissipation becomes uniform at equilibrium when the flux Richardson
number tends towards its critical value Rz’jf. The dissipation rate equation becomes:

€2 P g G
E (Cq ; + CEJ; + 66467 — CGQ = 0, (537&)
: 1 -cr (RZ;T)2 -cr
1.e., W Cel - CEsle + C€41—7Ri§f — CEQ(]. — le ) = 0, (537b)
e,  Ceq —Ce+ (20, — Cey — Co)Ri§ + (Cey + Cey — Cey))(RiF)* = 0. (5.37¢c)

In this situation, we consider that all model constants are fixed and we have Cc, +C., = Ce,.
Then, the quadratic term in flux Richardson number disappears and we have:

Ce, — Ce,
2Ce, — Cey — Ce, |

Ri¥ = (5.38)
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In this case, the critical value of the flux Richardson number associated with our model
depends on three constants namely C,, Ce, and Cc,. As we only want to influence the
behaviour of the model regarding the thermal effects without modifying the behaviour in
the neutral case, the two first constants will remain unchanged compared to the reference
model. It is then possible to obtain C, as a function of these two constants and of the
Rif" as:

Ce, —Cey

Ces = Ri§" +2Ce; = Cey- (5.39)

Using as previously C, = 1.44 and C., = 1.92 from Launder and Spalding [1974], and
imposing Rif" = 0.25 in agreement with the linear model and the experimental estimation,

we get Ce, = 0.25C,, = 0.48 and thus C., = C., = 0.75C,, = 1.44.

In the following, we will write the equation of € in the most generic form:

2

€ P g G2
_De - E (Cgle +C€3z +CE467 —C€2> .

with the value of the constants appearing in the RHS terms recalled in Table 5.1.

Ce, | Ce Ce Ce,
G {1.92 if Lo <0 |
© 144192 (0 ifLyo>0
Gauad 0.48 1.44

(5.40)

Table 5.1: Coefficient values associated with the two models presented for the RHS of the

dissipation rate transport equation.

5.1.2.2 Estimation of Dissipation Rate Diffusion Term

In contrast to the Reynolds stress tensor, the turbulent heat fluxes and the temperature
variance, the dissipation rate diffusion term is not neglected outside the two aforementioned
limit situations. Knowing the value of this term one can obtain a further equation on the kinetic
energy, thereby completing the system of equations. The transport equation of the dissipation

rate Eq. (5.33) can then be written:

2
e /k - (Cq %—1—6’63%—&-6545—2—662)

0 (1 - Rz'f>2 (cEQ —Ce; — (2Cey — Cey — Cey)Rif + (Cey — Cey — ceB)Rz’}>

° kr?L3,, \  Riy (1 — Riy)? ’
(5.41a)
k3 C€2 — CE1 k2 . .2
R O S 7 (1 — y1Ri; +72sz) , (5.41D)
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with vy, = 266(2?:6_‘2,:6'61 Y2 = C€2C:Ci4czce3 . Furthermore, the diffusion term has still to be modelled

and the result;usi%lg both the SZhir énd the Daly—-Harlow model are presented here.

Estimation of D, using the Shir Model
We have then to model the diffusion term, considering first the Shir model, it can be written as:

€ ¢ dz

D= 5.42
€ dZ ? ( a‘)
_ oS k2 1

“ L3,0 Ri3(1 — Riy)

o)

5 (Ri? = Rig (Rif +2Ri?) + Ri}Rif) . (5.42b)

F3(Riy)

Injecting this equation in Eq. (5.41b), it results from the neutral equilibrium that:

B 3/2
¢ = o o =Ca)or” (5.43)
O, K

Estimation of D, using the Daly—Harlow Model
In the scope of Daly—Harlow model, we have:

d CEDHE<ww>$
D, = ( 5 dz). (5.44)
z

Injecting (ww)/k from Eq. (5.17¢), one can find:

k2 1

D, = CPH) : :
L30 (1 — Rig)3Ri%

Ri'? — Rip(Ri} + 3Ri?) + Ri}(2uRi’? + Ri'j(1 + w)) — uRiIRi| | . (5.45)

FDH (Rig )

Injecting this equation in Eq. (5.41b), it results from the neutral equilibrium that:

(C€2 B CG1)“?/2 )

S _ DH __
CS = \CPH = 5

(5.46)
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5.1.2.3 Analytical Differential Equation for the Flux Richardson Number

5.1.2.3.1 Derivation of the Equation

Two equations have been derived to represent the kinetic energy. The first one Eq. (5.25) is
derived in Section 5.1 from the algebraic solution of the shear stress equation. The second
one Eq. (5.41b) is obtained in this section from the transport equation of the dissipation rate.
Injecting in this equation, the dissipation rate diffusion term estimated either with a Shir model
in Eqgs 5.42 or treated with a Daly—Harlow model in Eq. (5.45). Using these two equations, we
can close the system and we obtain an ordinary differential equation for the flux Richardson
number as:

F(Riy, w)(1 — Rig) %01 (1 — (By — a3) Rig)*/? (5.47)
_ (1 —Y1Riy +y23z§) (1— auRip)¥2(1 — ByRif)/2,

with:

F5(Riy) = Ri? — Riy (Rij + 2Ri’?) + Ri3Rij  using Shir model,
F(Rig,p) = FPH(Rig,u) = Rif — Rig(Ri} + 3Ri'?) + Ri}(2uRi? + Ri}(1 4+ 1)) — nRi}Ri}
using Daly—Harlow model,
(5.48)

and:

5pm = {0 using Shir model, (5.49)

1 using Daly—Harlow model.

Due to the complex form of this implicit definition, it is not possible to provide an analytical
solution for the flux Richardson number. Indeed, this equation is a second-order ordinary
differential equation (ODE) due to the second derivative function. The two main difficulties in
its resolution reside in the fact that this ODE is non-linear due to the presence of the squared
derivative function and product between the flux Richardson and its derivatives. Moreover,
polynomial terms of relatively high power are also present. From this equation and the relation
Rif(Q) = @%(C ), it is also possible to derive an implicit definition for the momentum universal
function. Yet, its structure is more complex making it impossible to determine explicit analytical

solutions.

5.1.2.3.2 Analysis of the Asymptotic Behaviour
It is however still possible to study the asymptotic behaviour to ensure that the modelling
considered is coherent with the Monin—Obukhov theory.

Neutral limit First, we can notice that the neutral limit is respected as Ri}2 (0) = m = 1 with Riy =0
are solutions of Eq. (5.48). A question arising is then how ¢,, evolves near the neutral
situation. To this end, for near-neutral stratification, we will consider a first-order Taylor
expansion: ¢, = 1+ ¢/ (0)¢. As the convective and stable situations correspond to two
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Stable limit

Conv. limit

different turbulent regimes, let us note that the right derivative ¢/, (0)" in stable situations

may a priori differ from the left derivative ¢/, (0)~ for convective cases (see Monin and
Yaglom [1971][Chapter 7.3] for further discussion). Keeping only this first-order term in
the Taylor expansion and injecting it in Eq. (5.48), we get the relation:

1= (2000 +3+ 362 —o0)) = 1= (vi+ S0+ B2) ) CHol©) (5500)

£n0) =+ 200+ o5~ 2) (5.50b)
Thus, for the derivation of the momentum universal function to be continuous it is
necessary for Ce, to be constant around zero. This is the case using the quadratic modelling
of Ge. On the contrary, with a linear modelling of G, two different values respectively
@ (07) and ¢}, (0%) may be obtained for the left and right limits. In this case ¢, is
expected to be continuous but not its gradient.

Remark 5.1.1. The choice to consider C, + Cc; = Cc, has now impact on this Taylor
development near-neutral situation. Indeed, without this relation, the additional terms
would be neglected due to its higher order.

Moreover, through the selection of a first free constant, we have ensured that the stable
limit is well respected (see Section 5.1.2.1). Indeed, the flux Richardson number tends

-1
towards a critical value Ri%", thus ¢y, is linear in ¢ with a slope (Ri‘;f)

Furthermore, we have ensured that a steady state can be reached when the Richardson
number tends negatively towards infinity. This corresponds to a natural convection
situation where the mean streamwise velocity and thus the production by shear is null.
Thereby we have Cgmoo wm = 0. We can wonder if the rate of decrease of ¢, imposed

by our choice of modelling is correct. For this purpose, we will consider that at high
flux Richardson number, the latter one can be considered polynomial and keep only the
highest order term such as (—Riy) = Cgf; (—=¢)". As the momentum universal function
tends towards zero, we know that 7 is greater than unity. Thus, keeping only the highest
order terms in Eq. (5.48) we get:

(=372 (€7 (L (1) parn(n+1) (Ba—ets)? = (=010 B3 +(—C)Covad B3
(5.51)

With the modelling considered, we have in convetive situations y2 = 0, then we obtain
both the polynomial power 1 and the constant Cﬁffo as:

— 4
{77 5 o 2 (5.52)

—oo _ _xaf2 ( 1 )3
R’Lf Ba—as 28(1+(,LL71)5DH) :

As we can see the power 4/3 issued of the Monin—Obukhov theory is retrieved. Moreover,
the turbulent Prandtl number Eq. (5.28) converging towards a constant value the
temperature gradient also converges with the proper rate. Furthermore, as discussed in
Paragraph 5.1.1.3.2, all turbulent quantities evolving coherently with the flux Richardson
number, which is properly retrieved, their asymptotics is also in agreement with Monin—
Obukhov theory.

223



Remark 5.1.2. In this situation, the choice of the relation C., + Cc, = C, is of major
importance. Indeed, without this choice of modelling, a term of higher order and the
power on the RHS of Eq. (5.51) would be 57. This would result in having n = 4 i.e.,
a decrease of the momentum universal function proportionally to (—¢)3 way too rapid
compared to the expected power of 1/3.

To sum-up, given an adequate choice of constants for the TKE dissipation rate equation,
all asymptotic behaviours agree with the Monin—-Obukhov theory. Thus, determining the
momentum universal function from the dissipation rate equation seems to be a promising way
to close the set of equations considered in a coherent manner. However, given the complexity
of Eq. (5.48) no analytical solution has been exhibited. A numerical method will then be used
to resolve dissipation rate equation and to furnish the value of momentum universal function as
we will see in Section 5.1.2.4.

5.1.2.4 Numerical Estimation of the Momentum Universal Function

5.1.2.4.1 Description of the Iterative Resolution of the Dissipation Rate Equa-
tion

So as to have access to a value for the flux-Richardson number, one may want to integrate
numerically the dissipation rate equation and then use the relation at the equilibrium between
this quantity and the momentum universal function to close the system. The domain is vertically
discretised into N cells. Using the divergence theorem, we get:

Oe Oe € €
(s (), (), ) = (Remroa-ed). o

where K 1 is the turbulent viscosity at the face between the cell ¢ and ¢ + 1 defined as:
2

- ((’?_)2 + (’?:11)2,) using Shir model,
K 1= 2 1- R . —uRiy, 5.54
3 %e <(kg_)2 11_“15, foi (kgi 11)2 11_uRifo”1 > using Daly—Harlow model. (5:54)
g i 4 i+1
In the bulk of the flow, we can numerically estimate the gradient as:
K € — €41 K € —€—1 A €; C..P: C g C g2 C 612 5.55
H_%TZ—{_ Z_%Tz_ z E( e1 i T CesU + 64;)_ 62]5 : ( : )

Keeping all the dissipation and destruction terms implicit (on the LHS) and the production
terms explicit (on the RHS), this equation can be written:

€ g
—KH%Q'H - Ki_%6i71+ (KH; + Ki_% + CEzk—iAz + max(0, —Cesq)) €
2€i G?
= Asz qui + max((), Ce3g) + Cs4? . (556)
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On top of the domain, we impose:

Oe Oe  ORiy ul ORiy
KO - — o 3 = Ko * ; 557
top (82>t0p top <6sz 0z )top ! pHLMORZ?cwp < 0z >t0p (5.572)
K% G , .
SN
~ C; env ALRiZ RZ (leN—l - RZfN) : (5.57D)

This term should always be positive, so it will be kept implicit.

Moreover, at the lower part of the domain, we can consider that the situation is almost neutral.
The boundary condition is treated in coherence with the method used within code saturne
which aims at reaching a second-order accuracy (see Saturne [2023]) :

K bot ( > =
bot

Let us note that the treatment of the dissipation flux near wall is cumbersome, as we want to
study its behaviour in the vicinity of a singular point. This leads to a relatively high numerical

error which can be lowered by resolving a quantity such as the turbulent timescale 7;, = % (see

Oe
0z

€ €1 K(0.25A, + 20)%°

(5.58)

e.g., Speziale et al. [1992]) or the turbulent Reynolds number Re; f—j (see e.g., Zhang et al.
[2020]). Indeed, these quantities tend smoothly towards zero and may therefore be numerically
estimated with greater accuracy. Yet, in order to remain as close as possible to the solution
obtained with the CFD solver, this resolution based on the dissipation rate is maintained. This
system can then be written as:

k2 Ceul

A1 —Ki5 €] o m + £ kl (CqP] + HldX(O C€3g) +C54?) A2
—Ki5 As —Ks5 €2 ]%Z (CqPZ +max(0,Ce,G) + Cey f:) Az
O VR ¢ | = i (Co Py 4 max(0,C, G)Ce, & ) ;
—Kn_15 An_1 ~Ky_1||eva et (CF,PNJ + max(0,Ce,G) + Cm%) A2
—Ky.i Ay v £ (Cy Py max(0,Ce,G) + Ce, & ) A2
———
M £ RHS
(5.59)
where we have:
2 : _
K5+ & A (Cez + max(0, —Ce, = & )) if 1=1,
A=K, 1+K+1+?A2<C€2+maXO —C., & ) if 1<i<N
KN NA (CQ—l—max(O CE3€g )) —i—CS A g (RZfN ) —RifN) if  i=N.
(5.60)
This system can simply be written:
M e=RHS, (5.61)

where M is reversible as it is a diagonally dominant matrix. We should then resolve:
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e=M"'RHS. (5.62)

Once the dissipation rate is obtained it is possible to access the flux Richardson number at
equilibrium as:

However, M and RHS being functions of ¢, we have to use an iterative process to solve this
equation using the superscript n to denote the iteration index.

Rij = (5.63)

5.1.2.4.2 Constraints on the Flux Richardson Number

Before convergence of the iterative process, it is possible for the equilibrium assumption not to
be fulfilled. In order to avoid getting non-physical results based on non-physical intermediate
values for the Richardson number, further constraints should be imposed.

Cond. 1 The dissipation rate should remain positive:
e>0 (5.64)

Cond. 2 Since the production induced by shear is positive, the flux Richardson number and the
production by convection should be of opposite signs:

Ri;G <0, (5.65)
Cond. 3 The Richardson number is upper bounded by a critical value Ri§"
Riy < Rif. (5.66)
We will evaluate the consequences of these conditions for both stable and unstable situations:
Stable sit. In the stable case, the convective effects tend to dump the kinetic energy, i.e. G < 0.

Compliance with the first condition implies then compliance with the second. The third
condition requires in each point ¢ and at each iteration n to have:

1 -CT
G
n 1
€ >G (1 — ,CT> > 0. (5.68)
sz

This last condition is the most restrictive, and is the one that should be in place.

Conv. sit. In this case the convective effects tend to fuel the kinetic energy, i.e., G > 0. The
second condition, requiring the Richardson number to be negative, is the most constraining
(Ri;f > 0 > Riy). It is therefore sufficient to ensure that the dissipation is greater than
the production by convection at each point ¢ and at each iteration n :

>G>0 (5.69)
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To ensure that the system under consideration respects Eq. (5.68) and Eq. (5.69) which can be
both written €' > Gd > 0, the term €” = €™ — GdI is made implicit. We have then:

K7 (65— Gd) — K7y () — Gd) + Aj (e gd)—a,z;n (Cey P} + max (0,C0,G))
(5.70)

with :

(2

—~ gd el
A} =K K L2 Coy [ 14+ - —Cey——~ .71
7 1+ 1+kn5Z(C2<+€?_gd>+maX<0, CSe”—Qd)) (57)

The system resolved is then:
et = (M")"'RHS™. (5.72)

The matrix M™ being a diagonally dominant matrix and all components of RH.S™ being

positive, this resolution ensures that all components of & remain positive. Thus, the respect of
the three conditions presented is ensured by resolving €™ instead of €.

5.1.2.4.3 Numerical Corrections near Ground

In the purpose of exhibiting universal functions, let us consider a Rotta—Monin model with
respectively Cr = 6.25 to retrieve the proper production of TKE in neutral case, and Cg = 1.875
selected in coherence with Cg so as to retrieve Pry = 0.8. This choice of model for the fluctuating
pressure induced redistributive terms is made in coherence with the SLM—-IEM model selected
within the Lagrangian stochastic methods. Furthermore, a Shir model is kept for the diffusion
term. Using the iterative process presented in this section, a 1-D 100 m high SBL is modelled
with 100 cells, for neutral stable and unstable situations with respectively a Monin—Obukhov

length scale Lo = 00, Lyro = 20, and Lo = —20.
100 100
80 80
60 60
N N
40 40
20 20
00 05 1 15 5 25 3 35 4 45 5 o 095 1 105 11 L5 12

Ju g
num! "~ % Mpym

(A) Dissipation rate €. (B) Momentum universal function ¢, .

Figure 5.4: Vertical profiles obtained with the iterative process presented for neutral situation.
These results (—) are compared to the analytical solution (.....).

Let us note that the results obtained are impaired by numerical error even in the neutral case.
Indeed, as we can see in Figure 5.4, where a 1-D the numerical solution €, tends to be
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Figure 5.5: Focus on the near-neutral momentum universal function profiles obtained using the
iterative methods presented resolving respectively a 100 m high convective and stable SBL with
100 cells and |Lpso| = 20 m. The results before correction using the linear modelling of the
thermal term (¥—¥) and quadratic modelling ( ) are compared to their corrected version

respectively (A—a) and ( ). These results are also compared to the expected behaviour from
the first-order Taylor expansion presented in Eq. (5.50b), respectively (....) and (.. .).

overestimated near ground. In this case, the momentum universal function is derived from this

z)Kkz

e?zum(
3

estimation of the dissipation rate as cpg%um(z) = . It is not constant nor equal to one

but noticeably overestimated near ground as shown in Figure 5.4B. cp?nmm (z) can be seen as a
measure of the numerical error resulting from the treatment of the flux of dissipation rate at the
bottom of the domain. For this reason, it is expected to obtain better results, using methods
transporting of the turbulent timescale 7, = % instead of the dissipation rate as this timescale
has a smoother behaviour near wall (see as proposed by Speziale et al. [1992]). This error in the
estimation of the dissipation rate near ground also impacts the results obtained in this zone in
thermally stratified situations.

As we can see in Figure 5.5, it results in a spurious overestimation of the universal function in
the vicinity of the wall. As the velocity gradient evolves proportionally to ¢,,/z, the shape of
the momentum function in the vicinity of the ground is of major importance. To mitigate the
error near ground, a correction is proposed. It is based on the fact that, near ground, the flow
can be considered almost neutral. Thus, the numerical error impacting the resolution of €,,,,
is close to its counterpart in neutral flows €2, . In order to measure the altitude over which we
can consider the thermal effects sufficiently small to have a flow somewhat similar to the neutral
situation, we can simply use the Monin—Obukhov length derived in this precise purpose. Then
a blending is proposed as a post-treatment of the value obtained from the iterative process:

€ .
Efﬁfmzz _I zinTml _l k2 | ° (573)
()70 4 (17701
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With this correction the slope near ground is better retrieved, as we can see in Table 5.2. We can
compare the numerical gradient obtained with the asymptotic one Eq. (5.50b) corresponding
to the implicit solution Eq. (5.48). The correction proposed enables to obtain a smoother
more physical solution keeping in mind that the momentum universal function is meant to be
a strictly increasing function of {. Yet the numerical estimation seems to underestimate the
slope theoretically expected, especially with a quadratic modelling of the buoyant effects on
the dissipation rate as shown in 5.2. Moreover, the expected near-neutral momentum universal
function gradients are small compared to literature ones Eqs 1.155 to Eqs 1.159 which all agree
for a value close to 4.75. Let us note that other choice of modelling would provide other solutions,
yet, the standard LRR-IP modelling 1.4 provides similar value for the near-neutral gradients
increased by around 0.4.

¢ (07) ¢ (01)

theor. Eq. (5.50b) | num. cor. | num. uncor. | theor. Eq. (5.50b) | num. cor. | num. uncor.

glin 0.6607 0.62 -2.73 2.6607 2.29 5.72

Gauad 2.1607 1.62 -1.63 2.1607 1.97 5.38

Table 5.2: Theoretical and numerical values for the gradient of ,, in near-neutral situation
obtained resolving respectively a 100 m high convective and stable SBL with 100 cells and
|Laro] = 20 m.

Finally, the whole iterative process can be summed up as follows:
Input:
Physical properties: domain size H, Monin-Obukhov length L0, friction velocity wuy
Modelling choices: model constants (o, (3;), and model for the diffusion of e
Numerical choices: threshold &, cell number N

Initialize iteration id n = 1

Compute buoyant term G = — HL“EIO and d depending on Lo (see Eq. (5.68) and Eq. (5.69))
Initialization based on the neutral state i.e, ¢} = LH +3Gd

k(i—0.5) %
do

Estimate Ri% based on € and the relation under equilibrium assumption Eq. (5.8)

Estimate k" (Ri%) based on algebraic model Eq. (5.25)

Estimate M™ (", k™) and R/AHE"(ﬂ,M) Eq. (5.70) and Eq. (5.71)
— N =1
Inverse the system e?t! = (M ") -RHS"

Estimate €*1t! = e"*t1 4+ Gd
Increment the iteration id: n+4++
while Convergence is not reached i.e. max(abs(e” — €"~1)) > &

Correct €™ based on ‘sznum (get by using this algorithm with Lj;o = 0o) and Eq. (5.73)

Estimate universal functions based on equilibrium assumption Eq. (5.8) and algebraic
solutions of the model selected from Eq. (5.25) to Eq. (5.29)

Output:
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Physical quantities on the mesh: @, Yn, Rif, Prs.k, (uu), (vv), (ww), €, 62, (ub).;

5.1.3 Verification of the Universal Functions Derived
5.1.3.1 Momentum Universal Function Derived from the Iterative Method

We will now examine the solutions derived from the iterative solver. Considering that the
TKE is at equilibrium we simply have: ¢, = @ + ¢ with ¢, = i’f—f The results displayed are
obtained using the simulations presented in Section 5.1.2.4.3. Most of the difference between the
two models of the buoyant term appears in the convective context as illustrated in Figure 5.7.
Indeed, as expected, in this situation, the quadratic modelling of the buoyant term results in
a reduction in the production of dissipation rate compared to a linear modelling. Thus, the
corresponding momentum universal function is also diminished. Furthermore, as demonstrated
in Figure 5.6A, the asymptotic decrease of both these solutions is proportional to (~/3. In this
figure, in order to substantiate this proper rate of decrease, additional simulations are carried
out until larger values of ¢ (in norm) are reached. This decrease, coherent with Monin—Obukhov
theory, is faster than the one proposed by Businger et al. [1971] and Hogstrom [1988] who
assumed a power -1/4. As previously stated, Figure 5.7A shows that, in the close vicinity of
neutral situations, the slope of the model-consistent universal functions is less steep than the one
experimentally encountered. Yet, in the stable case, as these solutions are coherently modelled
to avoid crossing of the critical fluxes Richardson number, they increase faster than literature
profiles which do not respect this constraint as shown in Figure 5.7C and Figure 5.6B. As the
momentum universal function converged well so does the flux Richardson number. Moreover,
as discussed in Section 5.1.1, all the turbulent quantities converge coherently with the flux
Richardson number, and then also with ¢. Thus, all the quantities characterising the flow seem
to converge adequately with the assumption considered.
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Figure 5.6: Asymptotic profiles for the momentum universal function derived by resolving
an iterative process on the dissipation rate in coherence with the algebraic solutions of the
Rotta—Monin model with Crp = 6.25 and Cg = 1.875. Two universal profiles are derived
either considering a linear modelling of the dissipation rate buoyant term (A—4) or a quadratic

modelling of this term ( ). These functions are compared with the literature universal
functions: Businger et al. [1971] (wmmm); Carl et al. [1973] (suwsi); Hogstrom [1988] (m = );
Chenge and Brutsaert [2005] (aimisi); Hartogensis and De Bruin [2005] (m == ). To estimate the
proper asymptotic behaviours, the functions ¢, = ¢ (V); ¢m = (/Ri§" (+) with Rif" = 0.25
are plotted in the stable case as well as the functions ¢, = 0.6|/¢|~*/* (%) and ¢, = 0.3/¢|~'/3
(#) in the convective case. Theoretical asymptotic behaviours are retrieved.
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Figure 5.7: Profiles for the momentum universal function derived by resolving an iterative
process on the dissipation rate in coherence with algebraic solutions of the Rotta—Monin model
with Cr = 6.25 and Cg = 1.875. Two universal profiles are derived either considering a linear
modelling of the dissipation rate buoyant term ( A4 ) or a quadratic modelling of this term

( ). These functions are compared with the literature universal functions: Businger et al.
[1971] (mem); Carl et al. [1973] (swnui); Hogstrom [1988] (== » ); Chenge and Brutsaert [2005]
(wmim ); Hartogensis and De Bruin [2005] (m == ). The light grey zone represents the area defined
by Riy > Rif" with Ri§" = 0.25, and the dark grey one the area defined by Riy > 1, both these
zones should be inaccessible to universal functions.
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5.1.3.2 Comparison with CFD results obtained with code_ saturne

A numerical derivation of all the turbulent and mean profiles, characterising stratified SBL
flows has been obtained in agreement with the modelling selected and the underlying algebraic
solutions. In this context, all the diffusive terms have been neglected except for the dissipation
rate where a Shir model is considered. The goal of the present section is to compare the
aforementioned profiles with the solutions of the CFD solver code_saturne. In the latter, unless
otherwise stated, diffusive terms are also computed for the Reynolds tensor, the turbulent heat
fluxes and the potential temperature variance. All these terms will be computed using the
isotropic assumption of the Shir model. We will focus on the most common linear modelling of
the buoyant effects on the dissipation rate keeping however C., = C,,. So as to remain consistent
with the SLM-IEM model considered, we will continue working with a Rotta—Monin model.
The full set of constants considered is recalled in Table 5.3.

Cs | Cr | Cp | Cg Co P | Co, | Co, Co, | Co, cs Ce, | Ce Ceq Ce,
1.92 (conv.))
011 | 625| 0| O | 1875 | 031 | 5 | O 0 0| 073|144 | 1.92 0
0 (stab.)

Table 5.3: Set of constants considered in the treatment of surface-boundary flows within
code_saturne simulations.

The test case taken into account is still the modelling of a 1-D 100 m high stratified SBL flow.
The roughness height zy is equal to 0.1 m and the shear velocity is u, = 0.2 ms~! with a
temperature at ground of 15°C. To see the behaviour in the asymptotic in very stable and
convective situations, we will study two simulations with respectively a Monin—-Obukhov length
scale of 20 m and -20 m. The time step kept equals to 0.1 s for stability reasons and as a way to
ensure JwwAt/Az < 0.5. At the bottom of the domain, the algebraic solution is imposed. On
top of the domain, the temperature obtained with the algebraic model, the shear stress and the
turbulent heat fluxes are imposed. For other quantities, the flux is imposed based on algebraic
solutions. In the horizontal directions periodic conditions are imposed.

5.1.3.2.1 Treatment of Stable Surface-Boundary Layer

We will first focus on the results obtained in the stable situation considering Ly;o= 20 m. In
order to ensure that the algebraic solution derived is close to the solution of the CFD solver,
we initialise the flow with a state corresponding to the algebraic solution of a k — ¢ model (see
Appendix 5.A) with a universal function proposed by Chenge and Brutsaert [2005] and observe
whether it converges towards the expected solution. Despite the presence of small numerical
oscillations, in this case the velocity and temperature gradients obtained using code_saturne are
found to be close to the solutions obtained with the new methodology, as evidenced in Figure 5.8.

Moreover, the diffusion terms (with the exception of the dissipation rate) are sufficiently small
to allow for the accurate retrieval of turbulent quantities, as evidenced in Figure 5.9. A small
difference between the proposed methodology and CFD results is still discernible in the centre of
the domain where the CFD profiles are slightly smoother due to diffusive effects. Furthermore,
numerical oscillations can be observed on the first-order moment derivatives as already stated,
but also on the turbulent Prandtl number where they are more pronounced. This suggest the
necessity for the development of stable integration methods for DRSM-DFM models (see e.g.
Ferrand et al. [2023]).
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(A) Momentum universal function. (B) Heat universal function.

Figure 5.8: Comparison between algebraic (...) and computed first-order universal functions
at convergence (—) in a stable case. The initial state (-..) corresponds to Chenge and
Brutsaert [2005] universal functions with algebraic solutions corresponding to the k — e model
see Appendix 5.A.
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Figure 5.9: Comparison between algebraic (...) and computed turbulent universal functions
at convergence (=) in stable case. The initial state (--.) corresponds to Chenge and
Brutsaert [2005] universal functions with algebraic solution corresponding to the k£ — ¢ model
see Appendix 5.A.
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We can consider that the methodology proposed here offers a highly accurate and model-
consistent representation of the stable SBL. It could then be employed to fuel CFD simulations
by providing suitable idealised boundary conditions. Moreover, the significant disparity in
behaviour between the initial state and the final one underscores the necessity to provide
boundary conditions that align with the model’s underlying assumptions.

5.1.3.2.2 Treatment of Convective Surface-Boundary Layer

In the convective SBL obtained with Lj;o = -20 m, the numerical error becomes stronger, highly
deteriorating the CFD simulation, as we can see on the very noisy first-order profiles Figure 5.10.
Such numerical oscillations might testimony for inconsistency in the boundary conditions.

q
q

08 1 12 14 16 18 2 22 24 286.886.286.886.9287287.287.287.387.287.387.6
U C)
(A) Momentum universal function. (B) Heat universal function.

Figure 5.10: Comparison between algebraic (. ..); initial state (- ..) based on Hogstrom [1988]
universal functions and computed mean quantities at convergence (—)in a convective situation.

To get rid of these spurious oscillations, the shear stress, the normal fluxes but also the mean
velocity, mean temperature and the initial state are imposed based on algebraic solutions.
Imposing these fields, it is possible for the CFD simulations to run without diffusive terms in
code_saturne. The results with and without these diffusive terms are compared considering
either algebraic-solution-consistent Dirichlet condition or Neumann condition on top of the
domain. The goal is then to determine what kind of condition should be imposed. As we can see
in Figure 5.11, except on bottom of the domain where spurious numerical oscillations are still
present, the algebraic solution is perfectly retrieved without diffusive terms when considering
Dirichlet condition on top of the domain. A slight drift appears in this case when imposing a
Neumann condition. The first-order moment being imposed, these first results attest the proper
derivation of the algebraic solution. However, in this convective situation, the treatment of the
upper boundary condition is less straightforward taking into account diffusive effects on the
Reynolds tensor, the turbulent heat fluxes and the potential temperature variance. Indeed, the
presence of diffusive terms modifies quite noticeably the shape of the solution obtained using
code_saturne. In this case, it seems that we are outside the validity domain of the equilibrium
hypothesis as the thermally forced vertical gradient fuels the diffusive effects modifying totally
the slope near wall. It results that even though imposing a Neumann condition on top of the
domain enables to retrieve proper gradient on the upper half of the domain, the CFD results
converge towards a solution quite different from the one obtained using the algebraic solution.
It is possible to limit this difference between algebraic and CFD solution by imposing a Dirichlet
condition on top of the domain, but this condition is too strong and more difficult to justify on
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physical grounds. A further study in this situation should be carried out. Let us emphasise that
these results have been obtained with boundary conditions fuelled by the external resolution of
the iterative process aforementioned, which does not take into account the diffusive effects. A
first conclusion that can be drawn is that, in convective cases, the estimation of the solutions
used to set the boundary conditions should include the diffusive effects on the second-order
moments. Doing so, both the values and the gradients to impose would be modified compared
to the results presented here.
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Figure 5.11: Comparison between algebraic (.....) and computed turbulent universal functions at
convergence. The results imposing a Neumann condition on the upper part of the domain with
(—) and without (- -) diffusive terms are presented along the results obtained with Dirichlet
condition with (.....) and without diffusion term (-_.). The shear flux, normal turbulent heat
fluxes mean velocity and potential temperature are imposed to ensure stability.

5.1.4 Local Conclusions and Perspectives

Considering a class of linear modelling for the fluctuating pressure induced redistribution terms,
a description of the stratified SBL has been proposed based on algebraic solutions of the Reynolds
tensor, turbulent heat fluxes and potential temperature variance. In this process, equilibrium
assumptions have been made, which implies neglecting the dissipation term for these quantities.
Doing so, in the scope of Monin—Obukhov theory, it is possible to extract universal functions for
all these second-order moments which depend only on the flux Richardson number or equivalently
on the momentum universal function. Having established these algebraic solutions, so as to
estimate the flux Richardson number, an iterative numerical resolution of the dissipation rate
has been carried out. Being the sole equation in which a diffusion term is considered, it provides
a notion of length to the wall necessary to compute the flux Richardson number. This approach
enables to close the system considered and to provide a description of the stratified SBL coherent
with Monin—Obukhov theory even in both stable and convective limits. It has been verified that
the solutions obtained in this manner are very close to the solution of the CFD solution in stable
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conditions, as the diffusive effects remain negligible. In contrast, the equilibrium assumptions
considered (assuming a zero diffusivity condition for the Reynolds tensor, turbulent heat fluxes
and potential temperature variance) do not hold in the case of convective boundary layers. In
view of this, the results obtained using the methodology proposed are quite far from the one
obtained using the CFD code taking into account the diffusive effects. A further study is then
necessary to properly treat these situations. Better results might be obtained considering the
TKE diffusion in the iterative process used to resolve the diffusion rate. Moreover, it might
also be possible to consider the diffusive effects in the derivation of an algebraic solution by
considering correlations between these terms and the local ones. It is possible, for example, in a
first approach, to simply consider diffusive effects proportional to the buoyant effects as proposed
by Takeuchi and Yokoyama [1963]. Doing so, algebraic solutions with a similar structure might
be obtained replacing some constants (e.g. «; and 3;) by functions depending on model constant
and on the flux Richardson number. To directly take into consideration the diffusive terms, the
resolution of such a 1-D system could be carried out directly within code_saturne, to obtain
the coherent universal function, instead of using an external iterative solver as presented here.
Furthermore, to obtain accurate results in convective situations, a more detailed analysis of
the boundary condition considered and their implementation but also of the stability of the
numerical integration scheme selected should be carried out.

5.2 Analysis of Particle/Mesh PDF Methods for Thermally
Stratified Surface-Boundary-Layers Flows

Contents

5.2.1 Verification of the Wall-boundary Condition on Potential Temperature . . 238

5.2.2 Influence of Mean Field Interpolation at Particle Positions . . . . . . . .. 238
5.2.3  Analysis of Statistical Bias Induced by Local Spatial Averaging . . . . . . 243
5.2.4 Local Conclusions . . . . . . . . . . . . . . ... e 245

The goal of the present section is to propose an extension of the work presented in Chapter 3, for
thermally stratified wall boundary flows. We will place ourselves in the stable state studied in
Paragraph 5.1.3.2.1, i.e. consider a 100 m high SBL with a Monin—Obukhov length of 20 m. In
this case, the solution of the algebraic model represents quite well the dynamics of the flow and
will be used for the mean carrier fields. The simulations are carried out during a physical time
of 1000 s with a time step of 0.05 s and using 200,000 particles initially uniformly distributed.

In Section 5.2.1, we will first examine the influence of the correct wall boundary condition for
instantaneous potential temperature on thermal quantities and concentration are emphasised.
In Section 5.2.2, a particular interest is directed towards the spatial error that is induced by
the interpolation of mean potential temperature at the location of the particles. Finally, the
error impairing the estimation of the statistics due to the lack of statistical uniformity in the
averaging bins is presented in Section 5.2.3.
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5.2.1 Verification of the Wall-boundary Condition on Potential Temperature

We will first present the necessity to use an an-elastic wall boundary condition (WBC) for the
instantaneous potential temperature presented in Paragraph 1.3.3.2.4 and first proposed for the
real temperature by Pozorski et al. [2003b]. The corresponding results will be compared to
the elastic WBC where the potential temperature is unchanged by the crossing of the rebound
plane. For the dynamics, the standard an-elastic boundary condition is considered in both
cases. We first consider a mesh containing 100 cells and a roughness height of 0.1 m. As for
the neutral situation similar results are obtained with smooth and rough walls in high Reynolds
flows. Indeed, the boundary conditions imposed in the Lagrangian stochastic methods are based
on the respect of the proper fluxes near wall (see Section 3.1.2). As previously, in order to limit
the spatial numerical error discussed hereafter, the rebound plane is placed at an altitude of 5
m. The values plotted are adimensionised by the friction velocity u,, the friction temperature
0, and the mean concentration over the height. They are then indexed with the superscript
*. For the mean potential temperature, the dimensionless difference between local and ground

value (60)" = ((©) — ©p)/6, is presented.

The an-elastic WBC on potential temperature being designed to retrieve the correct normal
turbulent fluxes near wall, the latter is properly described using this condition as we can
see in Figure 5.12C. Additionally, a less noticeable effect also appears on the mean potential
temperature profiles in Figure 5.12A. Indeed, using an elastic rebound, the mean potential
temperature gradient being assumed null at the rebound plane (instead of positive in this stable
situation), it results in an overproduction of potential temperature. At the contrary to the
dynamics, where the WBC used has no effect on the concentration in one dimensional SBL
flows, the elastic rebound on potential temperature triggers an error on the concentration profile
highlighted in Figure 5.12B. Indeed, the temperature profile being poorly retrieved, it results in
an inaccurate estimation of the buoyant effects which are no longer in equilibrium with the local
pressure gradient. In the stable case, where the elastic WBC on potential temperature induces
an overestimation of the latter, a decay in the particle concentration near ground appears.
Similar processes are expected in the convective situation leading to opposite effects, namely the
accumulation of particles near the ground. Finally, the impacts of the elastic rebounds may also
be noticed on second-order quantities such as the potential temperature variance in Figure 5.12D
and turbulent heat fluxes in Figure 5.12C. Indeed, the elastic boundary condition imposing a null
thermal gradient, the production terms of these second-order moments are underestimated which
in turn leads to their underestimation (in norm). This issue is analogous to the one affecting the
streamwise component of the Reynolds stress tensor in the neutral case, see Section 3.1.2, where
an elastic rebound on the streamwise velocity results in an underestimation of both shear stress
and streamwise component of the Reynolds stress tensor. These results demonstrate that the
an-elastic boundary condition should also be applied to the instantaneous potential temperature.

5.2.2 Influence of Mean Field Interpolation at Particle Positions

A second source of error is the interpolation of the mean carrier fields at particle locations,
which tarnishes the evolution of the instantaneous properties associated with the particles.
In order to dampen this error, the interpolation method should respect the three conditions:
Placing the rebound plane directly on the bottom of the domain and using a coarser spatial
discretisation with 20 cells over the height of the latter, we will compare the results obtained
using four different interpolation methods:
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Figure 5.12: Comparison of the vertical profiles obtained using both the standard an-elastic
wall-boundary condition () and the elastic one (x ).
stratified SBL. Only the an-elastic rebound respects the well-mixed criterion and enables to
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These results are obtained in a stably

retrieve proper thermal quantities compared to the algebraic or analytical solutions (aa.).

Interp. A A piece-wise uniform interpolation of the mean velocity, the potential temperature and

the Lagrangian timescale fields.

Similarly to the neutral situation discussed in Section 3.2.1, this condition is not
coherent with the condition Cond. ii, stating the necessity to have an interpolation
more accurate than piece-wise uniform near wall for the mean velocity nor the mean
potential temperature. This condition is necessary to reproduce well the first-order
moments but mostly the corresponding gradients and the resulting production terms.
Moreover, this interpolation is not coherent with Cond. iii either. The latter one asserts
that the interpolation should be consistent with production dissipation equilibrium
near wall. The piece-wise uniform interpolation on the mean velocity triggers a poor
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Interp. B

Interp. C

Interp. D

interpolation of the TKE production by shear, but also a poor interpolation of the
production term in the streamwise turbulent heat fluxes. Similar issue arises with the
piece-wise uniform interpolation on the mean potential temperature triggering a poor
interpolation of the production terms in the turbulent heat fluxes equations but also
in the temperature variance equation.

A piece-wise linear interpolation of the mean velocity, with a piece-wise uniform
interpolation of the potential temperature and the Lagrangian timescale fields.

This interpolation method aims at separating the error caused by the interpolation
of the mean velocity and mean temperature. Assuming that the normal turbulent
heat fluxes are properly retrieved, this scheme is coherent to properly treat the TKE
equation. Yet, due to the poor interpolation of the mean potential temperature, the
normal turbulent heat fluxes and thermal variance are expected to remain unaltered
in comparison to the previous interpolation method.

A piece-wise linear interpolation of the mean velocity and the potential temperature
with a piece-wise uniform interpolation of the Lagrangian timescale fields.

This interpolation is coherent with respect to the production-dissipation equilibrium
near wall for the TKE but also turbulent heat fluxes and potential temperature. An
important remark is that, in the velocity equation, the mean pressure gradient can
be decomposed into a mechanical component resulting from the constraints imposed
by the flow and in a hydrostatic one in equilibrium with the weight. Within the
FV solver, the mean carrier fields are assumed uniform within a cell, so the mean
hydrostatic pressure gradient furnished is locally in equilibrium with a piecewise
uniform interpolation of the mean buoyant term. However, in this case, a finer
interpolation of the mean carrier potential temperature and then of the mean buoyant
term is provided at the position of the particles. In order to prevent spurious
accumulation of particles either at the face or at the centre of the cell (depending
on the stability considered), the local interpolation of the mean pressure gradient
should locally be at equilibrium with the buoyant term. Assuming a Boussinesq
approximation, it is then necessary to modify the mean pressure gradient as follows:

oP oP — —
X) = X — B ([0](X) —e(X° 5.74
[ m] (X) = 5 (X) — pogi ([B)(X) ~ B(X)) (5.74)
where the quantities within brackets are interpolated quantities obtained with an
interpolation scheme to define. Furthermore, we have X and (X¢) which are
respectively the positions of the particle and of the centre of the cell. Thus, considering
a piecewise linear interpolation of the potential temperature we should consider:

oP oP 00

X) = X — B— (X, — X5). 5.75
l axi] (30) = 5 (X) = g (5 = X5) (5.75)
As in Chapter 3, the mechanical component of the pressure gradient is still considered
uniform within each cell.

An interpolation based on the estimated universal functions for the mean velocity, the
potential temperature and the Lagrangian timescale fields near ground.

In order to achieve a more accurate description than a piece-wise linear interpolation,
one may wish to utilise an analytic solution in the wall cells. However, in thermally
stratified SBLs, the analytical solution is not directly accessible. In order to derive
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a pseudo-analytical interpolation we should resort to estimated universal functions.
Using an integration by parts, we have:

z+20 )
U(z) = —dz, (5.76a)
z
20

z+zo 6@

= @(z + 2z0) log(z + z0) — ¥(20) log(z0) — / s log(z)dz. (5.76b)

Assuming a linear evolution for the universal function on the mean gradient, we get:

[Ulw(2) :% ([Som]l(z + 20) log(z + 20) — [om]1(20) log(20) (5.77)
_ W ((z + 20) log(z + 20) — z0log(z0) — z) ,
[O]w () :%* [enl1(z + 20) log(2 + z0) — [¢n]1(20) log(20) (5.78)

— W ((z + 20) log(z + z0) — z0log(z0) — z)) .
Let us note that different limits of this interpolation may be put forward. A first source
of error arises from the selection of the universal function to be considered. In this
instance, we use the functions derived from the solutions presented in Section 5.1. As
the latter ones are stored only in the computation points, a further interpolation of
these values is necessarily associated with additional error. Furthermore, in order to
remain consistent with this interpolation for the first-order moments, the Lagrangian
timescale is also estimated based on the algebraic solutions within the wall cells.
Note that here again the hydrostatic part of the mean pressure gradient should be
corrected respecting Eq. (5.74) in coherence with the interpolation procedure outlined
in Eq. (5.78).

The results obtained near wall with these different propositions of interpolation are presented
in Figure 5.13, where the statistics associated with the particles estimated on a partition
of the domain 10 times finer than the FV mesh are plotted. In order to circumvent any
potential inaccuracy resulting from the estimation of the statistics ( treated for neutral SBL
in Section 3.3.1), the statistics on display were originally computed on a sub-mesh 1000 times
finer than the FV mesh and then spatially averaged on a sub-mesh 10 times finer than the FV
one. The error impacting the post-treatment of the statistics when the latter are not uniform
in the averaging bins will be further discussed for stratified flows in Section 5.2.3.

Comparing the Interp. A and Interp. B in Figure 5.13, we can see that the interpolation method
for the mean velocity field at particles location has an impact on the streamwise component of
the Reynolds tensor and horizontal fluxes due to the production by mean velocity appearing
in these equations. Using a piece-wise constant interpolation, a spurious behaviour appears.
It is characterised by an overproduction of gradients and production terms in proximity to
cell interfaces with an underestimation in the vicinity of the cell centres. This phenomenon is
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Figure 5.13: Vertical profiles near wall in a stably stratified SBL flow for different interpolation
methods. The results obtained with four interpolation methods are compared: Interp. A which
is a piece-wise constant interpolation for all mean fields(¢); Interp. B which is a piece-wise
linear interpolation on mean velocity fields and a piece-wise constant interpolation on both the
potential temperature and mean Lagrangian timescale (A); Interp. C which is a piece-wise linear
interpolation on both mean velocity and potential temperature fields and piece-wise constant
for other fields (V¥); Interp. D which is an interpolation based on estimation pseudo-analytical
solutions for the mean velocity, potential temperature fields and Lagrangian timescale field in
the cell at wall. The latter ( © ) is similar to Interp. C otherwise. These statistics are compared
to the analytical solution (-..). Note that a specific statistical treatment has been made to
avoid the statistical error discussed on Section 3.3 and in Section 5.2.3.

particularly evident in the context of the mean velocity, as observed in the streamwise component
of the Reynolds tensor and turbulent heat fluxes. A similar pattern caused by interpolation error
on the mean potential temperature emerges when examining the potential temperature variance
and the normal turbulent heat fluxes. This error on thermal quantities is of a lesser amplitude
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than the one on the dynamics. These interpolation errors decrease as we move towards the
upper part of the SBL. This improvement in the particles dynamics is due to the increase of
the Lagrangian timescale. The latter becomes sufficiently high for a proper turbulent mixing
between particles issued from different cells to take place. Moreover, such spurious effects seem to
be properly damped using a piece-wise linear interpolation proposed in Interp. C. Nevertheless,
quite big interpolation errors are still discernible on the first or two first cells near wall depending
on the field considered. To enhance these outcomes, one may want to use the pseudo-analytical
interpolation scheme Interp. D. This scheme enables the accurate retrieval of results in proximity
to the wall within the first cell. This underscores the necessity for a rigorous derivation of the
pseudo-analytical solution proposed. Nevertheless, the effects of the discontinuity of the mean
carrier fields at the first cell upper interface are still discernible. They are characterised by an
underproduction of the second-order moments at the interfaces. Moreover, outside the wall cell,
the errors induced by the piece-wise linear interpolation are still noticeable, in the few first cells.

5.2.3 Analysis of Statistical Bias Induced by Local Spatial Averaging

We will now take a closer look at the errors introduced by estimating statistics on coarse
averaging bins within where the flow is not statistically uniform. To this end we will focus
on results obtained with the interpolation Interp. C (i.e., piece-wise linear for the mean velocity
and potential temperature and piece-wise constant for the other quantities). As discussed in
Section 3.3.1.1, there is no systematic error in the estimation of first-order moments from the
set of particles. However, an error appears in the estimation of the covariances as highlighted in
Eq. (3.10). Indeed, the covariances obtained directly on the coarse averaging bins correspond to
the sum of the true covariances of interest, but also to the spatial covariances of the mean fields
associated with the particles. The latter biases the obtained statistics. In the case of neutral
SBL, since the velocity gradient decreases proportionally to the inverse of the height, this error
affects the streamwise component of the Reynolds tensor only near wall and disappears in the
bulk. However, in the case of stably stratified flows, as both the mean potential temperature
gradient and the streamwise velocity gradient tend to become uniform, this systematic error
impairs the estimation of covariances in the whole flow and the resulting error tends to become
uniform. The latter affects the streamwise TKE and turbulent heat fluxes but also the potential
temperature variance, as one can see in Figure 5.14. In this figure, for a given set of particles
obtained using the interpolation methods Interp. C (i.e. with the same dynamics and thermal
evolution of the particles), the statistics are estimated on different averaging bins. Although the
interpolation error is still present close to the wall, the statistical error converges well, as one
can see in the bulk. This highlights the relative importance of this source of error in such flows.

So as to avoid considering a cumbersome second partition of the domain to estimate the statistics,
one may want to estimate the spurious spatial covariance of the mean fields directly onto the
coarse original mesh as discussed in Section 3.3.2. Considering a linear estimation of the mean
fields one can use the reconstruction Reconst. lin. With this choice of reconstruction, the
correction is given by Eq. (3.14). The latter is non null only for ¥ and ® representing the
mean streamwise velocity and/or the mean potential temperature, yielding to a bias only on
the streamwise TKE, streamwise turbulent heat fluxes and potential temperature variance. As
presented in Figure 5.15, this source of error associated with the estimation of the statistics is
properly corrected in the whole domain with an error subsisting near ground due to too a poor
interpolation of the first-order carrier fields at particle location.
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Figure 5.14: Vertical profiles of the statistical estimator of the thermal and dynamical variances
and covariances using different spatial bins for the local averaging compared to the algebraic
solutions (==.). Compared to the FV cells (indicated by the grey dotted lines), the bins are
respectively: of the same size (¢); 2 times finer (@ ); 3 times finer ( © ); 10 times finer (V); 20
times finer (A). Note that these observed statistical estimators are extracted from the same
particle set, i.e. they correspond to identical particle dynamics and thermal evolution.

1 1y !
0.8 0.8+ 0.8¢
0.6 0.6 0.6
s T T
w = w
0.4 041 0.4
0.2 0.2} 0.2
LN ) ¢
V.. e pra= 4» {4 ¥
v 1 15 2 2.5 - 1 5 06 4‘ " 2 3
{ud)* (uu)* (0"
(A) Streamwise turb. heat flux. (B) Streamwise TKE. (C) Pot. temperature variance.

Figure 5.15: Vertical profiles of the statistical estimators of the thermal and dynamical variances
and covariances with and without correction. Both profiles correspond to the same set of
particles obtained using a linear interpolation of the mean velocity and potential temperature is
considered. The uncorrected results (¢) are compared with the results obtained when correcting
the post-treatment of the statistics based on linear assumption for the evolution of the mean
fields (¥) and with algebraic solutions (aa.).
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5.2.4 Local Conclusions

In this section, an extension of the work presented in Chapter 3 to stratified flows has been
proposed. It has been applied to a stably stratified SBL flow.

In this case, the importance of using a consistent modelling of the boundary condition for the
instantaneous thermal properties has been verified in Section 5.2.1 using the an-elastic rebound
presented in Eq. (1.239) following the work of Pozorski et al. [2003b]’s work. Indeed, considering
an elastic rebound for the potential temperature is equivalent to imposing a zero-flux condition
on this quantity, resulting in the destruction of the turbulent heat fluxes. This is in contradiction
with the physical phenomena at stake in the SBL. Moreover, the overestimation of the potential
temperature in stable flows results in an erroneous depletion of concentration near wall and then
to the non-respect of the well-mixed criterion. In convective situations, the use of the elastic
rebound for the instantaneous potential temperature would result in an underestimation of the
latter and in an accumulation of the particles near wall.

In addition, similarly to the issue presented in Section 3.2.2, it has been shown in Section 5.2.2
that the interpolation method used to estimate the mean carrier fields at the particle location
should be more accurate than piece-wise uniform for the mean velocity and potential temperature
fields especially near the wall. Moreover, considering an interpolation finer than piecewise
uniform for the mean carrier thermal property appearing in the buoyancy term, it is necessary
to adjust the hydrostatic part of the mean pressure gradient, in order to respect the local
hydrostatic equilibrium. For the time being, a linear interpolation method is considered for the
mean velocity and potential temperature fields.

Finally, the error induced by the estimation of second-order statistics on coarse averaging bins is
put forward. In the neutral case, presented in Section 3.3, where the velocity gradient decreases
as the inverse of the distance from the wall, this error occurs only in the vicinity of the wall.
In contrast, in stably stratified flows, where the first-order gradients tend towards a non-zero
constant in the bulk, this error impacts the estimation of the statistics everywhere. A first
solution to limit this error is to use a finer partition of the domain to estimate the statistics. Yet,
to avoid the cumbersome tracking of particles on two different meshes, it has been shown that
this error can be properly corrected directly on the original mesh. To do so and because the first-
order moments are estimated only in the centre of the cells, an assumption to reconstruct them
everywhere is necessary. This assumption should be coherent with the interpolation methods
considered. Thus, if one wants to correct the covariance estimators on the original coarse mesh
with another interpolation scheme, the reconstruction of the mean fields associated with the
particles and the resulting correction should be adapted accordingly.
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5.3 Linear Dispersion in 2-D Thermally Stratified-Boundary-
Layer Flows
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5.3.1 Study of the Plume Shapes in Stratified Surface-Boundary-Layer Flows

The goal of this section is to present a case of 2-D linear dispersion in stratified SBL flows. It
is based on the work of Monin [1959], who showed that pollutant plumes must have a finite
dimension. Indeed, the spatial amplitude of a plume is limited by the velocity of the fastest
vertical eddies which remain finite. Such a constraint is not verified by EVM or Gaussian
methods, in which the diffusive terms transport pollutants throughout the entire domain at
infinite speed. Moreover, Monin demonstrated that the shape of the plume in stationary and
horizontally homogeneous SBL flows does not depend on the mean velocity characterised by the
friction velocity u. but solely on the stability measured through the Monin—Obukhov length scale
Laso- In order to verify the numerical results obtained and the effects of the atmospheric stability
on pollutant dispersion, we will consider a linear emission at the ground with a roughness height
zo = 0.1 m. Different stability conditions, from very convective to very stable situations, are
considered with Monin—-Obukhov length-scale going from —10 m to 20 m. The friction velocity
considered equals to 0.2 ms™! for the thermally stratified flows and different values from 0.2
ms~! to 1 ms~! are compared for neutral flows. The domain considered is a 140 m long and
200 m high rectangular domain, meshed using a uniform Cartesian mesh containing 200 x 200
cells. The pollutant is injected on the ground at a distance of 14 m downstream of the inlet.
The height of this domain can be large compared to the physical height of the SBL especially
in stable situations where it can be limited to a few dozens of metres. The dynamics of the
upper part of the domain might suffer from neglecting Coriolis effects and assuming constant
fluxes. Based on physical grounds, such assumptions should no longer be considered in such area.
However, we only consider the near source dispersion over a distance within which the pollutant
plume remains in the SBL. Thus, it is assumed that the dynamics in the upper region has little
impacts on the dispersion in the lower part of the domain. The simulations are performed with
a time step of 0.5 s and injecting 1000 particles per second (i.e., 500 per iteration) within the
Lagrangian stochastic method.

The numerical results obtained using both a second-order FV solver and particle solver are then
verified. So as to characterise the limit of the plume, we consider that it corresponds to the
volume encompassing 99% of the pollutant mass. Such a restriction of the plume dimension
is necessary in Lagrangian methods as we should only consider statistics associated with a
sufficient number of particles. The 1% particles outside the plume may correspond to very
specific stochastic trajectories of notional particles whose dynamics is not representative of the
plume physics.
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5.3.1.1 Results Obtained using the Moment Approach

First, in the scope of the moment approach, the universal functions derived in Section 5.3 are
imposed at the inlet but also on both the lower and upper cells. In these simulations, a DRSM-
DFM model is considered with a Shir model for the diffusion term and a Rotta—Monin model
for the pressure-induced redistribution terms. From the green curves in Figure 5.16 representing
plume shapes in neutral situations for three friction velocities, we can see that the latter are
indeed independent of this parameter. This may at first glance seem paradoxical, however, both
the transport velocities in the horizontal and normal direction are proportional to the friction
velocity. Thus, increasing the shear stress will increase the advection which is the main source
of transport in the horizontal direction but also the turbulent transport in a similar manner. As
a result, the angle made by the plume remains unchanged, as does its shape (see Monin [1959]
for further discussion).

Looking at the evolution of the plume shape with the Monin—Obukhov length scale for a constant
value of the friction velocity u, = 0.2 ms™!, it is retrieved that the stability plays a major role
in the shape of the pollutant as discussed in Paragraph 1.2.2.2.4. In stable flows, the thermal
effects tend to kill normal fluctuations of velocity lowering the vertical transport. Consequently,
as stability increases, plume sizes shrink while pollutant concentration increases. In contrast,
in convective SBLs, the normal fluctuations are enhanced by thermal effects. In such a case, it
is also retrieved that the plumes widen and the concentrations in their midst decrease due to a
better turbulent mixing.
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Figure 5.16: Pollutant plume shapes obtained using a Rotta—Monin model, for different friction
velocities and Monin—Obukhov length scales. The limit of the plume is characterised by the
zone below which 99% of the pollutant is encompassed. Three neutral flows with different
friction velocities are compared: u, = 0.2 ms™! ( ), us = 0.56 ms™! (Lo__), uy = 1 ms!
(P ). Furthermore, the plume shapes obtained with a friction velocity u. = 0.2 ms™! are
plotted for different stability situation, respectively Ly;o =200 m (- - -); Lyjo =50 m (= - .);
Lyo=20m (= —); Lyyo =—50m ( ); Lo =—20m (—.—.); Lyyo = —10m (—.-). The
plume is independent of u, but its amplitude depends strongly on the stability.
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5.3.1.2 Results Obtained using the Lagrangian Stochastic Methods

We will now consider the results obtained using the Lagrangian stochastic methods. In coherence
with the Rotta—Monin model taken into account in the FV simulations, a SLM-IEM model is
considered with Cy = 3.5 and Cg = 1.875 to retrieve a proper Prandtl number. In order to avoid
errors induced by the resolution of the FV solver, we will use the universal functions derived
from Section 5.1, to provide the mean carrier fields. Such a choice might be questionable in
the case of convective SBL flows where the diffusion of TKE should not be neglected. Yet, this
source of error should be weighed against the errors arising from the resolution of the F'V solver.
It is true that using the solution issued from the FV solver the errors obtained would be smaller
than those encountered in Section 5.1.3.2, since it is easier to maintain the profile injected at
inlet than to retrieve it from upper and lower boundary conditions. Nevertheless, the solutions
from the methodology developed in Section 5.1 are used to fuel the mean carrier fields, we can
see in Figure 5.17, that results obtained are similar to the one obtained using a DRSM-DFM
modelling. The independence of the plume shape with regards to the friction velocity is properly
captured as well as the qualitative effects of the dynamics on the stability.
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Figure 5.17: Pollutant plume shapes obtained using a SLM-IEM model, for different friction
velocities and Monin—Obukhov length scales. The limit of the plume is characterised by the
zone below which 99% of the pollutant is encompassed. Three neutral flows with different
friction velocities are compared: u, = 0.2 ms™ (¢), ux = 0.56 ms™! (A), uy = 1 ms™! (V).
Furthermore, the plume shapes obtained with a friction velocity u, = 0.2 ms~! are plotted for
different stability situation, respectively Lo = 200 m (* ); Lyjo =50 m (% ); Lyo = 20 m
(#); Lo = —50m (®); Lyyo = —20 m (*); Lyo = —10 m (®). The plume is independent of
uy but increases with the thermal effects.

Impacts of the Thermal Modelling on the Plume

Our aim here is to measure the effects of properly modelling the instantaneous potential
temperature within the Lagrangian stochastic approach. To do so, using the same mean carrier
fields, the results obtained with three modelling variants of this quantity are compared in
Figure 5.18:
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e In the first simulation, in Figure 5.18A, as in Figure 5.17, we consider an IEM model with
a finite relaxation time characterised by the choice Cg = 1.875. This value is selected in
coherence with the constant Cy = 3.5 and the turbulent Prandtl number in neutral case
an will be considered as the reference situation.

e The second simulation corresponds to an instantaneous relaxation time for the potential
temperature obtained by taking Cg = 0. The potential temperature associated with the
particles then remains constant over their trajectories. As we can see in Figure 5.18B, with
this modelling the deviation of the particle potential temperature compared to the local
mean flow is not dampened. This results in overestimated stability effects, with plumes
that are too diffuse in convective situations and overly confined in stable situations.

e Finally, an instantaneous relaxation time is assumed by setting Cg = oo. Such a modelling
is often used in the scope of atmospheric dispersion with Lagrangian stochastic methods
(see e.g. Tinarelli et al. [2012], Massimo et al. [2013], Pisso et al. [2019]). In this
situation, where the potential temperature associated with the particle corresponds to
the local mean fields without any memory of the particle trajectory, the stability effects
are underestimated, resulting in a smaller variation of the plume shape with Lj;g. At the
opposite of the infinite relaxation time, we can see that the stable plumes are more diffuse
than in the reference case, whereas they are less diffuse in the convective situations and
all the plume shapes come closer to the neutral setup.

We can then see that the relative importance of the stability on the plume shape depends,
as expected, on the Monin-Obukhov length scale, but also on the modelling of the potential
temperature. The latter impacts are enhanced by taking larger relaxation times and diminished
by taking smaller ones. Thus, although this issue is often overlooked in the context of
atmospheric dispersion, the modelling of the instantaneous thermal quantities and the selection
of a suitable relaxation time should be seen as of significant importance.

5.3.2 Impacts of the Thermal Modelling on the Dynamic of a Buoyant Plume

To discuss the implications of the thermal modelling of plume rise, we will now consider the
simulation of a weakly buoyant plume in a stably stratified flow with Ljy;o = 20 m. The difference
between the ground potential temperature and the potential temperature of the injected flow
equals to 3.5°C, the reason explaining this choice of a small temperature difference is twofold.
First, the effects of the pollutant dispersion on the background flow are not taken into account,
thus, to be physically sound, relatively small buoyancy effects should be considered. Secondly,
since we want to remain as much as possible in the SBL, we want a moderate rise of the plume.
Furthermore, to be able to discuss the shape of these plumes with more ease, we will consider
an emission at a height of 25 m. As previously, the carrier fields selected are derived from the
solutions presented in Section 5.1. The corresponding potential temperature at the injection
altitude is equal to ground temperature plus 2.5°C, while the isotherm at ground temperature
plus 3.5° C is reached at 39 m. To illustrate the importance of the instantaneous potential
temperature modelling, the lower limit but also the centre and the upper limit of pollutant
plumes are plotted in Figure 5.19. Each of these limits represents respectively the altitude
below which 1%, 50% and 99% of the pollutant is located. As in the previous paragraph, the
three plumes plotted are obtained with the same mean carrier flow and three modelling variants
of the instantaneous potential temperature corresponding to three limit relaxation times.
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Figure 5.18: Pollutant plume shapes obtained using different thermal relaxation times, for
different friction velocities and Monin—Obukhov length scales. The limit of the plume is
characterised by the zone below which 99% of the pollutant is encompassed. Three neutral
flows with different friction velocities are compared: u, = 0.2 ms™* (), ux = 0.56 ms!
(A), u, = 1 ms~! (v). Furthermore, the plume shapes obtained with a friction velocity
uy = 0.2 ms~! are plotted for different stability situation, respectively Lyo = 200 m (#);
Lyo=50m (x); Lyyo=20m (+); Lyyo =—50m (¥); Lyyo = —20m (*); Lyyo = —10 m
(®). The plume shape is independent of u, but increases with the thermal effects and the
relaxation time.

o In the first simulation (in green), considering an IEM method, we have Cg = 1.875, this
value is selected in coherence with the carrier fields considered. In this situation, particle
instantaneous potential temperature tends towards the local mean temperature with a
finite relaxation time Tg = é. As expected, in Figure 5.19, the centre of the plume rises
due to thermal effects until a relatively constant altitude located in between the injection
height and the height corresponding to the isotherm of injection temperature. From there,
the centre of the plume tends to remain fairly constant, although there is a tendency for
this quantity to decrease. The latter could be explained by the asymmetric nature of the
flow around its mean location, which is noticeable by the asymmetric shape of the plume.
Indeed, the flow on the upper part being faster than on the lower part, the pollutant is
evacuated more quickly there, causing this slow decrease of the centre of the plume.

o Second (in red), a simulation is carried out considering Co = 0. In this case the relaxation
time for the potential temperature is infinite. Thus, the potential temperature associated
with the particles remains constant over their trajectories and the plume rises until it
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reaches the altitude associated with the injection temperature isotherm. Moreover, in
this case, for all the particles, the buoyant terms can be at equilibrium only when the
particles are in the vicinity of this constant target location. The buoyancy introduces then
a restoring effect pushing particles towards this position. This leads to a dampening of
the potential deviation to this location and thus to a less diffusive shape of the plume.

o Finally, a simulation (in blue) is considered with Cg = oo. In this case, the
instantaneous potential temperature relaxes instantaneously towards the local mean
potential temperature. Due to this choice, the plume rise is not naturally treated by
the buoyancy effects and an ad hoc parameterisation should be applied. For this reason,
in the case studied where no such specific modelling of the buoyant rise is considered, the
height of the centre of the plume remains fairly constant near the injection. Over larger
distances, reflection of the particles at wall triggers an elevation of the mean level of the
centre of the plume. A second element of interest is that in this case the buoyant effects
do not oppose at all the vertical dispersion yielding to a more diffuse and broader plume.

60— —

Figure 5.19: Buoyant plume shape obtained with different relaxation times. The first relaxation
times tackled is %06 with Cy = 1.875 (in green), the top of the plume (A), its centre (), and its
bottom (V) are plotted. The upper limit (4 ), centre (% ) lower limit (=) of the plume obtained
with an instantaneous relaxation are plotted in blue whereas the plume corresponding to an
infinite relaxation time is plotted in red with respectively (&) for its upper limit, (%) for its
centre and () for its lower limits. These limits represent respectively the altitude below which
99%, 50%, 1% of the concentration is located. It is clear that the position of the plume centre
and the dispersion around this value depend on the modelling considered for the instantaneous
potential temperature.

In all the three plumes, due to the non-uniformity of both the mean flow and the turbulent
fields, the pollutant plume is not symmetric around its mean location. Over longer distances,
these effects may result in a shift of the mean location of the plume, mainly because the upper
region sees a faster velocity fields. Such phenomena cannot be properly handled by Gaussian
methods often used to simulate the dispersion far from the source.
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5.3.3 Local Conclusions and Perspectives

In this section, it has been demonstrated that the shape of the pollutant plumes in stationary
horizontally uniform SBL flows does not depend on the friction velocity characterising the flow
velocity. The only parameter impacting this shape is the Monin—Obukhov length-scale which
is representative of the thermal effects. Indeed, in stable flows, the latter killing the vertical
fluctuations of velocity, the plume remains narrow and concentrated. In contrast, in convective
flows, the thermal effects enhancing the vertical velocity fluctuations, they have a mixing effect
triggering the production of broad and diffuse plumes. This result is properly retrieved both
using the F'V solver with a Rotta—Monin model and a Lagrangian stochastic one with a SLM—
IEM model. It has been showed that the proper modelling of the thermal relaxation is of major
importance to retrieve a proper plume dynamics, both to describe their central position or the
dispersion around this value. Assuming an instantaneous thermal relaxation time does not
enable to obtain a proper rise of the plume and strongly overestimates the width of the latter
in a stable case. Unfortunately, the treatment of highly buoyant plumes such as encountered
during a fire remains out of the scope of the present work. Indeed, in order to consider the
effects of highly buoyant plumes treated with the Lagrangian solver on the background flow, a
stronger coupling between particle quantities and the carrier flow should be ensured. Such a
two-way coupling is out of the scope of the present work. Moreover, such buoyant plumes would
rise above the SBL in a zone where the hypotheses considered to estimate the carrier fields are
no longer respected and are also out of the scope of the present work.
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Local Appendix

5.A Derivation of Algebraic Solutions for Lower Order Mod-
elling

In this section, a complement of Section 5.1 is presented with methods of lower order compared
to the DRSM-DFM methods presented. We still consider the case of a horizontally uniform
and stationary stratified SBL flow. First, the results for the kinetic energy obtained with the
standard k& — € model are presented. Then, the results obtained using respectively a SGDH and
a GGDH closures for the turbulent heat fluxes are displayed.

5.A.1 Algebraic Closure for the Turbulent Kinetic Energy using a Standard
k — e Modelling

Using a k — € modelling of the turbulence, the closure gives:

(uw)  uxkz C#kQ
— oy = o = (5.79)
0z

Vg =

Under the TKE equilibrium assumption, injecting the dissipation of the dissipation rate
Eq. (5.8), we get the equation:

(1—Rif)*(1— (B2 — a3)Riy)
o1 (1 — BoRif)(1 — oo Riy)

1— Rij) = (5.80)

1
ut  C,

where the result obtained with the k — e model is compared with Eq. (5.25) obtained in the
broader case of DRSM models. Thus, the notation used in Section 5.1 can still be used by
setting for example oy = C,, and og = 0 a3 = B2 = 1. This might be of importance, as only the

algebraic solution on the TKE is necessary to fuel the iterative process on the dissipation rate.
Thus, the latter method can be directly extended to EVM models.
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Furthermore, if one wants to have an idea of the TKE distribution one may assume as a first
approach:

Uil 2 v, (0U; 0U;
( k]> =251 - Et <ax]~ " 8%2) ' (5.81a)

In this case, we have % = % = @ = % Thus, with A = A, = % and p, = W, = u, the

notation used in Eqs 5.17 might still be used.

If one wants to take into account the thermal effects in the distribution of TKE, the Reynolds
tensor might be modelled as:

(uuj) 2 v (OU;  9U; pee (Gij — 5G84)
25 _ 2t Ch—e 2 8= W/ 5.82
k 3 K k E)xj + 8.’EZ + 9 € ’ ( a)
2 8Ul oU; 2 8U1 aU; k—e gi'_zg
§6U - % (ij + 8:103) 1_ géij o % (390j + 313) +Ce %Ri (5 82b)
= 1—Rif 25“—ﬁ(8Ui 8Uj) fl- .
37U k 8:17]' 81177,

Thus, for the diagonal terms, we would have:

<uku> 1 §Rif (1 - (1 - CéH) Rif) ; (5.83a)
<UI<:U> 1 _?,Rif (1 B (1 - Cé“_s) Rif) ; (5.83b)
<wkw> 1 _§RZ_ ; (1= (1+2¢7) Riy) . (5.83¢)

Here again, the notation introduced in Eqs 5.17 can be retained with A, = A =2/3, p, = py =
1 —Cgiﬁ and p =1+ 26576. Moreover, as a k — e can only be consistent with a SGDH modelling
of the turbulent heat fluxes, we would also have a consistent behaviour for the shear stress.

5.A.2 Algebraic Closure considering a SGDH Modelling for the Turbulent
Heat Fluxes

Modelling for the turbulent heat fluxes with the SGDH model, we have:

2(0)
ox;

(uif) = — K3 (5.84)
The streamwise turbulent heat fluxes are then null and the equation Eq. (5.18¢c) for the shear
stress gives:

K 1 (1-Rip)* _ (1-Rip)*(1 - (B2 — xs)Riy) (5.85)

uf,% CN (1 — pRif) a1(1 — BQRif)(l — O(gRif) ' '
Using for example the set of constants: «; = Cy, g = u, 3 = 0 and B2 = 1, we can obtain
the solution for k£ with a similar form as Eq. (5.25) to fuel the iterative solver on the dissipation
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CSGDH 2 X I
iy = -2 with C5C¢PH = i and PrY a constant we

rate. Furthermore, considering K; =

Pr) — € 0 Y
have:
re) CSGDHkQ 0
—(wh) = uyby = K, = 20 T, 5.86

(wh) = ., = K50 = OOy, (5.862)
Ui _psepmen 1 GGEPMPr (5.86b)

k% pnl1—Rif 11— Rig '

ut (1 — Riy)

P?"t ZECGSG,W (586C)

5.A.3 Algebraic Closure considering a GGDH Modelling for the Turbulent
Heat Fluxes

Modelling the turbulent heat fluxes with a GGDH model, we have:

k 0(0)
o\ _ _GGDHFE
(u;0) Cy €<u2uk> T (5.87)
The equation Eq. (5.18¢c) becomes then:
u} o 1 —pe.Riy  Riy (1-Cgo)CFePH ud 5(6) (5.88)
k2 (1-— Rif)Q (1- Rif) Cr €, Oz’ '
1— R ; 1— GGDH
= oq”i,RZ{ — Pry Ry — (1= Ca)Cy : (5.88b)
(1— Riy) (1 — Riy) Cr

The kinetic energy depends then on the turbulent Prandtl number which can be obtained thanks
to the equation driving the normal turbulent heat fluxes as:

k 0o(©
—(wh) = u,0, = CFPH (ww) = < >, (5.89a)
€ 0z
e _ cSEPHN\(1 - pRz'f)#Prt (5.89b)
k2 (1 - Riy)?
ul (1 - Riy)?
Pri=— —. (5.89c¢)
"7 k2 CSOPHN(1 — wRiy)
Injecting this equation in the equation of turbulent energy Eqs 5.88, we get:
1 Ri 1-C 1 -y Ri
(1 iy (1=Ce) ) (1=t 2Zf> (5.90a)
k 1 —uRiy CgA (1-— le)
———
S 1
4 2\
. \2 . 1 ) ]
K- Rip* (1= Ry (14 5%)) (- Rip® (1 (B2~ as)Rig) 5.900)
ujﬁ X1 (1 - H.Rif) (1 - LLxZRZ'f) a1(1 - BQRif)(l - OCgRif)
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We can keep the same structure as in Eq. (5.25) in the iterative process by taking: o1 = C,,
X2 = Hgz, X3 = %FL_ %7 B2 = .

Furthermore, we have:

X1 (1 - szRif)
Pr = , (5.91a)
7PN (1= Rig (4 + %))
wo) _ | (L= ez Tiy) . (5.91b)
b\ A (1 —uRip) (1- Rig (4 + %))
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CHAPTER 6

Conclusions and Perspectives

In this work, a first axis of study considered has been the analysis of the numerical error that
may arise when considering Lagrangian stochastic methods based on particle/mesh formulations.
In this scope, in Chapter 2, the question of the interplay between temporal and spatial errors
has been raised. Indeed, considering only the local mean carrier fields associated to the initial
location may introduce error, as the evolution of the mean fields along particle path over a time
step is not taken into account. Such an error may be particularly noticeable should we consider
highly varying mean fields or time steps long compared to the local CFL number. To limit this
source of error, a time-step-robust time-splitting method, enabling for each particle to estimate
the travelling time in each cell, has been developed. This algorithm enables to dynamically
update the mean carrier fields associated to the particle location with local values, every time a
particle enters a new cell. However, as a Lagrangian stochastic method based on It6 formulation
is used, the major concern of anticipation error has raised. In this matter, this chapter has
been a good vector to discuss and analyse precisely the spurious biases that may arise when
introducing mismanaged anticipating terms in Lagrangian stochastic methods. Indeed, because
of It6 definition for the stochastic integrals, it is necessary for the quantities integrated to be
selected at the previous time step and independently from the stochastic draws associated to the
current time step. Estimating the particle time of residence in a cell, based on draw-dependent
information, would then introduce an anticipation error when integrating over this time period.
To avoid the occurrence of such mismanaged anticipation error, it has been chosen to consider a
deterministic virtual particle associated to each stochastic one and whose free-of-bias trajectory
has been used to estimate the travelling time of each particle in each cell. This algorithm has
then been verified on two representative test cases ensuring both the correct computation of
the stochastic integrals but also the proper update of the mean carrier fields along the particle
trajectory. It has been shown that the latter may greatly diminish the computational error.
This issue led to the publication of a first scientific article (see Balvet et al. [2023a]).

Furthermore, still in a purpose of characterising and lowering the numerical error that may
impact the results obtained using PDF methods, a detailed investigation of the spatial numerical
error has been carried out. This issue has first been studied in detail in Chapter 3 for neutral-
surface boundary-layer (SBL) flows and has later been extended to thermally stratified SBL flows
in Section 5.2. The inquiry in neutral SBL was the subject of a second published article (see
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Balvet et al. [2023b]). It has been demonstrated that the spatial error encountered is twofold.
First, an error in the interpolation of the mean carrier fields at the location of the particles impais
the evolution of the instantaneous quantities associated to the particles. It has been exposed
that, especially near the wall, it is necessary to use an interpolation method more accurate than
piecewise constant for the mean velocity and potential temperature so that the corresponding
local gradient can be adequately estimated. The poor estimation of this gradient would impact
the mean first-order moments, but also and mostly the corresponding second-order moments,
as their production terms would be greatly tarnished. Moreover, it has been prescribed to use
an interpolation for the Lagrangian timescale coherent with the choice made for the first-order
moments and the respect of the production-dissipation equilibrium for both the TKE and the
potential temperature variance. Considering these constraints and the necessity to use a cell-
based method (i.e., based only on information stored in the particle cell), to be able to treat
complex unstructured 3-D meshes, different interpolations methods have been proposed. Using
a linear piecewise interpolation enables to improve greatly the results and has the advantage of
being general and easy to implement. However, it is still possible to improve these results near
wall by using locally a more accurate interpolation e.g., a pseudo-analytical interpolation of the
mean fields. In both cases, a remaining issue is the discontinuity of such interpolation, when
particles cross cell interfaces. To ensure such a continuity for a local interpolation method, a
further inquiry should be realised potentially relying on the use of compatible discrete operator
(CDO) schemes (see e.g. Bonelle [2014]). Let us note that such a choice would require a
consequent modification of the tracking algorithm. The second source of spatial numerical error
exhibited is the error impacting the estimation of the statistics from the set of particles. As
we have considered a hybrid formulation, in which the statistics estimated are not injected in
the particle dynamics, this error only impacts the observable post-treated and provided to the
user. Using a stand-alone method, it would also introduce a bias in the instantaneous evolution
of the quantities associated to the particles. It has been proved that computing the ensemble
statistics on coarse averaging bins, within which the statistics associated to the particles are not
uniform, results in the introduction of an error in the estimation of the covariances. Indeed, the
covariances obtained in such a manner correspond to the sum of the covariances of interest with
the local spatial covariances of the mean first-order fields. Two solutions are proposed to get rid
of the second covariances spoiling the user observables. The first one is to use an intermediate
finer mesh to estimate the statistics and spatially average resulting statistics onto the coarser
mesh. However, such a method is cumbersome as it requires to introduce a second auxiliary
mesh and then to track the particle location on both meshes leading to a non-negligible increase
of computational cost. To avoid such an issue, it is then proposed to correct the estimation of
the covariances directly on the coarse mesh by estimating the local spatial covariances of the
corresponding mean fields directly on this mesh. To do so, it is necessary to reconstruct the
mean fields profiles within the cells knowing solely their values stored at the centre of cells. It
is highlighted that proper results are retrieved when considering a reconstruction scheme for
the mean fields associated to the particle set coherent with the interpolation methods used to
estimate the mean carrier fields.

The second axis of this study, dealing with the modelling of atmospheric SBL flows with
Lagrangian stochastic methods, is also introduced. In this purpose, in Section 3.1 for the
dynamics and in Section 5.2.1 for the thermal effects, a special interest is provided for the
treatment of wall boundary conditions used in the particle solver. As we have considered only
a model valid for high Reynolds number flows, and as the particles can be arbitrarily close to
the limit of the domain, the wall boundary condition should be implemented in a zone where
the viscous effects are negligible (i.e., for the neutral case in the logarithmic zone). It has been
verified that for both the instantaneous streamwise velocity and the instantaneous potential
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temperature an an-elastic rebound should be considered when the particles cross the limit of the
domain. The latter is necessary to retrieve proper normal fluxes (respectively the shear stress
and normal turbulent heat fluxes). Indeed, considering an elastic rebound amounts to impose a
zero-gradient on the first-order terms and a zero flux condition at the boundary condition. Such
specular rebounds are then in opposition with the physical phenomena at stake near wall and
result in a poor estimation of both the resulting first and second-order moment. Even though the
use of a specular rebound on the mean velocity does not impact the concentration profiles in 1-D
periodic flows, the elastic rebound on the potential temperature triggers a mistreatment of the
potential temperature profiles, and then also a mistreatment of the buoyant terms. The latter
ones are then no longer in equilibrium with the pressure gradient. Near the wall, this results in a
spurious accumulation of particles for thermally unstable conditions and in a spurious depletion
of particles for stable flows. This is in clear violation with the well mixed criterion. At the
opposite it has been further verified that using the an-elastic boundary condition proposed by
Dreeben and Pope [1997b] and Pozorski and Minier [1998] proper results are retrieved.

In the continuation of the design to better model the atmospheric flows and in the scope of
hybrid modelling, a model-consistent description of the SBL has been derived in Section 5.1
to provide proper mean carrier flows. Placing ourselves in the scope of the Monin—Obukhov
theory, this description is based on the algebraic solutions derived from a class of second-order
models within which the fluctuating pressure induced redistribution terms are modelled taking
into account linear contributions of the physical processes at stake. To do so, except for the
dissipation rate, the diffusion terms of turbulent quantities are neglected under equilibrium
assumptions. Doing so, it is possible to determine the universal functions characterising all
the first-order and second-order statistics except for the mean velocity. All these universal
functions depend solely on the flux Richardson number and then on the momentum universal
function. In order to estimate the latter, the turbulent kinetic energy dissipation rate equation
is considered. This is the only equation for which the diffusive term is considered. It is thus the
only non-local equation providing a scale for the distance to the wall necessary to estimate the
momentum universal function and to close the system. Even though it is possible to derive an
implicit solution for the flux Richardson number and then the momentum fluxes, the latter are
too complex to be resolved analytically. An iterative resolution of the dissipation rate equation
has then been considered, based on the algebraic solution previously obtained. Doing so, it
has been possible to exhibit a description of the SBL flows which agrees with Monin-Obukhov
similarity theory respecting both the theoretical stable and convective asymptotic behaviours.
It has been verified that the results obtained are coherent with results obtained using the CFD
solver code_saturne in stable situations. These situations are of most interest, as they are the
most penalising for a dispersion of pollutant. In contrast, in the case of convective flows multiple
difficulties have emerged. First, numerical discrepancies occur, the latter may stem from a poor
implementation of the boundary conditions or from the necessity to use more stable numerical
scheme for second-order methods. Moreover, it seems that in this situation the equilibrium
assumptions considered neglecting the effects of the diffusive terms are no longer valid. Yet,
it has been demonstrated that without the diffusive terms the algebraic solution proposed is
retrieved. Let us note that the algebraic solution is used to fuel the boundary condition of the
CFD simulations. A further work should then be made to properly characterise such situations.
In this scope, the effects of the TKE diffusion on the dissipation rate should be implemented
within the iterative resolution of the latter. Moreover, it would be pertinent to try to estimate
the effects of the diffusive terms based on correlation between local terms and the diffusive
terms. This work still paves the way for the development of model-consistent derivation of
universal functions which aims at maintaining profiles injected as boundary conditions at inlet
by providing profiles close to the solution of the FV simulation.
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Finally, the third axis of study of this work is the description of plume obtained using hybrid
PDF methods and where only the particles issued from the pollutant source are simulated.
This issue is first introduced for neutral flows in Chapter 4, comparing simulation results with
experimental data of Gamel [2015] obtained in a channel flow. Two cases are considered first a
dispersion in an unobstructed flow and then a dispersion in the wake of an isolated obstacles.
It is shown that, in the scope of hybrid moment/PDF methods, the mean concentration but
also of the scalar fluxes might be estimated directly by simulating only the particles issued from
the source and neglecting the micro-mixing effects. However, the consideration of the latter is
of major importance to be able to estimate the scalar variance. Without this modelling of the
micro-mixing, the scalar variance is grossly overestimated. It is however possible to obtain a
quite adequate description of the scalar variance scale, considering only particles issued from
the source, by using the volumetric particles approach proposed by Cassiani [2013]. Although
the aforementioned improvements proposed in this thesis have a noticeable effect near wall,
the latter remains of secondary order compared to the impact of a proper estimation of the
mean carrier fields. In this case where there are no duplicated fields between moment and
PDF approaches, it is put forward that the error induced by the lack of consistency in the
modelling selected might be weak compared to the gain of using non-consistent models which
better capture the recirculation zone and the physics of the carrier flow. Moreover, the choice
of modelling selected for the PDF methods also seems to have a preponderant effect on the
pollutant dispersion. Indeed, the isotropic turbulent timescale and the isotropic production
of turbulent fluctuations might induce an overestimation of the normal fluctuations near wall.
The latter results in overly diffusive plumes. Furthermore, in these flows, signals of the potential
presence of 3-D effects have been addressed, yet only a 2-D study has been performed. A further
study on the effect of secondary flows should be carried out using a 3-D simulation. Finally, the
thermal effects on the plume shapes have been qualitatively assessed in stratified SBL flows in
Section 5.3. Following Monin [1959], it has been verified that in these flows the plume shapes do
not depend directly on the wind velocity characterised by the friction velocity but solely on the
atmospheric stability characterised by the Monin—Obukhov length scale. Indeed, in stable flows
the thermal effects tend to kill the vertical fluctuations of velocity whereas they are enhanced
in convective situation. This results in a direct impact on the plume shapes going from small
and concentrated plumes for very stable situations to large diffuse plumes mixed by turbulent
effects in convective situations. Such qualitative results are properly captured in the simulations
carried out. Moreover, the impact of the thermal relaxation time modelling on rise and diffusion
of plumes has been exposed using a weakly buoyant plume. The simulations carried out properly
retrieve the physical behaviours expected and illustrate the importance of a proper consideration
of the thermal modelling on both the plume rise and dispersion.

In the continuation of the work proposed by Bahlali [2018], from both a numerical and theoretical
point of view, this study has furnished a detailed characterisation of the neutral and stratified
SBL flows using Lagrangian stochastic methods. It aims at providing guidelines and explanations
for a better use of such methods for atmospheric dispersion using the open source CFD solver
code_saturne. However, besides the perspectives already stated other ones are still to be
considered, from numerical, modelling and theoretical scopes.

First, from a numerical point a view, a further study on DRSM and DFM methods should
be tackled to obtain more stable schemes with a better implementation of the boundary
conditions. The proper resolution of these methods, which transports explicitly the Reynolds
stress tensor and turbulent heat fluxes, is of great importance as, using a Langevin standpoint,
GLM methods are intrinsically consistent with such approaches. This work on the boundary-
condition implementation and on the numerical scheme might then substantially improve the
estimation of the mean carrier flows provided to the particle solver. Furthermore, within the
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latter solver, a temporal numerical error is still present when considering fluid particles in the
diffusive regime with a varying Lagrangian timescale. Such a situation is classically encountered
in the near ground region imposing to use a very small time step for all particles. This triggers
a great increase in the computational cost which remains a limitation of the method presented.
The implementation and verification of the extended scheme proposed by Minier [2016] are a
promising way to release an important lock in the use and development of this approach with
the exponential temporal scheme considered.

Furthermore, from a modelling perspective, it is worth noting that the SLM model selected is
coherent with a Rotta model. Both assume an isotropic redistribution of the kinetic energy,
which is not representative of the situation encountered near wall where more energy is directed
towards the streamwise direction. Such a model might result in too diffusive plumes. The
extension to the GLM class of model might be of great interest especially given that the
methods used to derive model-consistent universal functions is directly applicable for a wide
range of GLM model. Yet, it is worth noticing that such an extension is not direct as it would
require a modification of the temporal scheme considered. For now, the integration in each
spatial direction is treated independently. Yet, using anisotropic GLM models the evolution
in one direction might depend on the integration in the other direction and would require
a specific change of basis to be able to consider an integration scheme like the one actually
implemented. Moreover, in the scope of developing a proper GLM model for atmospheric
purposes, one may either consider the implementation of the Lagrangian counterpart of the
standard SRQM model, but one may also derive a model specifically fitted to treat such flows.
To this end, for models of the class studied, it would be required to confront the algebraic
solutions derived with experimental data to validate the modelling proposed.

In addition, the approach developed has only considered Boussinesq assumption; and an
extension to an anelastic description of the atmosphere could be tackled. In this perspective,
we consider a deviation compared to the adiabatic flow instead of a deviation compared to a
constant flow for the treatment of buoyancy. This description is indeed physically sounder in the
context of atmospheric flows. This is of particular importance mostly if one aims at going upper
in the atmosphere where the adiabatic variation of density might become non-negligible. Indeed,
the scope of this work is limited to the SBL due to the conceptual framework considered based
on the Monin—Obukhov theory. Yet, the flow within the Eckman layer is of great importance
in the description of the dispersion at longer scales. In order to be able to consider such scales,
an extension of the Monin—Obukhov theory should be inquired to treat the Coriolis effects but
also the decrease of the shear stress and turbulent heat fluxes with altitude.

Furthermore, so as to be physically more accurate, the consideration of the humidity should be
investigated as for now only dry atmosphere have been considered. Such a study will show more
of the method potential if we also take into account the atmospheric chemistry for which such
methods are particularly well fitted. In addition, we may also take into account the inertial
particles, for which the work presented can be directly extended, to see the effect of segregation
based on particles mass and inertia (see Minier and Peirano [2001], Minier [2016]). Indeed, these
methods are well equipped to treat such poly-disperse flows, and to model deposition phenomena
whether they are dry or humid.

Moreover, in the perspective of using such methods for accidental purpose, we may consider
the case of buoyant or highly buoyant release which may occur in case of fire. Lagrangian
stochastic methods might be of great interest to treat such cases as the poly-disperse creation of
ashes, soot, chemical compounds and the corresponding radiation might be taken into account
explicitly. However, in this end, first a specific inquiry on the mechanisms at stake near the
fire source should be considered. Moreover, a stronger coupling (two-way coupling) between the
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particle solver and FV approach should be considered to characterise the effects of the fire on
the mean carrier flows. Finally the proper treatment of the Ekman layer should be seen as a
prerequisite if one wants to simulate such dispersion over relatively short distances.
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