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Résumé

La combustion dans les moteurs de fusée a lieu dans des conditions extrémes qui impliquent
plusieurs phénomenes multi-physiques. Pour cette raison la simulation numérique est utilisée
afin de prédire et ainsi optimiser les performances et la durée de vie du moteur. Ces travaux
de these se concentrent particulierement sur deux aspects : 1’oxy-combustion turbulente du
méthane dans des flammes de diffusion haute pression et la prédiction des transferts ther-
miques parié¢taux. Le code de Simulation aux Grandes Echelles (SGE) AVBP du CERFACS
est utilisé.

Malgré ses performances moindres, le méthane est aujourd hui favorisé par rapport a I’hydrogene
pour les futurs moteurs-fusée en raison de ses cotits réduits et de sa praticité tant a 'utilisation
que pour son stockage. En termes de simulation numériques, cet ergol amene de nouvelles
questions concernant son allumage ou la stabilisation de sa combustion. Pour ce faire, le
développement de modeles chimiques réalistes est une étape clé. Des schémas cinétiques ré-
duits contenant une quinzaine d’espeéces sont dérivés et testés dans des conditions de haute
pression et haut étirement pour des flammes de diffusion a contre-courant. Cependant, ces
chimies réduites restent cotiteuses pour une utilisation industrielle de la SGE. Une nouvelle
méthode d’intégration des termes sources chimiques est alors proposée avec pour objectif de
faire fonctionner des simulations réactives avec un pas de temps proche du pas de temps de
I’écoulement. Le cofit de calcul est ainsi considérablement réduit, tout en gardant un résultat
similaire a 'intégration classique. Enfin, avec pour futur objectif le développement d’un modele
de flamme de diffusion turbulente, une étude montrant I'impact de la résolution du maillage
sur les lammes de diffusion est réalisée.

Le développement de ces chimies réduites permet alors d’étudier avec précision 'influence des
réactions chimiques dans la région proche paroi d’un moteur-fusée sur le flux thermique pariétal.
Des canaux turbulents périodiques sont simulés afin de comparer une couche limite turbulente
résolue ou non, avec ou sans réactions chimiques. Les résultats montrent que ces réactions
proche paroi peuvent avoir un impact significatif sur le flux thermique, et que le modele de loi
de paroi devrait prendre en compte cet effet dans le cadre d’'une SGE non-résolue en paroi.
De plus une étude est menée afin de comprendre I'impact du couplage entre le modele de sous-
maille et la loi de paroi sur la prédiction des flux en paroi. On montre que le niveau de viscosité
turbulente en paroi a une influence importante sur les flux. Un modele stochastique est alors
proposé dans le cas de simulations isothermes afin d’améliorer les résultats pour deux modeles
de sous-maille usuels en SGE, WALE et Sigma.

Le développement de ces modeles et les résultats de ces analyses sont alors utilisés pour deux
SGE de bancs d’essai : le cas supercritique a cinq injecteurs GCH4/GOx de 'TONERA et le cas
sous-critique mono-injecteur GCH4/LOx de TUM. Ces études se concentrent en particulier sur
le comportement de la flamme et la comparaison du flux de chaleur pariétal avec les résultats
expérimentaux.

Mots clés: Simulation aux Grandes Echelles, moteur-fusée a ergol liquide, combustion turbu-
lente, oxy-combustion du méthane, cinétique chimique, flamme de diffusion, modélisation de
paroi, transfert de chaleur pariétal, injection liquide, super-critique, sous-critique



Abstract

Combustion in Liquid Rocket Engines (LRE) happens in extreme conditions which imply sev-
eral multi-physics phenomena. For this reason, numerical simulation is used to predict and thus
to optimize the engine performances and lifetime. In particular this thesis focuses on two main
aspects: turbulent oxy-combustion in diffusion flames of methane at high pressure, and predic-
tion of wall heat transfers. The Large Eddy Simulation (LES) code AVBP of CERFACS is used.

Despite its lower performances, methane is now preferred to hydrogen for future LRE because
of its reduced cost and its practicality both for in terms of usage and storage. For numerical
simulation, this propellant raises new questions about how to ignite and stabilize the flame.
To do so, developing realistic chemistry is a key step. Reduced finite rate chemistry schemes
with about 15 species are derived and tested for high pressure and highly strained counterflow
diffusion flames. However, even reduced kinetic schemes are still expensive in the context of
industrial LES simulations. Therefore a new integration method for the chemical source terms
is proposed in order to run reactive simulations closer to the flow time step. It is found that
significant computational cost is spared, while keeping the same result accuracy compared to
the classical integration. Finally, in order to develop future turbulent diffusion flame modeling,
a study on how the mesh resolution impacts diffusion flames is also performed.

The development of reduced chemistry allows to study precisely the influence of chemical re-
actions at the near-wall region in LRE conditions on the wall heat flux. Periodic turbulent
channels are computed to compare the resolved and non-resolved turbulent boundary layer,
with or without chemical reactions. Results show that the near-wall reactions may have a
real impact on wall heat flux, and that wall models should take into account this effect in the
context of wall-modeled LES.

Another study is conducted to determine the impact of the coupling between the sub-grid scale
model and the wall-law on the wall fluxes prediction. It is shown that the amount of turbu-
lent viscosity at the near-wall region greatly changes the fluxes. A stochastic-based model is

proposed in the case of isothermal simulations, in order to improve the results for two common
LES sub-grid scale models, WALE and Sigma.

The developed models and analyses of those test cases are then used for the LES simulation
of two test rigs: the supercritical 5-injectors GCH4/GOx from ONERA and the subcritical
single-injector GCH4/LOx from TUM. Their study particularly focuses on the flame behavior
and the wall heat flux comparison with experiment.

Keywords: Large Eddy Simulation, liquid rocket engine, turbulent combustion, methane
oxy-combustion, chemical kinetics, diffusion flame, wall modelling, wall heat transfer, liquid
injection, supercritical, subcritical
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Nomenclature

Latin characters

Symbol Description SI unit

a Strain rate [s71]

A Pre-exponential Arrhenius factor [variable]
By Spalding mass number [—]

Br Spalding temperature number [—]

Cp Constant pressure heat capacity [J/ K]

Cy Constant volume heat capacity [J/K]

d, Particle diameter [m]

dio Mean particle diameter [m]

dt Time step [s]

D Diffusion coefficient [m?/s]

D, Oxygen cone diameter [m]

e Internal energy []]

Clin Kinetic energy [J]

E Total energy [J]

F Rocket engine thrust [N]

h Enthalpy [J/kg]
HR/HRR Heat release rate [(W/m?]

J Momentum flux ratio [—]

i Species diffusion flux [kg/(m?.s)]
K Arrhenius rate constant [variable]
L Oxygen cone length [m]

L, Latent heat of evaporation [J/kg]

M Number of reactions in the chemical system [—]

N, Number of elements in the chemical system [—]

Ny Number of species in the chemical system [—]

m Mass [kg]

m Mass flow rate [kg/s]|

P Pressure [Pal)

4 Heat flux vector [(W/m?]
Qp Heat transfer source term [J/s]

r Mixture gas constant [J/(K.kg)]
T Mass reaction rate [kg/(m3.s)]
s Entropy [J/(K.kg)]
S Strain rate tensor [s71]

S cone Oxygen cone section [m?

t Time [s]



Nk = E S

Temperature
Velocity vector
Molecular weight
Molar fraction
Mass fraction
Mixture fraction

Greek characters

Symbol Description SI unit

Q Liquid fraction [—]

B Arrhenius exponential factor [—]

I, Mass transfer source term [kg/s]

O, Thermal flame thickness [m]

At Simulation time step [s]

Ax Characteristic cell length [m]

¢ Takeno index [—]

1ip Injection angle of a particle at the lip [deg|

K Ratio between the CFL time step and the effective simulation time step [—

A Thermal conductivity (W/(m.K)]
1 Dynamic viscosity [Pa.s]

v Kinematic viscosity [m?.s

p Density [kg/m?]

T Characteristic time scale [s]

Tij Stress tensor [N/m?|
Tw Wall shear stress [Pal

1) Equivalence ratio [—

X Scalar dissipation rate [s71]

(0 Ratio of turbulent over laminar viscosity [—]

W Mass production rate [kg/(m3.s)]
wr Energy source term [J/(m3.5)]

Special characters

Symbol Description SI unit

P Power (W]

R Perfect gas universal constant [J/(mol.K)]
2 Compressibility factor [—]

10



Dimensionless numbers

Symbol Description

Da Damkohler number
Le Lewis number

Nu Nusselt number

Pr Prandtl number
Re Reynolds number
Sc Schmidt number
Sh Sherwood number
St Stokes number

We Weber number

Indices and superscripts

Symbol Description

c Critical quantity

e e element

f/F Fuel quantity

g Gaseous phase quantity
i ith spatial component

J 4t reaction

k k" species

l Liquid phase quantity
0/0 Oxidizer quantity

P Particle quantity

5gs Sub-grid scale quantity
st Stoichiometric quantity
t Turbulent quantity

w Wall quantity

¢ Droplet surface quantity
T Friction quantity

+ Wall unit

11



Acronyms

Symbol Description

ARC Analytical Reduced Chemistry

ARCANE Analytical Reduced Chemistry: Automatic, Nice and Efficient

AVBP A Very Big Project

CERFACS Centre Européen de Recherche et de Formation Avancée en Calcul Scien-
tifique

CFD Computational Fluid Dynamics

CFL Courant-Friedrichs-Lewy

CNES Centre National d’Etudes Spatiales

CNSA China National Space Administration

CONFORTH CONCception et Fabrication d’un bOitier Refroidi et d’une Tuyere -
- Haut rapport de mélange

CPU Central Processing Unit

DLR Deutsches Zentrum fiir Luft- und Raumfahrt

DNS Direct Numerical Simulation

DRGEP Directed Relation Graph with Error Propagation

EoS Equation of State

ESA European Space Agency

GLOMEC GLObal Oxygen MEthane MEChanism

HIT Homogeneous and Isotropic Turbulence

HPC High Performance Computing

HRR Heat Release Rate

ICARE Institut de Combustion, Aérothermique, Réactivité et Environnement

JAXA Japan Aerospace Exploration Agency

LES Large Eddy Simulation

LHV Lower Heating Value

LRE Liquid Rocket Engine

NASA National Aeronautics and Space Administration

NIST National Institute of Standards and Technology

NRI Non-Reflective Inlet

NSCBC Navier-Stokes Characteristic Boundary Conditions

ONERA Office National d’Etudes et de Recherches Aérospatiales

PDF Probability Density Function

QSSA Quasi-Steady State Assumption

RAMEC RAM accelerator MEChanism

RANS Reynolds Average Navier-Stokes

RG Real Gas

ROSCOSMOS Gossoudarstvennaia korporatsia po kosmitcheskoi deiatel’ nosti

SGS Sub-Grid Scale

SRK Soave-Redlich-Kwong

TFLES Thickened Flame model for Large Eddy Simulation

TUM Technische Universitat Miinchen

WMLES Wall-Modeled Large Eddy Simulation

WRLES Wall-Resolved Large Eddy Simulation
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Chapter 1

Context

Telecommunication, weather forecast, navigation systems, orbital stations, interplanetary probes...
all of these space applications exist thanks to Mankind’s capacity to send objects in space. At
first only reserved for military and surveillance purposes, space is now accessible for a lot of
civil applications thanks to our only mean to reach Earth’s orbit so far: launchers.

This technology has existed for several decades now, with noticeable improvements through
time in order to raise the ratio cost/efficiency in all fields: propulsion, materials, external
aerodynamics, guidance systems... This thesis takes place in the continuity of the numerous
developments concerning one of the main component of a launcher: the liquid cryogenic engine.
This first part explains in which industrial context this research is conducted and introduces
the work performed.

1.1 Current space sector landscape

From its beginning in the 1950s until today, space access was considered as a key point for
states sovereignty (one talk about "space independence') and prestige, as showed during the
Cold War. Its main stakeholders were and still are the governmental space agencies: NASA
in USA, ROSCOSMOS in former USSR/Russia, CNES in France, or JAXA in Japan are some
examples. ESA regroups now the Furopean space agencies in a larger structure. These or-
ganizations led the sector for decades by proposing to their respective states the strategies to
guarantee the access to space. However things have been changing since the 90s when private
companies were created, often supported by governmental agencies. This is for example the
case for the most well-known, SpaceX, founded in the early 2010s. There are now many of
them like BlueOrigin, Virgin Galactic...

It is now admitted that these new stakeholders are clearly changing the rules of the space sec-
tor, which does not anymore belong only to states or militaries, but also to the private sector
[Whealan George, 2019, Bryce Space and Technology, 2019b]. As their private status imposes,
they must be profitable, contrary to agencies for which the main part of the budget comes from
the states. It is in fact since the 90s that the space sector became profitable, which is largely
due to the decrease of the launch cost per kilogram of load [Jones, 2018]. It could also be
correlated to the rise of Internet, and therefore the explosion of possible applications for the
space sector.

From this new situation came the designation "new space', referring to the cost competi-
tion, which until then was not really a central topic for the sector. One distinguishes the
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'governmental-entity launches" from the "commercial launches", i.e., a launch service provided
to a private company. The rise of commercial launches involves imposes to space agencies to
adapt their programs and services if they want to stay competitive.

2019 Launch Year in Review All Launches

dzpanc 3 ran=3

102 Total Orbital Launches
492 Total Spacecraft

NI ||h|\ Nm\ll \II““‘“““ ) 0

Figure 1.1: Commercial launches evolution [Bryce Space and Technology, 2019a].
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1.1.1 A new stake: the reusable launcher

At the heart of this new cost competition era lies a largely mediatized topic: the reusable
launcher. Indeed until recently, launchers were used only once: the first stage was dropped
back on Earth while the upper parts remained in space (becoming then "space debris"). The
idea of reusing some parts of the launcher was already considered in the 1990s by NASA [Free-
man et al., 1997]. It was however determined that at that time the technological gap was still
too large to go further into this technology [Powell et al., 1998]: a typical challenge is that the
engines suffers extremely high heat flux which damage their walls irreversibly. Furthermore the
idea, even if technically possible, was not considered very profitable as the number of launches
per year was still limited, about a hundred overall (for all different types of rocket). The main
attempt of reusability was the famous American space shuttle. Initially designed to reduce
costs, at the end the contrary was observed [Jones, 2018].

However as the market of space applications grows, the demand of launchers increases in con-
sequence, therefore the question of profitability is now reevaluated. Even if some concepts
of reusability emerged in the 90s and 2000s, the technology really took another breadth with
SpaceX and its Falcon 9, which managed (after some spectacular fails) to land its first stage on
an offshore platform. The technology is now demonstrated, even if the cost gains still remain
to be proven.

Meanwhile, Europe is making up the time by developing the LH2/LOX demonstrator Callisto
(CNES/DLR/JAXA cooperation) [Tatiossian et al., 2017, Dumont et al., 2021] designed to fly
10 times, for which the first flight is foreseen in 2023. The objective is to test several tech-
nologies in order to be able in the future to develop heavy payload launchers. Finally, the
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demonstrator program Themis has been recently signed between ESA and ArianeGroup, with
the aim to provide valuable information on the economic value of reusability for Europe and
prove technologies for a possible use in future European launch vehicles [Patureau de Mirand
et al., 2020].

1.2 The space market

An overview of the current space market is here presented to show the spectrum of the main
applications that are possible thanks to space access.

1.2.1 Satellites

Most space applications use satellites, which represent the wide majority of objects sent to
space: about 77% of the turnover of space market relies on them [Bryce Space and Technology,
2017]. An overview of their use is presented in Fig. 1.2.
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Figure 1.2: Overview of the satellite industry in 2016.

Noticeable applications to be cited are for example all the telecommunication services which
we use everyday, including Internet and geolocalization. The "European GPS" Galileo, which
consists of a constellation of 24 satellites is able to geolocalize with a precision of less than one
meter, better than the American GPS. This upgraded precision is a real asset for applications
which need it, like rescue missions in mountains or oceans.

As the climate change becomes a huge problem for humanity, many satellites are deployed to
understand its effect, predict it, and therefore propose solutions to prevent it. Correlated to this,
satellites can also help farmers by giving precious information about weather, soil composition
and condition, and other exploitation parameters.

Today there is a particular emphasis on the market of nanosatellites, which can be put into
orbit by dozens in a single launch. Their smaller size make them way more affordable for small
companies, extending therefore their range of applications.
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1.2.2 Probes, telescopes, rovers

Another important application of space is the understanding of our universe: from the formation
of our solar system, Sun’s influence on the Earth, black holes or dark matter, scientific devices
are launched each year in order to try to answer these questions. A huge European achievement
happened in 2014 with the Rosetta mission: the unprecedented successful landing of a probe on
a comet, gave precious information about what comets are made of. Similar mission was more
recently achieved by a partnership JAXA/CNES with the mission Hayabusa 2 which returned
recently with asteroid samples.

Other recent missions to be cited are Solar Orbiter, launched in 2020 and resulting from a
ESA/NASA cooperation to study solar winds and the magnetic field of our star. Another
European mission will be in 2022 the launch of Euclide, a telescope which will study the origins
of the Universe expansion and its source, commonly designated by the dark matter.

The hidden side of the Moon is currently explored for the first time by the Chinese space
agency (CNSA) with their rover Chang’e-4. Finally, the red planet has been and is still a source
of high interest for scientists, motivating the exploration missions with two American rovers
Opportunity and Curiosity. The latter will soon be joined by the European rover ExoMars,
initially foreseen for 2020 but reported to 2022.

1.2.3 Human exploration

The last (and maybe the most exciting) application is sending humans to space, other planets,
and ultimately beyond our solar system. In this domain much experience has been accumulated
through the Apollo program of NASA. Since the 90s the International Space Station prepares
the future steps of human exploration. Understanding space biology and space medicine are
crucial for the next generation of astronauts which will fly again to the Moon and travel for the
first time to Mars. This was announced by NASA recently with the Artemis program, including
a plan to return to the Moon by 2024, and later to establish a permanent human presence (Fig.
1.3'). Again in space history, human exploration is something really emphasized by the USA,
Europe having more a support function, even though European astronauts will be part of these
future missions. The goal is to learn and prepare a future departure for Mars within the next
decades. It is to be noticed that the NASA foresees to employ a high number of commercial
launches for these missions, showing a willingness to give more and more importance to the
private sector in this domain. This in fact has already started as SpaceX is now resupplying
regularly the ISS with its Dragon cargos.

1.3 Liquid Rocket Engine technology

As mentioned earlier, all these applications require launchers to put the required spatial in-
struments into orbit. On paper the principle of these vehicles is very simple and is a direct
demonstration of the third fundamental dynamic law of Newton: apply a force on one side to
obtain an acceleration opposed to this force. To create this force, rocket engines are used.
Rocket engines are divided into several categories. For the first (main) stage, both Solid Rocket
Boosters and Liquid Rocket Engines (LRE) are employed to generate a gigantic amount of
power in order to overcome Earth’s gravity. This manuscript focuses on LRE, of which some
key aspects of their operation are described here.

IWebsite NASA Artemis
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Figure 1.3: The Artemis program by NASA.

1.3.1 General principle

Liquid Rocket Engines convert chemical energy into thermal energy by burning fuel and oxi-
dizer in a combustion chamber, which produces hot burnt gases. This thermal energy is then
transformed into kinetic energy when these gases are ejected at a very high speed through a
nozzle, generating thrust. The principle is summarized in Fig. 1.4°.

Combustion

Nozzle

Fuel Oxidizer Pumps Chamber

Exit - e Ps

V = Velocity
m = mass flow rate
p = pressure

Throat

Figure 1.4: Liquid rocket engine schematic. This thesis focuses on the combustion chamber.

The thermal energy source, as for internal combustion engines, comes from the combustion of
a fuel and an oxidizer, called in this context propellants. The fuel is generally liquid hydrogen
because of its very high energetic density, but space kerosene is also employed for example in
the Russian Soyuz rockets. The oxidizer is almost always oxygen, for two main reasons: in
order to ensure oxidizer supply for the whole flight duration, it must be embarked as oxygen

2Website NASA Glenn Center
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contained in the air rarefies as the rocket gains altitude; furthermore it is more efficient to
embark pure oxygen rather than air, which contains a large amount of useless nitrogen.

Both propellants are stored in their liquid state, in order to reach sufficient density and there-
fore minimize the volume of the tanks. The fact is that except kerosene, classic propellants have
a very low boiling temperature: 23K for hydrogen and 90K for oxygen (at one atmosphere),
leading to the so-called cryogenic combustion: to be stored in their liquid state, propellants are
cooled down to very low temperatures. They must then heat up and vaporize before burning
in their gaseous state. In subcritical conditions, an atomization process takes place to form a
spray.

The propellants are brought to the combustion chamber thanks to turbopumps: they pressurize
the propellants, which arrive in the combustion chamber at a typical range of 30-300 bar. Tur-
bopumps are integrating in the system following various thermodynamic cycles: expander, gas
generator or staged combustion are the most common ones. A detailed description of the cycles
can be found in [Yang et al., 2004]. Once the propellants enter in the combustion chamber,
and depending on the thermodynamic regime (sub-, trans- or supercritical - described further),
their mixing and burning behave differently.

The necessary amount of energy to ignite the flames is usually brought by a spark, a pyrotech-
nic charge or a torch of hot gas. Once the ignition phase is passed (it generally takes a few
seconds), a stationary regime is reached in the combustion chamber. As the burnt gases re-
sulting of the combustion are extremely hot (about 4200K for H2/02), it is mandatory to cool
down the combustion chamber walls, which would melt otherwise. The most usual way is too
actively cool the walls by circulating the cold fuel in small channels inside them. The cold fuel
is then pre-heated before being injected in the combustion chamber: this technique is called
regenerative circuit.

The burnt gases are ejected through the nozzle, which has the role to expand them after their
maximum compression at the throat, where the diameter of the device is the smallest. In these
areas the flow becomes supersonic. The thrust resulting from the high gases momentum at the
exhaust allows the rocket to lift off.

1.3.2 LRE performances

Knowing the main phenomena happening in a LRE, manufacturers seek the best performances
when designing a product (for the best cost). The performances of a LRE are summarized by
two main quantities: thrust and specific impulse (/).

The thrust is expressed in Newton and is calculated, with the notation of Fig. 1.4, as:
F=mV, + (pe - pO)Ae (11)

where 77 is the mass flow rate, and V., p. — po and A, are respectively the velocity, the relative
pressure and the nozzle area at the exhaust section. This equation highlights the importance
of obtaining both a high speed flow and a large pressure at the exhaust to maximize the thrust.

The I, is a notion specific to air- and spacecrafts. It measures the force generated by the engine

(the thrust) compared to its fuel consumption in time. It is therefore seen as a measurement
of the engine efficiency: the higher the I;,, the more efficient is the engine. It is expressed as a
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time:

F
[sp - (12)
mg

where ¢ is the gravitational acceleration (g = 9.81m/s? at ground level on Earth). It means
therefore that the I, changes during a flight, as g is varying: the I, of an engine is not the
same considering a vacuum flight, an Earth take-off, or a take-off from another planet.

Typical values of thrust and I, for some main stage engines are reported in Table 1.1%:

Engine Propellants ~ Scenario  Pressure in CC [bar] Thrust [kN] I, [s]

Vulcain 2.1  LOx/LH2 vacuum 120 1350 430
F-1 LOx/kero vacuum 70 7770 304

F-1 LOx/kero  sea level 70 6770 263
RS-25 LOx/LH2 vacuum 210 2280 452
Raptor LOx/LCH4  vacuum 300 2100 356
Prometheus LOx/LCH4 vacuum(?) 110 1000 360

Table 1.1: Some typical values of chamber pressure, thrust and I,.

Some key characteristics of LRE are here highlighted. They all have in common a high pressure
in the combustion chamber, which increases the obtained thrust. As shown in Eq. 1.1, the
expansion ratio (ratio of exhaust area over throttle area) and the gases ejection speed play a
major role as well, not detailed here.

The range of I, stands usually between 300s and 500s. It can be compared for example to
engines used for satellite propulsion, such as Hall-effect thrusters which have typical [, range
of 1000-8000s and 50mN-5N for thrust. The difference is huge because the use is completely
different: launchers must overcome Earth’s gravity while satellites only need to be regularly
repositioned on their orbit, requiring very short and light impulsions.

The ideal spacecraft propulsion device would both dispose of high thrust and high I;,, but it
has not been discovered yet!

1.3.3 Towards methane propulsion

A current trend in the design of rocket engines in most space industry stakeholders is to switch
from hydrogen to methane as fuel. At the first look, it could seem not really a good idea as
methane is less energetic than hydrogen: a ratio of 3 exists between their lower heating value
(i.e., energy per unit of mass). However, methane offers many advantages which compensate
this loss.

First, methane is about six times heavier than hydrogen. It means that more mass can be
stored into the tank. Moreover the value of the product density x I, is higher than with
hydrogen, making it possible to downsize the fuel tank and therefore the entire vehicle, and
finally possibly decreasing its total mass.

Secondly, the boiling temperature of methane is 110K, higher than the hydrogen value of 23K.
It means that it is way easier to store it in its liquid state, diminishing the loss caused by evap-
oration: a key aspect for long-duration missions. In addition, the close boiling temperatures of

3from Wikipedia
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methane and oxygen (90K for the latter) is an asset for standardization of tanks manufacturing,
diminishing the global cost.

As methane is less energetic than hydrogen, the temperatures reached in the combustion cham-
ber are lower, typically about 3500K. In consequence, the wall heat flux are less intense, lowering
therefore the margins for design of the cooling system. This leads also to a higher potential
for reusability. Finally methane is less likely to transition to detonation because of its larger
molecular weight than hydrogen, a good thing for safety issues.

From an environmental point of view and to the knowledge of the author, the advantages and
drawbacks of choosing methane are not yet fully demonstrated. Today it is easier to produce
methane compared to hydrogen for example, and it requires less energy to store it for the rea-
sons mentioned above. However contrary to hydrogen its combustion produces CO and CO2.
Even if gases emitted from rocket launches contribute less than 0.1% to the effect on the strato-
spheric ozone impact®, this contribution may grow up as the number of launches per year will
increase.

Finally in a more long-term vision, projects are emerging which aim to create methane during
the missions in-situ, on the Moon or on Mars [Muscatello and Santiago-Maldonado, 2012].

All these aspects make the replacement of hydrogen by methane very interesting for the next
LRE generation. Some projects already exist (Fig. 1.5).

Figure 1.5: Some methane-fed rocket engines. From left to right: Prometheus (ESA/CNES),
Raptor (SpaceX), LNG (JAXA). Not at scale.

ESA/CNES/ArianeGroup is currently developing the Prometheus, a LOX/LCH4 with gas gen-
erator engine [Simontacchi et al., 2018]. In addition to the use of methane as fuel, its com-
petitiveness is expected from innovative additive-manufacturing. Being less powerful than the
current Vulcain 2.1 of Ariane 6, a higher number will be used and therefore produced, reduc-
ing the cost at the industrial scale. Prometheus will also equip Themis, the future European
demonstrator for reusable rockets.

“https://ozone.unep.org/sites/default/files /2019-05/SAP-2018- Assessment-report.pdf
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Other international examples of methane-fed engines are built by SpaceX developing the Rap-
tor engine, which already flew on their super-heavy StarShip rocket, and the JAXA which has
been developing for several years their own Liquid Natural Gas (LNG) engine family.

1.4 Tools to study and develop a LRE

As previously explained, European governmental agencies and industry must innovate to keep
their space access independence and stay competitive on the market. The LRE manufacturers
(ArianeGroup in Europe) need to have a detailed comprehension of the physical phenomena at
play in order to design their product. To do so, they rely on both experiments and numerical
simulations.

1.4.1 Experimental facilities

Most of the physical aspect happening in a LRE have been and are still studied thanks to exper-
imental test benches, which are found worldwide. There are actually only a few because of the
complexity and the costs they induce. Indeed the conditions are so extreme in the context of
rocket engines that the test rigs for the full-size engines do not always reach them exactly. The
power generated by such engines is so huge that a precise instrumentation is very difficult to set
up. Thus, more compact test benches ("sub-scale' or 'lab-scale") exist for easier experimental
studies (and also for sake of security!).

In France, ONERA Palaiseau owns the Mascotte test bench which is equipped with multiple
measurement techniques [Habiballah et al., 2006], used intensively to study wall heat fluxes
[Pichillou et al., 2017, Grenard et al., 2019], sub- trans- and supercritical flames [Singla et al.,
2005, Candel et al., 2006] and recently soot emissions [Vingert et al., 2019]. In Europe, Ger-
many is also capable of such experiments at the DLR site of Lampoldshausen [Preuss et al.,
2008, Preclik et al., 2005, Oschwald et al., 2006]. The Technical University of Munich uses
different versions of test benches from 20 to 60 bar [Silvestri et al., 2014, Silvestri et al.,
2016, Von Sethe et al., 2019, Perakis et al., 2017]. Ttaly conducts also its own experiments
[Battista et al., 2015].

A lot has been learnt thanks to experiments, historically by NASA [NASA, 2004] and followed
now by more actors, about many topics such as ignition, supercritical flows, wall heat transfers,
nozzle flows... But a numerical simulation of a rocket engine allows to place a probe at any
location in the discretized domain, giving access to information that is today impossible to ob-
tain for experiment. However numerical codes are still young compared to the long experience
acquired with test benches, and therefore still need validation by comparison with experiments.
This is why experimental and numerical worlds are right now inseparable, as pointed out in
[Slotnick et al., 2014].

1.4.2 Numerical modelling approaches

There are many ways to perform a numerical simulation. At its simplest, 0D simulations can
be performed in order to get no more than budgets and performances of an engine. For more
insights of each physical phenomenon, Computational Fluid Dynamics (CFD) is needed.
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CFD is becoming a major tool in many indsutrial sectors to assist the design of new products.
It consists of discretizing a given geometry, to solve a set of equations: in the case of CFD, the
Navier-Stokes equations. A major issue when one wants to solve the Navier-Stokes equations is
turbulence, because it is an unsteady, 3D, random phenomenon occurring at multiple scales. In
a LRE the highly turbulent flow (Reynolds number of the order of 10* — 107) makes the com-
putation cost of a fully resolved simulation prohibitive. Thus several alternatives to compute
a turbulent flow problem have been developed by the CFD community, which are grouped in
three main categories (sum up by Fig. 1.6):

 Direct Numerical Simulation (DNS)
Performing a DNS means that no model is used to compute the turbulence motions: they
are all resolved from the integral length scale [; to the Kolmogorov scale n. Since n; can
be very small, DNS requires a very high level of discretization. Therefore this kind of
simulation is today only possible for simple academic cases, only when huge computational
resources are available.

« Large Eddy Simulation (LES)
LES is the "intermediate level" of CFD, because the smallest turbulent motions (lower
than the discretization size ka) are modelled thanks to sub-grid scale models, while the
largest structures are computed. LES allows unsteady flow computations. It is today quite
well-spreaded in the research world and becomes more and more accessible to industry.

« Reynolds Averaged Navier-Stokes (RANS)
RANS simulations are the fastest CFD methods because here all the turbulent structures
are modelled. RANS may give good tendencies but because of its formulation (the whole
equation system is averaged) it is limited in the information it gives about the flow. Even
though Unsteady-RANS allows unsteady computations, it does not reach the level of
accuracy of LES.

Computed in DNS Better precision

Computed in LES Modelled in
! LES

Modelled in RANS

Lower cost

Large eddies Dissipative
small eddies
o

Inertial range

@) !

. ka Tk k[m]

Figure 1.6: Turbulence modelling strategies (from [Potier, 2018]): depending on the chosen
framework, turbulent motions are either fully computed (DNS), either fully modelled (RANS),
or a mix (LES).
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1.5 Scientific and technical challenges of LRESs

Key aspects for the development of the next methane-fed LRE generations are reviewed in this
section, focusing on critical design questions for the combustion chamber. A few modelling
aspects are also mentioned but will benefit of more in-depth analysis further in the manuscript.

1.5.1 Ignition

The perfect control of ignition (and re-ignition when in space) phases are important because
a failure can lead to malfunctioning or worse, the complete destruction of the engine. If too
late, too much propellants are accumulated in the combustion chamber and the ignition can be
too brutal. If too early, it possibly disrupts the burning process, leading to a thrust loss and a
bad trajectory towards the target satellite orbit for example. In addition, much care must be
put in the determination of the right amount of energy to be brought to ignite the chamber as
it is prompt to trigger acoustic instabilities. Ignition can be obtained by various means, like
a torch, electric spark, laser or additives into the propellants that allow them to auto-ignite
[Yang et al., 2004]. Understanding the ignition process and how to model it numerically is still
a challenge ([Lacaze, 2009, Dauptain, 2006]).

1.5.2 Injector design

The injectors are mainly responsible of the propellant mixing, so that they influence strongly
the combustion performances. The most common injector types are shown Fig. 1.7.

Like-on-Like Unlike Triplet Pa
Doublet \ 4 el

Showerhead Shear Swirl Double Swirl
Co-Axial Co-Axial Co-Axial

Figure 1.7: Common injector designs for LRE (from [Yang et al., 2004]).
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In most of the applications, the shear coaxial injector is used: LOx is injected at the center
and the fuel is injected around it, forming a shear layer between the two fluids.

It has been found that recess, which is the offset of the internal injector compared to the external
one, is a major geometrical parameter having an important impact on the flame expansion in
the chamber [Silvestri et al., 2017] (which could impact the wall heat flux).

1.5.3 Thermodynamics and two-phase flow

LREs are characterized by thermodynamic changes, and the conditions can cross the critical
point. Figure 1.8 sums up the different states of a pure component in the (P-T) phase diagram.
The propellants are usually injected sub- or transcritical, and as the pressure and temperature
in the chamber increase, the supercritical state is reached in the flame and the burnt gases. Both
propellants are not necessary in the same thermodynamic state at injection (like LOx/GCH4),
with direct consequences on the flow dynamics. These different regimes are here characterized
briefly.
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Figure 1.8: Phase diagram for O2 (from [Hickey and Thme, 2013]).

e Subcritical

In the subcritical regime, the liquid and gaseous phases are fully separated by a thin
interface. The driving phenomena are atomization and evaporation, which control the
flame length. At first long liquid ligaments appear along the liquid jet during the primary
atomization, which then split into small droplets during the secondary atomization phase.
This process depends on the ratio between the shear forces to the surface tension at
the interface (characterized by the Weber number). Finally these droplets evaporate, a
process accelerated by the hot surrounding environment when combustion has started.
This atomization process is sketched in Fig. 1.9.

Numerically, several techniques are available to describe a subcritical flow. In the non-
dispersed phase, the gas-liquid interface and associated phenomena may be represented
with accurate front-tracking approaches such as level-set [Desjardins et al., 2008] or Vol-
ume of Fluid [Hirt and Nichols, 1981], which are however CPU cost - prohibitive. Less
demanding, but more approximate methods are multi-fluid techniques, either in the dif-
fuse interface formulation [Pelletier, 2019, Jofre and Urzay, 2021], or second gradient
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Separated phases Mixed zone Dispersed phase

Figure 1.9: Schematic representation of the two-phase flow at the exit of a coaxial cryogenic
injector for LRE in subcritical conditions (from [Le Touze et al., 2020]).

formulation [Jamet, 1995, Nayigizente et al., 2021].

The dispersed phase (non dense sprays) may be computed either with a statistical Eu-
lerian approach or a Lagrangian approach tracking particle trajectories. The coupling
of two models, one for the dense liquid phase and one for the spray, is still a challenge.
An Eulerian-Eulerian coupling was made in [Le Touze et al., 2020], using a prescribed
droplet-size distribution for the spray.

o Transcritical and Supercritical
When pressure overcomes its critical value, the transcritical state is reached; supercritical
state only happens if the temperature is above its critical value as well.
Due to the high pressure, the repulsive atomic forces become important enough to over-
come surface tension, leading to a single-phase fluid with both the properties of the
gas and the liquid, e.g. high diffusivity and high density [Hickey and Thme, 2013]. There
is no atomization phenomenon, because there is no longer a clear liquid/gaseous interface.

x# p . uJ‘!'

subcritical pressure near—critical pressure supercritical pressure

chamber pressure increase

Figure 1.10: Cold nitrogen (105K, black area) injected into a 300K nitrogen environment
from sub- to supercritical pressure (from [Jofre and Urzay, 2021]). The liquid-gas interface
progressively disappears as the pressure grows up.
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In terms of experiment, trans- and supercritical flow visualizations are quite rare since
they require high pressure test rigs and elaborated instrumentation. As an example, Fig.
1.10 gives an idea of how the pressure increase impacts the flow behaviour, in the case of
a single component fluid.

Sub-, trans- or supercritical simulations can not anymore be described with the ideal equation
of state, replaced with a cubic equation of states able to represent the higher density changes
between the phases. Note a particularly difficult numerical issue raised by the critical point,
where extremely high density changes occur and the heat capacity goes to infinity.

1.5.4 Thermoacoustic instabilities

Thermoacoustic instabilities are a complex phenomenon coming from the coupling of heat
release from the flame and acoustics in the chamber. This coupling can amplify, leading to
extremely high heat release rates which could lead to the engine destruction. As it is an
unsteady phenomenon, LES is particularly suited to capture it with high fidelity, as for example
in [Urbano et al., 2016, Kraus et al., 2018|.

One of the most famous example about combustion instabilities in LRE is the F-1 engine
that equipped the Saturn V rockets for the Apollo missions, which caused several catastrophic
failures during its development in the late 1950s.

1.5.5 Turbulent combustion

Flames in LRE are characterized by their quasi-pure diffusion regime (propellants get into in
the combustion chamber separated), on contrary to many other combustion devices.

In terms of simulation, flames are very thin (due to high pressure and high strain rate), so that
it is generally not possible to fully resolve them on a LES mesh, therefore combustion models
are needed to represent the sub-grid turbulence/chemistry interaction. For premixed flames
in LES, the Thickened Flame model (TFLES) [Colin et al., 2000] has allowed to successfully
predict a wide range of applications [Strakey and Eggenspieler, 2010, Kitano, T. and Kaneko,
K. and Kurose, R. and Komori, S., 2016, Proch et al., 2017]. However this model is not directly
applicable to diffusion flames which have different properties. Also, as TFLES only applies at
the flame location [Legier et al., 2000], and its application to diffusion flames raises the question
of which flame sensor to use [Rochette et al., 2020].

1.5.6 Chemistry

The sole change of propellant from hydrogen to methane raises a lot a questions. First, in-
troducing the carbon atom in the system changes drastically the burnt gases, which are then
mainly composed of H20, CO, CO2, in different proportions depending on the stoichiometric
ratio. The presence of C atom also brings the question of soot production in the chamber,
which could impact the radiative heat transfer.

As LREs work at high pressure, chemical kinetics must be studied in the same condition. It
is however difficult to obtain experimentally high pressure flames to study their kinetics. For
methane oxy-combustion at high pressure, today no experiment studying the kinetics exist in
realistic LRE conditions. Such work is in preparation at ICARE laboratory [Halter et al.,
2020b].

As explained before, hydrogen is more energetic than methane and thus burns faster. So far,
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most chemical models for hydrogen oxy-combustion were rather simple, even considering in-
finitely fast kinetics, allowing significant simplification in CFD codes as it avoids to describe
the chemical system. For methane however, the consumption speed is slower so that such
approximation must be checked, and other model proposed.

1.5.7 Wall heat flux prediction and cooling

Last and not least, a critical aspect for the design of rocket engines remains the wall heat
flux prediction. Indeed a precise idea of the thermal load on the structure is necessary in
order to size the wall thickness and the cooling system. Cooling is essential as the burnt gases
temperature exceeds the melting point of most typical steels and other alloys used in LRE.
On test rigs, wall heat flux is reconstructed from thermocouple measurements and serves often as
reference or boundary condition for numerical simulations. In simulations, predicting accurate
wall fluxes means to correctly compute the boundary layer. In RANS simulation, it is possible
to refine the near-wall mesh to resolve the boundary layer. However in LES, resolving the
boundary layer rapidly increases the cost above acceptable levels and wall-models are commonly
used. Still, the question of coupling the wall-model with the external unsteady turbulent flow
remains an open problem.

1.6 Organization of the manuscript

In this thesis, a few aspects of LRE combustion chamber numerical development are explored,
related to combustion, chemistry and wall fluxes prediction. Each aspect is the subject of a more
complete bibliographic analysis in its respective chapter. All topics are numerically studied with
the LES code AVBP developed by CERFACS [Schonfeld and Rudgyard, 1999, Gourdain et al.,
2009, Gicquel et al., 2011] and with the software CANTERA [Goodwin et al., 2017], an open
source 0D and 1D chemistry solver.

In the next part, the governing equations considered in this work are presented for both gaseous
(Chapter 2) and liquid (Chapter 3) phases, as well as some numerical aspects. The third part
contains the developments brought to the code and is divided into two chapters: Chapter
4 is about combustion, including chemistry modelling and diffusion flame study; Chapter 5
describes wall modelling, on one hand linked to the choice of sub-grid scale model, on the other
hand linked to the influence of a reactive multi-species mixture in the boundary layer. The
fourth part contains the applications, that are all lab-scale test benches: Chapter 6 introduces
the CONFORTH configuration from ONERA in supercritical conditions and Chapter 7 the
single-injector from TUM in subcritical conditions. Finally a general conclusion on this work
is proposed.
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Part 11

Governing Equations
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Chapter 2

Gaseous phase

This chapter introduces the main equations used for reactive compressible flows. Their deriva-
tion is not detailed here and the reader is referred to textbooks [Poinsot and Veynante, 2012
for more details. In all the following, the Einstein index notation is used.

2.1 Thermodynamics

Reactive flows are composed of several species, which are taken into account in the thermody-
namic state of the mixture. In a closed volume V', the following properties are defined:

Density p

Molar mass W

Constant pressure and volume heat capacities C,, and C,
Enthalpy h and entropy s

Internal energy e

In a mixture composed of N species denoted by their index k, the properties of the pure species

are:

Molar mass: W;

Mass fraction: Yj, = my/m where m is the total mass of the mixture and my; the mass of
the species k.

Molar fraction: X = Y, W/W
Molar concentration: [X] = p X /W

Density: pr. = pYi

The links between the species constituting the mixture and the whole mixture are here intro-
duced. The mixture molecular weight is:

Lo Y %XW (2.1)
ey i Of = kW .
W Wi k=1
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and its heat capacities are respectively:

k=1

Still for a pure species k, enthalpy and internal energy take the following forms (as mass
quantities):

hie = hey + ARG, (2.3)

er = € + ARG, (2.4)

with respectively hs ) = fTO prd1 and eg ) = f%; CyxdT — RT, /Wy, the sensible enthalpy and
the sensible energy, while Aho’k is the standard enthalpy of formation of species k at the stan-
dard temperature Tj (usually 0 or 298.15K).

For the mixture, the enthalpy and internal energy are simply:

N N
k=1 k=1

Note that e denotes here the internal energy. It is also useful to recall the total energy E, which
is the sum of all energies. In the following, only the internal and kinetic energy are accounted,
so that:

E=ec+epn=c+0.5u? (2.6)

where u; stands for the i*"-component of the flow velocity. The chemical energy is expressed
through the chemical source terms introduced in Section 2.2.

2.1.1 Perfect gases

The perfect gas assumption is very common as it holds for most usual applications. The Perfect
Gas equation of states writes for species k:

Pk = Pk (2.7)

Wk
where R = 8.314 Jmol '.K~! is the perfect gas universal constant and 7 is the mixture
temperature.

For perfect gases the total mixture pressure P is simply the sum of the partial pressures py:

— = — T =p—T = prT 2.8
kzzjlp ;pka py L = o (2.8)
where
R Ny,
w Z kR ZYH’k (2.9)
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This equation of state is correct as long as the compressibility factor Z is close to one (typically
0.95<Z<1.05):

P

T
Otherwise it means that due to high density, the interaction between molecules is not anymore
negligible, thus the perfect gas assumption does not hold anymore and a more complex equation

of state must be used, like cubic laws. This is particularly the case in rocket engines where
propellants are often injected at high pressure, cryogenic conditions.

Z (2.10)

2.1.2 Real gases

When the perfect gas assumption is not verified, one talk then about "real gas" (abbreviated
as "RG"), introduced below.

The critical point

In Chapter 1 were introduced the three thermodynamic regimes for rocket engine combustion:
sub- trans- and supercritical states. Figure 1.8 shows that these states are separated by the
critical point, defined for a pure species with its critical temperature 7T, and pressure P,.. Table
2.1 presents values for some common species used in this work.

Species T.[K] P.[bar]
CH4  190.564 45.992
02 154.581  50.43
CO 133.0  34.987
CO2  304.128 73.773
H20  647.096 220.64

Table 2.1: Values of critical temperature and pressure of main species considered in this work.

Reduced temperature and pressure are then defined as:

T P
Tr:i and P»,.:FC (211)

The Soave-Redlich-Kwong equation

Two cubic equations may be used: the Peng-Robinson (PR) equation [Peng and Robinson, 1976]
and the Soave-Redlich-Kwong (SRK) [Soave, 1972] equation. Only the second is presented here
as it is known to be more accurate for cryogenic flows and was therefore used in this work
[Ghanbari et al., 2017]. The SRK equation in mass units writes:

T 1—pb, 1+ pbn

where a,,(T) and b, are mass coefficients associated to the mixture which are computed fol-
lowing the mixture law of Van Der Walls [Kwak and Mansoori, 1986]: a,,(T") represents the

(2.12)

33



molecular attractive force while b, is the repulsive force. Denoting with ¢ and j two different
species:

N

am(T) = ; ; ai; (T)Y:Y; (2.13)
by = fj b, (2.14)

7

with

ai(T) = v ai(T)az;(T) (1 = kij) (2.15)

where k;; is the binary interaction coefficient. The quantities a;;(7") and b; are the coefficients
for a pure species. For SRK, they are written as:

ai(T) = O, U(T)? (2.16)
iTc-
bi = 0.08664— =< (2.17)
with
R

R 2.18
= 219

T2
o, = 0427470 Te) (2.19)

T
U(T)=1+¢ (1 - T) (2.20)
¢; = 0.48508 + 1.5517w; — 0.15613w2 (2.21)

where w; is the acentric factor [Pitzer, 1955].

Calculation of the density

The density is obtained from the cubic equation of state, which induces to solve a third-order
polynomial:

p° 4 (az) p* + (ay) p+ (ag) = 0 (2.22)
where for the SRK equation:
P

= 2.23
o b ( )

rT
— 2.24
@ . (2.24)

(2.25)



The resolution of the above equation is made with the Cardano method'. Then, the enthalpy
and heat capacities are also computed from the SRK equation.

2.2 Chemistry

The main principles of finite-rate chemistry, mostly used in this work, are presented.

2.2.1 Chemical kinetics

Consider a chemical system of N; species associated with M reactions:
NS / NS 1"
k=1 k=1

. . ’ " . . . . .
where Sy is the symbol for species k, v;; and v; are the stoichiometric coefficients of species k
in reaction j.

The forward rate constant, associated to reaction j, is computed using the Arrhenius law:

. E;
Kl = AfTBJexp(—R—JT) (2.27)

with A}c the pre-exponential factor, 3; the temperature power and £ the activation energy.

For reversible reactions, the equilibrium constant for a typical 2nd order reaction A+B = C'+D
writes:

K/
K; = ?]T with K; = [[ﬂ% at equilibrium (2.28)

j
The forward and reverse rate constants are used to calculate the progress rates for each reaction:

Ns ’ Ns 7
Q; = K L1 — K5 [T (X" (2.29)
k=1 k=1
The reaction rates 7; are used to compute the production rates wy, for each species k:
M M
wp =1y = Wi ) vQ; (2.30)
j=1 j=1
Thus, mass conservation enforces that:
Ns
d wp=0 (2.31)
k=1

Knowing that vy; = V,Zj — u,;j, it is also possible to get the production rate for specie k in the
reaction j:

Wi = QWi (2.32)

thttps://brilliant.org/wiki/cardano-method/
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These production rates are necessary to then compute the heat release rate wr (or energy source
term):

Ns
wr = — Y AhG (2.33)
k=1

2.2.2 Chemical time scale

To understand the role of chemistry in CFD, it is important to introduce the chemical char-
acteristic time scale 7.. This scale can be determined by several ways [Wartha et al., 2020],
and one of the most common, used in this work, is to use the inverse Jacobian analysis method
[Caudal et al., 2013].

The Jacobian matrix J is composed of the source term derivatives and writes for species k£ and
l:

0
Jz%yf fork=1,..,Nandl=1,...N (2.34)

with € = wi/p and Y] is the mass fraction of species . J is homogeneous to the inverse of a
time, and to simplify, the characteristic time scales are often considered as the inverse of the
diagonal terms A of J:

1
Ak
Another chemical time is used in practice in simulations, dt. j, to prevent negative mass fraction

values and ensure stability. In AVBP this time expresses the maximum time step corresponding
to the maximum allowed species mass fraction change.

(2.35)

Te,k

Y,
dt ey = il (2.36)
W
The final chemical integration time is simply the minimum of dt.; over all species:
Y,
dt. = min <M> (2.37)
Wk

2.3 Navier-Stokes equations

For fully compressible, reactive flows the conservation equations for mass, momentum, energy
and species are:

ap | 0

o o | om | om (2:39)
opE  OpwE  Ou;jPoy;  Ogq  Oujmyy | .
ot ox; or; O + ox; tur (240)
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OpYy, n OpuiYe — OJy,

where u; stands for the i""-component of the velocity, 7;; is the viscous stress tensor, £ the
total energy, ¢; the i"*-component of the heat flux (by conduction and species diffusion), Wy the
energy source term, Ji ; the i""-component of the diffusive flux of species k, and @y, the chemical
source term of species k. d;; is the Kronecker symbol, equal to 1 if i = j and 0 otherwise. All
these terms are detailed below, except wr and wy which were already introduced in Section 2.2.

+wp fork=1N (2.41)

2.3.1 Diffusion fluxes

Viscous stress tensor

The viscous stress tensor is written as:

1
Tij = 2[1, <SZ] - 35@‘355) (242)
with g the dynamic viscosity and S;; the deformation tensor:
1 aU,]’ 0u1
o 2.4

Species diffusion flux

For multi-species flows, the diffusive flux of species k in the mixture is often calculated using the
Hirschfelder and Curtiss approximation [Hirschfelder et al., 1969], considering only diffusion of
a species in the mixture without detailing species-to-species binary diffusion:

Wy, 0X, VC)

(2.44)

k, PYE Vi, P( kW8

where Dy, is the diffusion coefficient of species k in the mixture, and V;; is the i"*-component
of the diffusion velocity of species k, to which a correction velocity V¢ is added to ensure mass
conservation as:

W, 0X,

(2.45)

N
Ve=> Dy

k=1

Heat diffusion flux

The energy flux ¢; is the sum of the Fourier flux (heat diffusion) and the enthalpy flux via
species diffusion, taking into account with the velocity correction:

or X a
8%+Z&mk

q; = —

p, Wi
"W oz,

—nwy% (2.46)
k=1
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2.3.2 Transport properties
Viscosity

The dynamic viscosity u = pr, may be expressed with different laws which are presented here.

The power law writes:

b
>)
pw=c (2.47)
<Tref
where ¢; and b are constants.
The Sutherland law writes: 5o
T Tref + Co

= 2.48
H=c1 ( Tref) T+ ( )

where ¢; and ¢y are constants determined to best fit the real viscosity of the mixture.

Molecular diffusion

The diffusion coefficient of species k in the mixture is written as:

1-Y,
Dp= =k (2.49)
ik Xi/ Diji

with Dj;, the binary diffusion coefficient of species j in species k.

The binary coefficients Dj; are complex functions implying collision integrals. The above
formulation is used in detailed chemistry 0D-1D flame codes such as CANTERA but is too
complex for CFD. In AVBP, a simplification is made taking the form of constant Schmidt
numbers for each species Sci. This way, the diffusion coefficients are computed as:

_ MK
pScy,

Dy, (2.50)

Note that the Soret effect (molecular species diffusion due to temperature gradient) is neglected
here, following the conclusions of [Giovangigli, 1999, Ern and Giovangigli, 1994].

Conduction

The heat conduction A of the mixture is computed thanks to:

C
A= % (2.51)

where Pr is the constant Prandtl number of the mixture, supposed constant for a given mixture
in this work.

The Dufour effect (heat flux due to species mass fraction gradients) is as well neglected here
([Giovangigli, 1999, Ern and Giovangigli, 1994]).
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Comment: for real gas, the Chung method [Chung et al., 1988] allows to compute more precisely
the viscosity and the thermal conductivity at high pressure, as it takes into account RG properties
of the species. It is however not employed in this work, as for several intermediate species the
RG properties are uncertain and could alter the accuracy of the mizture properties.

2.4 Large Eddy Simulation (LES)

2.4.1 The LES concept

The main LES concepts are here described in order to understand the derivation of the filtered
Navier-Stokes equations that are resolved in this work. The literature is vast on this topic and
the reader is advised to refer to textbooks [Sagaut, 2006] for more details.

A key quantity in industrial flows is the Reynolds number, which is the ratio of inertial forces
over viscous forces, and is written as:

_ pul

1
where u and L are the characteristic velocity and length of the flow. When Re is large enough
(typically above 2500 for channel flows), the flow is considered as turbulent: viscous forces
are low compared the inertial forces, and vortical structures appear. These structures are of
various sizes, from the integral length scale [; (largest eddies) to the smallest dissipative Kol-
mogorov scale 7. Turbulence is described by the famous energy cascade theory theoretized by
Kolmogorov [Kolmogorov, 1941].

Re (2.52)

As already introduced in Section 1.4.2, in LES the smallest eddies are filtered out and modelled.
Therefore, a LES code solves filtered equations, in which the modelled part is represented thanks
to subgrid-scale model terms. Using the notation f for filtered quantities, f being any flow
quantity, the following definition is used:

T(x) = / F(a')Fa(z — 2')da’ (2.53)
where Fp is the LES filter (which can be a cut-off, box filter, etc...) of size A.

The unresolved subgrid scales f’ therefore read as:

For variable density flows, a mass-weighted Favre filtering is used:
pI(@) = [ pf(a')Pale - o/)ds! = pF (2.55)
so that:
f= pf (2.56)
D

Note that one shall distinguish between two types of LES: the "explicit" LES, where the filter
is explicitly built and applied to the conservation equations which are then solved numerically,
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and the "implicit" LES, where the conservation equations are implicitly filtered by the grid,
acting as a low-pass filter. The large majority of LES codes, including AVBP, use implicit
filtering, while explicit filtering is used for dynamic models and allows to better control the
numerical error, but is more expensive [Sagaut, 2006, Lund, 2003].

2.4.2 VFiltered conservation equations

The Favre filter is now applied to the conservation equations, which gives:

9 Opa,

ot " om U 20
Pt ) -
O ey

This set of equations is the one actually solved in AVBP. The filtered and subgrid-scale fluxes
must now be detailed.

2.4.3 Filtered diffusion fluxes
The filter applied to the different fluxes leads to the following expressions.

Filtered viscous stress tensor

is approximated by:

Tij = < 5@]Su> (2.61)
(

5zgSll) (262)
with: a
g 1 1
Sp= = 2.63
and B
i = (T (2.64)
Filtered species diffusion flux
- Wy 0Xy,
Jpi=—p | Dpy— - Y, Ve 2.65
E, P( k W o, k ) ( )
is approximated by: .
- = WXy -~
Jri =~ —p | Dp— - YV 2.66
k, P < k W o EV; ) ( )
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with:

- No_ W,0X
Vo= D2k (2.67)
= W Oz,
and _
Dy~ -t (2.68)
pScy
Filtered heat diffusion flux
or Y
8% b—1
is approximated by: B
f~X8T—§:j-iL (2.70)
qi = afL’Z ~ k,illk .
with: .
1 HC(T)
~ 2.71
A Pr (2.71)

2.4.4 Subgrid-scale fluxes

Applying filtering to non-linear terms leads to unclosed terms which are linked to subgrid-scale
phenomena. To describe the interaction between the non-resolved and resolved quantities,
subgrid-scale (SGS) models are used and detailed below.

SGS viscous stress tensor

T = —p(uu; — W;ly) (2.72)
is modelled following the Boussinesq assumption, which says that the subgrid turbulent stresses
can be modelled thanks to a subgrid-scale turbulent viscosity 14:

~ 1 ~
7595 — Qﬁl/t (S” + 35@'5[[) (273)

gy

vy can be computed by various subgrid-scale models: this is explained in Section 2.4.5.

SGS species diffusion flux
T = —p (wYy — w:Yr) (2.74)
is modelled by:

7595 — [ W, 8X - /7€
i = (Dzwk o~ TVl ’t> (2.75)
which introduces the turbulent diffusion velocity:
N -
~ _ W 0Xy
Vot = Z Di—=- (2.76)



and the turbulent diffusivity:

~
D}, =
" pSd,

(2.77)

where S¢}, is the turbulent Schmidt number of species k. It is usually assumed that all species
Schmidt numbers are equal: Sci, = S¢;. In AVBP, the standard value is S¢; = 0.7.

SGS heat diffusion flux

¢ = —p(wE — WE) (2.78)
is modelled following the same idea, introducing a turbulent thermal conductivity:
or X - -
" == Mm— = > Jrilu (2.79)
(9aci 1
with: L
i Cy(T)
A\ = # (2.80)

where Pr' is the turbulent Prandtl number, also supposed constant. In AVBP, its standard
value is 0.7.

2.4.5 Turbulent viscosity models

The previous equations introduced the dynamic turbulent viscosity u; = pr;. Various sub-grid
scale models can be used to compute it. Three of them, widely used in the community and
implemented in AVBP, are presented below: the Smagorinsky, WALE and Sigma models. Most
of the time, the role of v, is only to dissipate energy, therefore a majority of subgrid-scale models
make the hypothesis that there is no backscatter phenomenon (i.e., an energy transfer from
the smallest to the largest scales) [Piomelii et al., 1991].

Smagorinsky model [Smagorinsky, 1963]

Vy = (CsA)Q\/ 25'1]51” (281)

where A denotes the filter characteristic length (cube-root of the node volume in implicit grid
filtering) and Cy is a constant of the model with 0.1 < Cs < 0.18.

This model was one of the first to be developed and therefore has been widely used in the LES
community. It was however originally designed for homogeneous isotropic turbulent flows, and
is therefore not well adapted for wall-bounded flows (where turbulence is anisotropic). It is
known to be overall too dissipative, a major problem for turbulent flows.

An extension of the model exists where C's is not anymore a constant but is calculated in the
simulation using the dynamic Smagorinsky model.

WALE model [Nicoud and Ducros, 1999]

3/2
d .d

(5u80) " + (stst) "

v, = (CpA)’ (2.82)
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with

1/ _ 1_
5=3 (3 +3%) - 390 (2.83)

where C,, = 0.4929 is a model constant and g;; is the resolved velocity gradient. The model
was developed to recover a correct scaling law in near wall regions for wall bounded flows.

Sigma model [Nicoud et al., 2011]

v = (C,A)2 7= "22("2 —03) (2.84)
01
where C, = 1.5 and 01 > 09 > 03 > 0 are the singular values of the resolved velocity gradient
tensor.
This model, similar to the WALE model, recovers the proper y*> damping scaling of eddy
viscosity at walls. It has been developed for resolved boundary layers and is therefore very well
adapted for wall-resolved LES (y* < 5), and less efficient in wall-modeled LES.

2.5 Combustion

Two main combustion modes exist:
e in premixed flames, the fuel and oxidizer are mixed before ignition.

o in diffusion flames, the fuel and oxidizer are injected separately, and burn along the
stoichiometric line that establishes between the two streams.

In liquid rocket engines, flames burn mostly in the diffusion (or "non-premixed") regime, as a
consequence of the high reactivity of fuels with oxygen. This indeed avoids premixing which
could also lead to safety issues. Indeed even if premixed flames are usually more powerful
than diffusion flames, their drawback is that in case of malfunctioning, the flame could be
subjected to flashback, propagating back into the injectors and igniting the whole tank leading
to spectacular explosions. Therefore only diffusion flames are described here, as they are at the
heart of this work.

Note that only flame structure aspects are described here, the chemical features are treated in
Chapter 4.

2.5.1 Laminar diffusion flames

Even if the vast majority of industrial applications, including rocket engines, work by burning
in turbulent regime, it is useful to introduce the main properties of laminar diffusion flames
which are helpful to understand, analyse and even model the turbulent flames.

As their name indicates, diffusion flames are mainly piloted by diffusion effects provided that
chemistry is fast enough. Fuel and oxidizer (denoted afterwards by indices "f" and "o") diffuse
towards each other and, after ignition, are separated by the reaction zone, situated along the
stoichiometric line where the combustion products appear. The diffusion flame structure is sum
up on Fig. 2.1.
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Figure 2.1: Schematic description of a laminar diffusion flame structure (from [Esclapez, 2015]).

Diffusion enhances the mixing process, leading to higher heat release rate. The mixing level is
quantified by the scalar dissipation rate, expressed as the inverse of a time:

X =2D(VZ)? (2.85)

where D is the mixture diffusion coefficient (under the unity Lewis number assumption) and
Z is the mixture fraction. The definition of Bilger is used in this work [Bilger, 1989], as it is
defined considering the atom mass fractions and not the species: it is therefore well adapted
for complex chemistry, used in this work. Bilger defines:

AT
B=2 7> Newy : (2.86)
k

e=1 k=1

where N, is the number of elements e in species k and NN, is the number of element in the
chemical system. 7, represents the weights, with v = 2/W,, vy = 1/(2Wy) and yo = —1/Wp,
as defined by Bilger. 3 is then normalized:

_ ﬁ - Bo

Bf - Bo
Thus, Z = 1 for pure fuel, Z7 = 0 for pure oxidizer, and in-between lies the stoichiometric
mixture fraction Zg, its value depending on the reactants. For example for methane oxy-
combustion, studied in this work, Zy = 0.2 (still under the unity Lewis assumption, which is
used in Bilger’s definition).

Z (2.87)

In strained diffusion flames, the scalar dissipation rate is related to the strain rate a with the
relation [Poinsot and Veynante, 2012]:

Y = %(—Q[erf_l(l —22)]%) (2.88)
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where a is defined here as the local velocity gradient along the flame and er f the error function.
Thanks to these definitions, some length scales are here useful to introduce:

o The diffusion layer thickness (J4) corresponds to the whole zone between pure fuel and
pure oxidizer

o The thermal flame thickness (&;;,) corresponds to the zone where the temperature gradient
changes rapidly

o The reaction zone thickness (4,) is defined where reactions occur and is located around
the line Z,;. It is usually much smaller than d;,

Due to their boundary conditions, diffusion flames always burn at stoichiometry. Note that
complex chemistry and transport properties may stabilize the flame slightly aside the stoichio-
metric location. However it is useful to define a global equivalence ratio inside a burner ¢,
computed as [Poinsot and Veynante, 2012]:

by = Y3 /Y, (2.80)

where Yy and Y, are the fuel and oxidizer mixture fractions in the injections streams and s is
the stoichiometric mixture ratio (s = 4 for methane oxy-combustion).

The flamelet formalism

Visualizing diffusion flames in the mixture fraction space is quite common and is widely used in
the following work. Indeed a change of variables from the physical space x to the mixture frac-
tion Z space leads to a simplified 1D formulation of the mass and energy equations, describing
the flame in a framework decoupled from the transport phenomena induced by the flow, itself
represented by the mixture fraction equation [Poinsot and Veynante, 2012]. This derivation
requires some assumptions that are recalled here:

o Constant thermodynamic pressure and small Mach number.

o All the diffusion coefficients D;, of chemical species equal to Dy, i.e., unity Lewis number
for all species. The Fick’s law, without velocity correction, is used for diffusion velocities.

e Equal and constant heat capacities C,; = C, of chemical species. In particular C, is
independent of temperature.

Note that these assumptions are rarely verified in a real flame. However they allow to study
way more easily diffusion flames and to develop models for them.

After the variable change, the mass and energy equations in the mixture fraction space write
respectively:

8Yk . 0z 0z 82Yk . 1 82Yk
— D = = 2.
Por ~ Rt <8xi am) 92 kTG (2.90)
or . 1 0T
Par —wr + 3PX 52 (2.91)
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If combustion is fast enough, the flamelet unsteadiness in the Z-space may be neglected [Cuenot
and Poinsot, 1994] and the above equations reduce to:

, ) i . 0°T
W = —5 na wr = —5 —_—

TR O g2 T I o2 (2.92)
fing reaction ing reaction

The two expressions of Eq. 2.92 are largely used in the following work when using CANTERA
and ARCANE in order to derive new reduced chemical schemes. Indeed even if the few assump-
tions are not true in a real context (and furthermore, in AVBP), they are considered acceptable
when deriving the chemical scheme with diffusion flames (see Section 4.3.1 and C.). It is com-
putationally very efficient to use such framework compared to resolving the equations in the
physical space: solving a flame in the mixture fraction space requires less grid points than in
the physical space due to the very thin flames. As many flame computations are required by
the ARCANE process, typically a gain in computing time of a factor 5 to 100 is observed when
using flamelet equations.

2.5.2 Turbulent diffusion flames

When the flow is turbulent, vortices interact with the flame and possibly alter combustion
phenomena. The Damkohler number Da = 74 /7, which compares the flow and flame timescales,
allows to evaluate the turbulence-flame interaction (TCI) in diffusion flames. Using the flamelet
formulation, Da is expressed with 7p >~ 1/x:

1

XstTe
For large Damkohler numbers, chemistry is very fast compared to the flow, while for small
Damkohler numbers this is the contrary. This gives the possibility to classify the diffusion
combustion regimes, as presented in Fig. 2.2.

Da'' = (2.93)
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Figure 2.2: Diffusion flame regimes described as functions of the Damkohler number against the
turbulent Reynolds number (from [Esclapez, 2015], adapted from [Cuenot and Poinsot, 1994]).
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Depending on the flame Damkohler number Da’!, the various encountered regimes are:

o Very high Da/! numbers (7; >> 7.) mean that the burning is not influenced by the
flow. One talks then of the Laminar Flamelet Assumption ("LFA"), where all single flame
elements can be assimilated to a laminar diffusion flame (Da/! > Da*t™4).

« For moderate Da/! numbers, the flow and chemical time scales are sufficiently close to
allow direct interaction between turbulence and combustion, therefore unsteady effects
appear.

o Low Da’' numbers (7; << 7.) mean that turbulence is very intense with high strain rates.
Therefore the flame comes closer to extinction, occurring at Da/l = Da®*.

2.6 Numerics

The main aspects of the numerical framework of AVBP is described here. More details can be
found in [Gicquel and Poinsot, 2011] and [Lamarque, 2007].

AVBP is a massively-parallel LES code made for the simulation of compressible reacting flows
[Schonfeld and Rudgyard, 1999, Gicquel et al., 2011, Gourdain et al., 2009] developed by
CERFACS. It solves the compressible Navier-Stokes equations explicitly on unstructured and
hybrid grids. The code uses a Cell-Vertex Finite-Volume method (CVFV), meaning that the
conservation relations are applied at the cell centers, whereas the solution data are stored at
the grid nodes.

2.6.1 Numerical schemes

For explicit time integration, a 3rd order Runge-Kutta scheme is used. There is only one dif-
fusion scheme used in this work, the 2A Galerkin operator (see [Lamarque, 2007]).

The main convective schemes available in AVBP are here described:

o The Lax-Wendroff (LW) scheme [Lax and Wendroff, 1960]
It is a finite volume centered scheme using an explicit time integration with a single
Runge-Kutta step. Being 2nd-order in time and space, it has the advantage of a mod-
erate computational cost for satisfying accuracy. However, it is known to be overall too
dissipative and dispersive. On the other hand, it allows to avoid the use of too much
artificial viscosity (see below).

 Taylor Galerkin schemes (TTGC and TTG4A) schemes [Colin and Rudgyard, 2000]
These schemes are 3rd order finite element centered schemes, which benefit of low dis-
persion and dissipation properties. TTG4A has also the particularity to dissipate high
frequencies (generating wiggles, see below). They are therefore recommended in LES
to get a more accurate solution, however their cost is more than twice the one of LW.
Because of the long residence time and high computational cost of the 3D simulations in
this work, the TTG schemes family was not used.
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2.6.2 Artificial viscosity

Because the numerical schemes used in AVBP are spatially centered, they are prompt to create
"wiggles', i.e., point-to-point oscillations, in locations where strong gradients occur. To limit
this effect, artificial viscosity can be added to the discretized equations, but must be used with
caution to avoid altering too much the solution accuracy. Several models exist and two of them
used in this work are presented here.

The Colin-pu-species operator

This operator consists of two artificial viscosity terms: a 2nd order term that smoothes the
gradients (bringing therefore artificial dissipation), and a 4th order hyperviscosity term to limit
the wiggle amplitude. These terms are only applied where needed, and to do this, a sensor
based on both the momentum and the species gradients is used.

Localized Artificial Diffusivity (LAD)

For real gas simulations the LAD is preferred because it has a sensor based on the density
gradients, which can be very stiff in the cases presented in this thesis. The version used is the
one presented in [Schmitt, 2020], based on the strategy of [Mathew et al., 2003]. It is very effi-
cient to stabilize RG simulations, but can quickly results in over-diffusion if too much is applied.
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Chapter 3
Liquid phase

The following work includes a simulation where liquid oxygen is present (subcritical regime),
leading to two-phase flow ("TPF") simulations. In the subcritical regime, an interface is present
between the gaseous and the liquid phases. There are several numerical strategies to describe
this interface, like sharp-interface (Level-Set [Desjardins et al., 2008], Volume of Fluid [Hirt
and Nichols, 1981] for example) or diffuse interface methods for which a recent work and wide
review can be found in [Pelletier, 2019]. For the development of AVBP, many research efforts
are currently devoted to the diffuse interface methods. However at the time of this work, these
developments were not yet operational and their use for rocket engine simulations is left for
future work. As a consequence, liquid injection and atomization is here described with phe-
nomenological and empirical models, described in Section 7.2.2.

After atomization, a spray composed of very small droplets is formed. There are currently
two ways to describe such spray in AVBP: the Eulerian and the Lagrangian approaches. The
Eulerian approach considers a continuous description of the liquid statistical moments, while
the Lagrangian formulation tracks discrete particle trajectories. The advantage of the Eulerian
framework is that it leads to a very similar set of equations as for the gaseous phase, allowing to
use the same numerical approach and sparing both computational cost and numerical difficul-
ties. However its formulation complexity and associated computing cost increases drastically
as soon as the spray is no more considered locally mono-disperse, i.e., when the droplet size
follows a non-Dirac distribution inside a grid cell.

In this work, the Lagrangian approach has been chosen as polydispersity is a key point and
is easier and faster to handle with this formulation. Indeed the injection model, taken from
[Potier, 2018] and fully described in Section 7.2.2, introduces a size distribution which was
shown to have first order effects on the subsequent flame.

Therefore in this chapter, only the equations for the Lagrangian formalism are presented. In
the following indices g and [ indicate gaseous and liquid quantities, respectively.

3.1 Lagrangian formalism

In the Lagrangian formalism each particle represents one or several liquid droplets, subjected
to mechanical forces and thermodynamic laws. In AVBP, some assumptions are made:

« The particles are considered spherical of diameter d,, cannot be deformed, and are not
subject to breakup.
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e The only force applied by the gaseous flow on the droplets is drag. Gravity forces are
neglected.

e The liquid spray is diluted: the liquid volume fraction o; < 0.01. It means also that
interactions between particles are neglected (e.g. they do not collide).

e The temperature is uniform inside the droplets.

o The droplets are small compared to the mesh cells ("point source approximation").

Each particle p is described with a trajectory equation as formulated below, giving its position
Tpi, Mass m,, momentum pju,,; and temperature 7), at each instant ¢. Note that only single-
component droplets are considered here, but that more complex modelling can take into account
multi-component liquids (each particle being composed of several species).

d.ﬁﬂpﬂ'

dt = Up; (31)
d
%(mpup,i) = Fpi (3.2)
dm _
dtp =TI, =m, (3.3)
d .
%(mpop,lTp) =@ (3.4)

where C,; is the liquid specific heat, F},; are the external forces, I', the mass evaporation source
term and @), the heat flux. These terms are described in the following section.

3.1.1 Droplet interactions with boundary conditions

The particles require specific rules at the boundary conditions. For inlet, they enter the domain
with a given velocity and diameter. For outlets, they simply leave the computational domain.
When droplets hit a wall, several physical phenomena can happen, known as droplet-wall
interactions. The droplets can either bounce on the wall, splash on it (dividing the droplet into
other smaller droplets), or create a liquid film on it [Frohn and Roth, 2000]. In this work, only
elastic rebound on walls is considered (mass-conservative condition). Although other droplet-
wall interaction behaviours may occur, there study is beyond the scope of the present work.
It is expected anyway that a vast majority of droplets evaporate before reaching a wall and
that their interactions with the wall surface does not impact significantly the result. This
assumption will be verified a posteriori in the simulation.

3.2 Exchange between phases

The exchanges between the liquid and the gaseous phases are made via source terms which are
applied in both sets of equations (gaseous and dispersed phases). To simplify the writing, only
one direction is considered in the following.
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3.2.1 Drag

The drag force represents the resistance opposed by the gas (of velocity u,) on a droplet, and is
expressed as a force obtained here by a simplification of the Basset-Boussinesq-Oseen equation
[Clift et al., 1978]:

& _ (ug — up) (3 5)
mp Tp .
where 7, is the relaxation time of the particle expressed as:
T, pd:
— N ith 7/ =-—" 3.6
PTTR0BRS™ T T gy, (3.6)
with Re, the Reynolds number of the particle:
— u,|d
Re, = M (3.7)
1%

g
The effect of drag on the dispersed phase can be evaluated thanks to the Stokes number which
compares the particle relaxation time to the flow time scale:

Tp
Tf
with 7y = L/u,, L being the characteristic length scale of the gaseous flow. When St >> 1 the

particle is not influenced by the surrounding gaseous flow. On the contrary when St << 1, the
flow dictates to the particle its trajectory and dynamics.

St = (3.8)

In this work the two-way coupling is applied, meaning that the droplet also opposes a resistance
to the surrounding gas: this is valid for moderately dense sprays (le™® < oy < 1e™3). For sake
of conservativity, the exact opposite force of Eq. 3.5 is applied to the gas.

3.2.2 Evaporation

The evaporation process of a droplet leads to both mass and energy transfer to the gas. Several
evaporation models are available in AVPB, among which the Spalding model [Spalding, 1953],
where the gas and the droplet are considered at rest, and the Abramzon-Sirignano model
[Abramzon and Sirignano, 1989], where a relative velocity is considered between the phases.
Both are analytical models considering isolated spherical droplets of radius r, = d,/2 moving
in a far-field defined at co. A uniform temperature is supposed inside the droplet, from its
center to its surface ¢ as sketched in Fig. 3.1.

Note that the use of the isolated droplet model is a strong assumption if the local liquid fraction
is high, i.e. a dense zone. This will be checked in Chapter 7.

To find the source terms of mass and energy, spatial conservation equations for momentum,
mass and enthalpy of a droplet are written:

pyligTs = constant = %‘: (3.9)
ay d ay
,ogugr;W = (rf)pngT> (3.10)
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Surface

Droplet Gaseous phase

Figure 3.1: Radial profile of temperature T and mass fraction Y of the evaporated species
around a droplet. Adapted from [Collin-Bastiani, 2019].

,dC,, T d < 2 Ay dcp,gT> (3.11)

PallyT = —|r==
979 dy dr \ ?C,, dr
These equations do not make the point source approximation as they show a droplet-size

dependency. However by combining them with Eq. 3.1 to Eq. 3.4, and integrating them leads
to the droplet mass and heat source terms.

Mass transfer

Under quasi steady-state assumption, the mass transfer source term fp from a liquid droplet p
evaporating into gas is written:

I, = —pioy wd, Sh D In(1 + Byy) (3.12)

where Sh is the Sherwood number, which represents the ratio between the mass transfer by
convection and the transfer by diffusion. It is here convenient to use the correlation proposed
by Ranz and Marshall [Ranz and Marshall, 1952] which considers the Reynolds number of the
particle Re, and the Schmidt number of the considered species:

Sh = 2 + 0.55Re},/* Sc'/? (3.13)

By is the Spalding mass number which uses the vapor mixture fraction at the droplet surface
¢ and in the far field oo:

Yo — Yoo
By =———

These mixture fractions are computed by solving Eq. 3.10. Under the point source assumption
Y, is simply the mixture fraction of the considered species in the gaseous control volume
containing the droplet, and Y is computed as:

(3.14)

PCWP
YC =
PCWp + (Pg - PC)WQFCOT’T

(3.15)
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where P is the vapor pressure, P, the pressure of the gaseous phase, W, and W, the molecular
weight of the particle and the gas respectively and:

1- quel
Frprr = (3.16)
(1 - quel)Wg/Wp
Heat transfer
The heat transfer source term is calculated by integrating Eq. 3.11 in Eq. 3.4:
: . A In(Br+1
Qp = ity L (T,) — 277, Nu o (G ()T, — Cy(To)To) D (317)
Cpa(Tp) Br

where L, (T},) = hs 4 (T,,) — hs; (1},) is the latent heat of evaporation and By = (1+ By)te —1
is the Spalding temperature number.

Again a correlation from Ranz and Marshall [Ranz and Marshall, 1952] is used to compute Nu:

Nu = 2 + 0.55Re},/* Pr'/? (3.18)

Note that in AVBP, there is a slight difference compared to the theory. The heat capacity is
taken at a temperature T,.; = (1/3)T, + (2/3)T},. Therefore Eq. 3.17 becomes:

111 (BT —|— 1)

: . )\7’6
Qp =y Ly (Tp) — 27rp Nu L B (Cp,g(Tref)Tp - Cp,g(Tref>Too> By

Cp,g(Tref) (3‘19)

111 (BT + ]_)

= 1y Ly () — 27, Nu e (T, — Teo) B,

Abramzon-Sirignano correction

Taking into account a non-zero relative velocity between the liquid droplet and the gas, Abram-
zon & Sirignano proposed modified Sherwood and Nusselt numbers:

Sh* =2+ (Sh—2)/Fy (3.20)
Nux* =2+ (Nu—2)/Fp (3.21)
with

Fy = (1+By)*" + In{l + By) (3.22)

Bu

In(1+ B

Fr= (14 Bp)"" + H(I;FT) (3.23)

T
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3.2.3 Characteristic evaporation time

Finally it is useful to introduce the characteristic evaporation time, usually computed as:

_ pid
8p,D1n (14 By)

where D = v/Sc is the molecular diffusion coefficient and B, the Spalding mass number.
This characteristic evaporation time is to be compared to a characteristic residence time of the
droplet, indicating therefore if the droplet has enough time to evaporate before reaching the
flame for example.

(3.24)

7-6’0

3.3 Numerics

A full numerical description of the Lagrangian solver in AVBP can be found in [Martinez, 2009].
Some elements are here mentioned.

In order to interact with the gaseous fields, the dispersed phase equations must be brought
back to the Eulerian grid, meaning a projection of the Lagrangian quantities on the FEulerian
grid. Because of the two-way coupling (due to drag), the inverse is also necessary, i.e., eval-
uating gaseous quantities at the droplet location. This is done through interpolations operators.

The interpolation of a quantity f from the gaseous field at the particles location is made
through:

fo—p = Z [(xp,z’axn,i) fg,n (3.25)

neXco

where n are the nodes contained in the vertex Xo of the cell C, and [ is an interpolation
function.

A source term S, of a particle is interpolated on the Eulerian grid, giving S, as:

Sn = ; Y 5,08, (3.26)
" p€Dn
where V,, is the nodal volume, D,, the domain containing the particle p, and @ﬁp the weights
applied to each particle p. These weights are computed as the ratios of the inverse distances
to the target node n and the sum of all inverse distances to the nodes m of the cell C' in which
the particle is located.

1 1

‘xp,i - xn,i

o, =

n,p

(3.27)

meC |Tpi = T,
These operations are sum up by Fig. 3.2. Because the Eulerian and Lagrangian equations are
coupled through these interpolation operations, it means that all the numerical methods intro-
duced earlier (schemes, artificial viscosity...) are applied by taking into account the Lagrangian
influence on the gaseous phase.
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Figure 3.2: Distribution of the source terms generated by a Lagrangian particle p (located in
the cell C highlighted in grey) to the Eulerian grid. Adapted from [Potier, 2018].
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Chapter 4

Turbulent combustion for methane
oxy-combustion

This chapter is about several aspects needed to be studied for comprehension of methane oxy-
combustion in Liquid Rocket Engines. After a reminder of chemical kinetics description in CFD
in Section 4.1, emphasis is put on chemical aspects, by studying the specificity of this reactant
couple in LRE conditions in Section 4.2, and chemical schemes are derived in consequence in
Section 4.3. Then a new integration method is developed in order to reduce the computational
cost in Section 4.4. A part is also dedicated to a preliminary analysis of the resulting flames
computed on coarse grids, Section 4.5.

4.1 Description of chemistry in CFD

As seen in the previous chapters, reacting flows require to use a chemical scheme (or "kinetic
scheme") in order to represent the chemical reactions (or "reactive paths') which convert the
fuel and oxidizer into burnt gases. Chemical kinetics is the science of describing these chemical
reactions and their rate constants. Large and complete chemical schemes, containing generally
hundreds to thousands of species and reactions, are developed by specialized laboratories, usu-
ally with experimental means. Because of their huge size, such schemes can only be used in
small numerical problems like 0D reactors or 1D flames. They are completely out of reach for
3D CFD simulations with the current available computational power: if directly integrated in
the simulation, it is important to remind that each chemical species represents an additional
differential equation to solve. It is therefore needed to simplify these detailed schemes, while
keeping sufficient accuracy, and there are actually several ways to do so.

The most simple chemical models are composed of only few species (4 to 6 in general) involved
in one or two reactions, and are called global schemes. Example for methane or kerosene com-
bustion can be found in [Franzelli et al., 2010], and for oxy-fuel combustion in [Frassoldati
et al., 2009]. These one-/two-steps schemes are designed to reach a good final equilibrium,
known from prior equilibrium calculations performed with chemical codes like CHEMKIN or
CANTERA, within the correct time scale thanks to tuned kinetic parameters. Another method
is to pre-tabulate chemical solutions corresponding to flames or reactors, and parameterized
with flow or scalar quantities which are computed in the CFD simulation. In the case of dif-
fusion flames, the solutions are tabulated as functions of the mixture fraction and possibly the
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scalar dissipation rate. Such method allows a more detailed description of chemistry than global
schemes, including pollutants, and can be combined with a probability density function (PDF)
of the mixture fraction to describe turbulence-chemistry interaction (TCI). Presumed shape
PDFs may be used, usually of the form of a -PDF [Poinsot and Veynante, 2012]. Tabulated
chemistry combined with a mixture fraction PDF applied to rocket combustion simulations
were recently assessed in [Zips et al., 2019], where the capability of the method was shown in
various conditions (adiabatic/non-adiabatic flamelets for example), as well as in [Ribert et al.,
2017], where sub-grid scale contributions to the filtered equation of state was evaluated. A great
advantage of such method is the computational cost reduction, as only the mixture fraction is
calculated instead of all species mass fractions. If the infinitely fast chemistry assumption is
made, the tabulated chemistry may be reduced to equilibrium, and the chemical source term in
the species and energy equations is simply expressed as a relaxation toward equilibrium (IFCM
model) [Schmitt, 2020]. Other techniques are available to build specific chemical schemes like
the virtual chemistry [Cailler et al., 2017, Maio et al., 2017], where the principle is to set "fake'
species with optimized thermodynamic properties and Arrhenius parameters in order to fit
certain conditions (laminar flame speed, adiabatic flame temperature etc...) on a larger range
of equivalence ratio than global schemes. Finally, the possibility of applying neural network to
many scientific domains has been tested for chemical kinetics [Chen et al., 2000, Betelin et al.,
2021].

Global chemistry and infinitely fast chemistry were the modeling techniques mostly used until
recently in AVBP and other LES codes because they are computationally affordable, provide
satisfactory results for the prediction of the heat release rate spatial distribution for example
and quite easy to build. However, they lack precision when it comes to describe the true flame
structure, the turbulence-chemistry interaction, or the flame-wall interactions. As LES is able
to reach high accuracy in the prediction of unsteady turbulent flows, it is natural and useful
to include realistic chemistry. To do so, and as the computational power rises each year, the
tendency in LES is more and more to make use of Analytical Reduced Chemistry (ARC), which
represents a good compromise between fully detailed and global chemistry.

An ARC is a reduced kinetic scheme derived from a detailed scheme, containing typically 10 to
50 species only. To reach this more affordable size, a reduction procedure is applied to the de-
tailed scheme, keeping only the most relevant species and reactions. Furthermore, the remaining
fastest species are treated with the Quasi-Steady State Approximation (QSSA), assuming them
as steady [Lu and Law, 2006]. This brings the advantage to avoid a prohibitive simulation cost
due to short-time species (typically radicals) inducing stiffness. This is particularly problem-
atic for explicit time integration using time steps at the minimum of all characteristic times.
Stiffness may be enhanced by the high temperature, pressure, and strain rate encountered in
LRE flames.

Considering methane oxidation, the literature already provides some ARC schemes for methane
combustion like [Sankaran et al., 2007], however with air as oxidizer and usually for pressure
reaching no more than 20 bar. Therefore, they are not directly applicable to combustion with
pure oxygen and at higher pressure levels. Furthermore, any fuel burns way faster with pure
oxygen than air (the nitrogen contained in the air having an endothermic effect), leading to
higher reaction rates. For these reasons a first objective is to derive ARC schemes adapted to
the specific cases targeted in this work, and presented in Part V.
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4.2 Study of methane oxy-combustion in LRE conditions

Methane combustion in rocket engines is studied now more and more intensively as the follow-
ing examples show.

The flame structures obtained for fuel burning with pure oxygen or air are different, and for
methane it has been analysed both experimentally and numerically in [Joo et al., 2013] from 1
to 60 bar. The authors point out that the methane-oxygen flame exhibits a two-zones struc-
ture, also retrieved in this work as shown in Sections 4.3.1 and 6.3.2. Soot production is also
impacted by oxy-combustion. Test rigs have been cited in the introduction (Section 1.4.1),
and focus is made here on numerical works. In [Laurent et al., 2018] the effects of flame-wall
interaction on the flame root stabilization mechanisms was studied in a doubly-transcritical
LO2/LCH4 cryogenic flame. Thanks to a coupled conjugate heat transfer strategy the impor-
tance of using adiabatic or non-adiabatic wall condition at the injector lip was demonstrated.
The flame response to acoustic modulation was studied in [Laurent et al., 2021] to evaluate the
possible occurrence of thermo-acoustic instabilities. Other coupled simulations were carried out
by [Maestro et al., 2019] and [Song and Sun, 2016], proving that using a coupled heat transfer
framework (i.e. with a heat conduction solver in the solid parts), even if more costly, allows a
better agreement with experimental data. Apart from combustion chambers, nozzle flows are
also studied for example in [Zhukov, 2019] where frozen and reactive flows are compared to check
the influence of kinetics in this zone of a rocket engine, showing a larger impact with methane
than with hydrogen combustion. Numerical study of methane injection was also carried out
by [Son et al., 2017], as well as experimentally with added acoustic pulsation in [Ge et al., 2019].

4.2.1 Kinetics

All the above behaviours strongly depend on methane oxy-combustion chemical kinetics at high
pressure. From this point of view, flames in rocket engines can be characterized by two main
aspects:

 High strain rate/scalar dissipation rate:
The strain rate is a measure of the mixing speed between the propellants: the higher it is,
the faster will be mixing and therefore combustion (i.e. high heat release rate). The limit
to this phenomenon is reached when the combustion is not fast enough to consume all the
reactants which are brought to the stoichiometric line, eventually leading to quenching.
This is illustrated by Fig. 4.1:

In practice, even if flames in LREs exhibit quite high strain rates due to the mass flow
rates in the injectors, the propellants are so reactive that the extinction is not likely to
happen.

There are two main outcomes for a highly strained flame: as the heat release rate is
high, the chemical stiffness is strong as well, which also means a thin flame, i.e., a more
demanding spatial resolution.

o High pressure:
High pressure combustion has been a wide topic of study for many years and impacts sev-
eral aspects of the process, like thermodynamics and transport [Foster and Miller, 2010],
mixing [Oefelein and Yang, 1998], and kinetics [Carstensen and Dean, 2007]. Thermody-
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Figure 4.1: Integrated reaction rate as a function of strain rate, stoichiometric scalar dissipation
rate or inverse of the Damkohler number for infinitely fast and finite rate chemistry (from
[Poinsot and Veynante, 2012]). A square root relation is found between the quantities.

namics tell that if the pressure increases, the temperature does the same (in a constant
volume). Therefore, recalling the Arrhenius form for the forward chemical rate constant:

. E;
Kl = A;.”Tﬁﬂexp(—R—%), (4.1)
it is clear that a higher flame temperature leads to higher reaction rates, so are the chem-
ical source terms. Numerically, this also means more stiffness.

More specifically, fall-off reactions are chemical reactions that are particularly dependant
to pressure. They behave like three-body reactions at low pressure (a non-reactive collision
partner brings the necessary energy to trigger the reaction), and as elementary reactions
at high pressure. This happens because at high pressure, the concentration of all species
are higher, therefore more species can act as a third body to trigger a reaction path. At
lower pressure only collision partners are important. To describe the fall-off regime, a set
of two rate constants ko and k;,,y is used for respectively low and high pressure. The rate
constant for the fall-off regime takes the following form, for reaction j:

P
K:KWL - FPTaT 4.2
() e w
where P, = ko[M;]/kiny is the reduced pressure, [M;] the concentration of the collision
partner, and F(P,,T) the fall-off function, described in CANTERA with the Troe formu-
lation [Gilbert et al., 1983].

At first a study is proposed in order to identify which critical aspects must be taken into ac-
count when derivating a CH4/02 ARC in given conditions. To do so, 0D reactors and 1D flame
analysis are performed with CANTERA.

First a detailed kinetic scheme with the ability to describe methane oxy-combustion at high
pressure must be chosen. The RAMEC mechanism [Petersen et al., 1999] was chosen because
it was validated against experimental data of methane-oxygen flames in low-diluted shock tube
experiments (aiming therefore ignition delay times) from 40 to 270 bar. Other mechanisms
were as well considered such as the classic GRI3.0 [Smith et al., 1999], but it was not chosen
because it was designed mainly for air as oxidizer. The FFCM-1 [Smith et al., 2016] could have
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been a good candidate as it was validated against experiments of laminar flames up to 60 bar
and shock tubes up to 86 bar, but was not known at the beginning of this work. Other possible
schemes were those developed by the Technical School of Milan (POLIMI) like the POLIMI
C1-C3 [Ranzi et al., 2014], but it is quite complex with many species (114) and reactions (1999),
meaning very long calculation times of reduction steps.

It is to be noticed that in all the following, the RAMEC mechanism will be now taken as a
reference (to derive ARCs mainly), even for 1D diffusion flames although it was experimentally
not validated for such case. It is however considered as the best known reference for high pres-
sure methane oxy-combustion. Indeed high pressure test rigs are complex and costly, and very
few are found in the literature: [Mazas, 2010] drove experiments of premixed CH4/02 flames,
and recently other laboratories developed experimental facilities dedicated to methane-oxygen
combustion [Meyer et al., 2017], [Tancin et al., 2019]. Currently the ICARE laboratory of Or-
léans is working with a high-pressure experiment (up to 100 bar) for methane-oxygen premixed
flame speed measurements in order to validate detailed chemical schemes. The experimental
test rig is presented in [Halter et al., 2020a] and its recent use can be found in [Halter et al.,
2020b]. This will potentially improve detailed kinetics schemes for CH4/02 combustion that
could be used for future work.

4.2.2 Species selection

The number of species of an ARC is a first order parameter which drives its computational cost.
The objective is to reach the smallest number of transported species. A first constraint is to
guarantee the correct final equilibrium. Indeed, [Mari, 2015] demonstrated that oxy-combustion
of methane is quite sensitive to the number of species used in the reduced mechanism and how,
if they are not sufficient, the equilibrium state of the burnt gases is not at all retrieved compared
to the detailed mechanism.

The test to identify the species required for the equilibrium is simply to remove species from the
detailed scheme (RAMEC), and check the equilibrium obtained without these species. Three
sets of species are considered here: the original RAMEC-orig, RAMEC-bis and RAMEC-ter.
The two latter have less species, as sum up by Table 4.1:

RAMEC-orig RAMEC-bis RAMEC-ter
38 species H20 CO CO2 CH4 | H20 CO CO2 CH4
H2 H O 02 OH H2 02 OH

Table 4.1: Considered species for equilibrium study.

Basically RAMEC-ter is the RAMEC-bis without H and O atoms, so they contain respectively
9 and 7 species. Constant-pressure and constant-enthalpy equilibrium is computed for the
conditions of Table 4.2, for which the mixture ratio is close to the simulated applications of the
next chapters.

The results are presented in Table 4.3: the RAMEC-bis with 9 species allows to retrieve exactly
the same equilibrium than the original RAMEC with its 38 species. Interestingly, the H and O
are present in the final equilibrium. Despite their low mass fraction quantity (less than 0.5% in
the final equilibrium), they actually play a major role. Otherwise, as shown by the computation
with RAMEC-ter, the equilibrium temperature is overestimated of about 100K, and O2 and
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Pressure [bar] | 100

YCHA4 1 | o025
Y02 1 |o.75
Mixture ratio -] | 3.0

Initial temperature | [K] [ 300

Table 4.2: Conditions for equilibrium computations.

RAMEC-orig | RAMEC-bis (9S) RAMEC-ter (7S)
Value Value Error Value Error
T [K] 3604.42 3604.7 ~ 0% 3701.61 +2.69%
p |kg/m?] 6.77 6.77 ~ 0% 6.67 -1.48%
Cy [J/kg/m? 2435.5 2435.5 ~ 0% 2440.1 +0.19%
YH2 0.0125941 0.0125923 | ~ 0 % | 0.0136639 | +&8.51%
YH 0.00132376 | 0.00132449 | ~ 0% - -
YO 0.0045804 0.00458787 | ~ 0% - -
YO2 0.0129675 0.0129918 | ~ 0% | 0.0167488 | +28.92%
YOH 0.0401163 0.0401546 | ~ 0% | 0.0489535 | +21.91%
Y H20 0.415795 0.41584 ~ 0% 0.41344 -0.58%
YCO 0.303412 0.303419 | ~ 0% | 0.312724 | +3.07%
YCO2 0.209041 0.20909 ~ 0% 0.19447 -6.99%
YCH4 0.0 0.0 0% 0.0 0%
YHO?2 0.000103732 - - - -

Table 4.3: Comparison of equilibriums obtained with the different sets of species.

OH are largely overestimated. For these species it may seem not that crucial, however for CO2
the difference of about -7% may actually become important in particular for quantities such as
heat fluxes.

This means that the ARCs to be derived must at least contain the species of RAMEC-bis, i.e. 9
species which are now identified: CH4, O2, H20, CO, CO2, H2, OH, H, O. Note that although
not shown here, this criterion is independent of pressure.

4.2.3 Pressure influence

Figure 4.2 shows the evolution of the maximum temperature and the integrated heat release
rate for different pressure values. As expected, both rise as the pressure increases, following a
square root law. Typical maximum temperature values of methane oxy-combustion are found
between 3300 and 3800K for the considered pressure range.
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Figure 4.2: Evolution of maximum temperature and integrated heat release rate depending on
pressure. Gmean = 1312571

Figure 4.3 shows the impact of increasing pressure on the main species contribution to the
integrated heat release rate. Species that only have minor contributions are not presented here,
therefore the shown species can be considered of primary importance for an ARC derivation.
It can be observed that as the pressure is higher, H20 and CO2 are contributing less to the
flame power, while it is the contrary for CO. Overall this means a loss of positive heat release
(exothermic) which does not seem to be compensated by other species. Indeed at high pressure,
the endothermic part of the flame takes a bigger importance, as it can be seen in Fig. 4.4: the
endothermic peak is narrower for high pressures. Note also the shift of the main exothermic
zone from Z = 0.3 to Z = 0.27, which could be driven by different reaction paths.
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Figure 4.3: Species contribution to the integrated heat release rate in 1D counterflow diffusion
flames for several pressure values. x, = 100051
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Figure 4.4: Flame structure (temperature and normalized heat release rate profiles) at various
pressures. Yo = 1000571
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Figure 4.5: Evolution of characteristic species chemical timescales depending on pressure. Yg =
1000s71.

Finally Fig. 4.5 exhibits the characteristic chemical time scales (computed with the inverse
Jacobian analysis method, Eqs. 2.34 and 2.35) of the RAMEC scheme at 1, 100 and 200 bar.
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Most of them lie between 107! and 1078s. Interestingly the change of pressure does not affect
significantly most of the species times, even though the majority of the species have a slightly
diminished time scale at higher pressure. However for some of them it is the contrary, as a
result of pressure-dependent reaction pathways. The difference is almost not anymore percep-
tible at 200 bar. It is to be noticed that a group of particularly stiff species is present, namely
C2H502H, C2H502, CH30O2H: these must be absolutely removed during the ARC derivation
to avoid too small time steps.

It is also possible to analyse reaction and species paths through graphics, as in Fig. 4.6 which
shows the integrated paths through atom O that bring from the reactant O2 to the production
of the main products H20, CO and CO2. This graph clearly illustrates how the pressure
increase changes the reaction paths leading to the production of H20 and CO2. At 100 bar, an
important path involving HO2 is present, as shown on the right side of the figure (block "R").
On the other hand, going to high pressure can diminish the importance of chemical pathways
as for example the path from O, then CH20 to H20 that goes below 10% at 100 bar (block
"L"). This example shows how, when reducing a chemistry, the choice of the range of derivation
will affect the result of reduction algorithm by keeping or not specific reaction paths.

o2
o ——— £ .‘-—-—-—“‘—-—-

L 44.1 % 401 %

ally

436% 99 %

658 % % ’—I/

10.9 %

1168 %

L

Figure 4.6: Integrated fluxes through atom O starting from O2 and leading to the production
of H20, CO and CO2, for 1 bar (red arrows) and 100 bar (black arrows). The values indicate
the percentage of atom flux leaving a species. Fluxes under 10% are not shown for clarity.

4.2.4 Strain rate influence

Figure 4.7 shows that the maximum temperature decreases slightly with the scalar dissipation
rate (equivalently the strain rate, see Eq. 2.88) at stoichiometry, while the integrated heat
release rate increases as \/ag, i.e., as predicted by theory.
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On Fig. 4.8 showing the species contributions to the heat release, it is interesting to see the
exact opposite behaviour compared to the pressure influence. Here when the scalar dissipation
rate increases, the contribution to the flame heat release rate of H20 and CO2 increases, while
it is the contrary for CO. Also as the global heat release increases, the part of exothermic
reactions takes more importance. For extremely high values of x4, as presented in Fig. 4.9, it
is interesting to notice that the endothermic zone completely disappears, as well as the minor
exothermic peak around Z = 0.1. Actually the very high strain rate leads to a very thin flame
in which the various peaks tend to merge.
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Figure 4.7: Evolution of maximum temperature and integrated heat release rate depending on
the stoichiometric strain rate. P = 100bar.
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Figure 4.8: Species contribution to the integrated heat release rate in 1D counterflow diffusion
flames for several scalar dissipation rate values. P = 100bar.

Concerning time scales, Fig. 4.10 shows that the increase of scalar dissipation rate changes
almost nothing in the range 100 or 10000 s~!. This is explained by the fact that as long as
the flame remains controlled by diffusion, the kinetics are fast enough to consume the reactant
fluxes and do not change much. For extreme values like 1000000 s~!, chemistry starts to
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be a limiting process and differences of time scales appear, increasing for almost all species
consistently with the slower chemistry.
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Figure 4.9: Flame structure (temperature and normalized heat release rate) for various scalar
dissipation rated. P = 100bar.
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Figure 4.10: Evolution of characteristic species chemical timescales depending on scalar dissi-
pation rate. P = 100bar.
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4.3 Towards semi-complex chemistry

With this first analysis of CH4/02 combustion in mind, two ARCs are derived and used in
this thesis: one for the 54 bar five-injectors CONFORTH test bench (Chapter 6), another for
the 20 bar single-injector TUM test bench (Chapter 7). The Section 4.3.1 contains the ARC
mechanism derivation for the CONFORTH test bench, which is an extract from the paper
"Chemical modelling for methane oxy-combustion in Liquid Rocket Engines" [Blanchard et al.,
2022] published in Acta Astronautica. The derivation of the ARC mechanism for the TUM test
bench is very similar and therefore can be found in Annex C..

4.3.1 Derivation of Analytical Reduced Chemistry for methane oxy-
combustion

Methodology

Measurements of chemical kinetics in CH;/Os flames at high pressure induce complexity and
safety issues which make them rare, if not inexistant and there is no reference detailed scheme
available for these conditions. Among the chemical schemes found in the literature, GRI3.0
[Smith et al., 1999], RAMEC [Petersen et al., 1999] and Slavinskaya [Slavinskaya et al., 2016]
are good candidates. As RAMEC (38 species, 190 reactions), initially coming from the GRI1.2,
was specifically made for methane oxy-combustion at high pressure by adding several reactions
specific of such condition, and was validated against low-diluted CH4/O4 shock tubes experi-
ments, it seems the most appropriate for the present study.

To target LRE conditions, the reduction is performed for pressure in the range 49 < P < 59 bar,
i.e., above the critical pressure of both propellants and sufficient to reach the supercritical
combustion regime with injection temperatures of 280K . Using diffusion flames as target flames,
the range of strain rate ag (or equivalently scalar dissipation rate x4, recalled in Eq. 4.3 [Poinsot
and Veynante, 2012]) must be defined. It is here taken quite large, representative of conditions
met in lab-scale LRE [Preclik et al., 2005, Ordonneau et al., 2016]: 100 < x4 < 1500s~1. This
corresponds to strain rates in the range 650 < ay < 95005~ !, of the same order of magnitude
as in [Maestro et al., 2019].

2
st

In the equation 4.3, D is the diffusion coefficient of methane and Z the mixture fraction with
Bilger’s definition [Bilger, 1989].

The chemistry reduction process goes through several steps which are realized within an auto-
matic algorithm implemented in the numerical platform ARCANE [Cazéres et al., 2021]. First,
Direct Relation Graph with Error Propagation (DRGEP) is performed several times on the
detailed mechanism to keep only the most relevant species and reactions. Chemical lumping is
then applied to remove the isomeric molecules. Finally, a Level Of Importance (LOI) criterion
is applied on the remaining species to select the ones to be treated with the QSSA. An overview
of these methods are described in [Cazeres et al., 2021, Lovas, 2012].

The primary target flame property used to control the reduction process is the total heat
release rate, with a maximum tolerance of 5%. This quantity, linked to the consumption speed,
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is indeed the first property to preserve as, similarly to premixed flames, it controls the flame
stabilisation and flame length which are used for engine design.

With these constraints, a reduced mechanism with 14 transported species, 4 QSS species (listed
in Table 4.4) and 68 reactions was obtained with ARCANE.

Transported ‘ QSS
H, H O O, OH H,O HO, | HCO CH,0
CH3 CH4 CO CO, CyoHz CoHj
C2H2 C2H4 C2H6

Table 4.4: Species contained in the derived ARC mechanism for high pressure methane oxy-
combustion.

Validation
The ARC scheme is validated on laminar diffusion flames (computed with CANTERA [Goodwin

et al., 2017]) in the target conditions that are solved following the steady flamelet equations
for mass and temperature, recalled here [Poinsot and Veynante, 2012]:

. 2 . 2
Oy = —3pX g+ and b = —px Gz (4.4)

where wy, is the chemical source term of species k£ and wr is the energy source term. Overall five
test cases are considered to cover all the range of values of P and x,. The obtained relative
errors, shown in Tab. 4.5, never exceed 0.83% for the maximum temperature and 1.62% for the
total (integral) heat release rate, indicating a very good agreement with the RAMEC detailed
mechanism.

Case Conditions Tz Jwr
A 49 bar, v = 100s™t  -0.75% +1.29%
B 49 bar, yo = 1500571 -0.83% +1.62%
C 54 bar, yo = 1000s™1 -0.80% +1.36%
D 59 bar, y« = 100s™t  -0.77% +1.55%
E 59 bar, v& = 1500571 -0.83% +1.50%

Table 4.5: Validation cases: relative errors of the ARC scheme compared to the RAMEC
detailed mechanism, on the maximum temperature (7,,,,) and the total heat release rate ([ wr).

Cases A and E are illustrated on Figs. 4.11 and 4.12 respectively. In both cases an excellent
agreement is observed for the temperature and heat release rate profiles. With a limited number
of species and reactions, even the complex flame structure typical of the LRE conditions is
retrieved. This also means that the intermediate species profiles are globally well retrieved, as
shown Fig. 4.13. Slight deviation is observed on the heat release rate profile for case E but
without significant impact on the integral of heat release rate.

Figure 4.14 shows the response of ARC flames to strain. Even if derived over a limited range
of xst, the ARC exhibits a very good agreement with the RAMEC over a larger range: below
Xst = 20000571, the error keeps lower than 2.5% on maximum temperature, and lower than 2%
on the total heat release rate. It never exceeds 5% on the latter quantity until extinction.
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Figure 4.11: 1D strained diffusion flame: evolution with mixture fraction of the temperature

(black) and the heat release rate (red). Thick lines: RAMEC. Dashed lines with markers: ARC.
Case A: P = 49bar, ys = 100s~1.
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Figure 4.12: 1D strained diffusion flame: evolution with mixture fraction of the temperature

(black) and the heat release rate (red). Thick lines: RAMEC. Dashed lines with markers: ARC.
Case E: P = 59bar, o = 15005~ 1.
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Figure 4.13: 1D strained diffusion flame: evolution with mixture fraction of the main species.
Thick lines: RAMEC. Dashed lines with markers: ARC. Case C: P = 54bar, xs = 1000s~!.
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Figure 4.14: Evolution with scalar dissipation rate of the maximum temperature (black) and

the total heat release rate (red) at P = 54bar. Thick lines: RAMEC. Dashed lines with markers:
ARC.

Finally Fig. 4.15 shows the evolution with P of the same quantities over the whole pressure
range for which it was derived. The ARC mechanism reproduces well the increase with P
of both quantities in excellent agreement with the RAMEC detailed scheme. Only a slightly
lower maximum temperature (= -1.0%) and very similar total heat release rate (=~ -2.0%) are
observed for all pressures.
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Figure 4.15: Evolution with pressure of the maximum temperature (black) and the total heat
release rate (red) at x, = 1000s~. Thick lines: RAMEC. Dashed lines with markers: ARC.

The reduced chemistry has been validated in the case of laminar flames, although its final use is
for turbulent flows (Chapter 6). Note that turbulence modifies combustion processes via mixing
only, and does not affect chemistry. Of course it could happen that this reduction procedure
ignores some chemical phenomena which may occur due to turbulent mixing, leading to reacting
mixtures of fresh gas with burnt gas and intermediate species that are not encountered in the
0D and 1D cases. These chemical processes are however assumed negligible and are indeed
not represented in most turbulent combustion models, such as flamelet-based approaches for
example. Moreover, these processes are much sensitive to the turbulent flow and ensuring to
describe them in all cases with the same ARC scheme would be impossible.
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4.3.2 Discussion

The target cases chosen to derive the ARC have been only chosen as 1D diffusion flames, as
rocket engines mostly work in pure diffusion combustion regime. This is different from many
ARCs found in the literature which were mainly derived with 1D premixed flames as refer-
ences. In practice in chemistry codes like CANTERA, it was observed that diffusion flames are
generally more complicated to converge, but it is worth the effort for the present case of LRE
flames. It also has the advantage of directly taking into account the whole range of mixture
ratio in one flame, as the mixture ratio of diffusion flames spans from zero in the oxidizer side
to infinite in the fuel side. Thus, the ARCs derived in this work are very likely to be valid for
premixed flames, and this is one of the known advantage of ARCs [Felden, 2013, Cazeres, 2021].

Similarly the choice of the derivation range (pressure and scalar dissipation rate) was made to
target the operating point of the application. Concerning pressure, the range of + or - 10%
around the target operating point of the test bench seems quite obvious, taking into account
potential mean pressure deviation of small acoustic instabilities. Concerning the scalar dissipa-
tion rate, the range of 100 — 15005~ first coincides with previous AVBP computations in the
same type of cases [Maestro et al., 2019], but also comes from early computation of the target
CONFORTH configuration where y, was found mostly within this range. Actually, in LES
the scalar dissipation may reach much higher values (typically 5000 — 10000s™!). Extending
the range of scalar dissipation rate to higher values for the reduction procedure leads to less
transported species in the ARC, but at the cost of decreased accuracy at lower y,. As low
values are found far more probable along the turbulent flame, the chemistry reduction focuses
on this range. Finally, in order to guarantee a correct equilibrium state, the necessary 9 species
identified in the analysis of equilibrium with RAMEC, presented in Section 4.2.2, were the
primary target during the reduction process.

Note also that the perfect gas equation of state has been used during the reduction process.
There are two reasons for that. The first one is about the code itself: at the time when it was
performed, CANTERA could only solve 1D problems with the perfect gas EoS. Some cubic
EoS were available but only for 0D problems (auto-ignition...). Secondly, the use of a real gas
framework means that some more properties must be added to the species, namely their coef-
ficients a, b, w described in Section 2.1.2. If they are known for the main species, many others
(mainly radicals, atoms) were not found, for example in the NIST database. It is possible that
the real gas properties of short-times existence molecules are difficult to get or verify experi-
mentally. Despite this, it is very likely that the reduction process would have been the same
anyway the EoS used, because most of the chemical processes under consideration happen at
high temperatures, and therefore quite far from conditions where a real gas EoS would have
been needed (typically at cryogenic temperatures).

The tolerance on the error of integral of heat release rate is actually lower than 5%. In fact,
as the derivation of the ARC is split in several consecutive steps, it allows to adapt the error
tolerance of all values at each step. The choice of these tolerances is quite empirical and is made
to reach a satisfying number of species while keeping a reliable ARC. At the end the maximum
error on the integral heat release rate was set to 2% for the species removal step, 0.5% for the
reaction removal step, 2% for the lumping step and 5% for the QSSA step, explaining finally
the maximum 5% error presented in the paper. The 0.5% error for the reaction removal step
explains why the final ARC still has a quite large number of reactions compared to its parent
mechanism, the RAMEC. This is however not a problem for the simulations in which the main
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part of the computational cost comes from the number of transported species while the number
of reactions involving simple algebraic operations, are not critical. Note that experience has
shown that these error thresholds have more influence on the final number or species and
reactions than the range of derivation.

4.4 Accelerating chemistry integration

In rocket engines as in many combustion devices, the flow time scales (convection, diffusion) are
generally much higher than the chemical time scales: this is what makes the chemical process
stiff compared to the other physical phenomena. In an explicit time integration framework as in
AVBP, numerical stability imposes to use a time step corresponding to the fastest phenomenon,
i.e., with the smallest timescale. In the precise case of chemistry, a time-explicit computation
with a too large time step can lead to non-positive mass fractions as was already observed in
AVBP, and also mentioned in [He et al., 2011] for example.

Even if most of the stiffness induced by chemistry is removed in ARCs thanks to the QSSA,
some may remain and increases the LES computational cost. This can be the case when for
example the fuel or oxidizer themselves are sources of stiffness, or if other minor stiff species
could not be removed or treated as QSS during the ARC derivation process. This may be
reinforced by high pressure and strain rate, which both increase the reaction rates. Early tests
using the ARC derived in Section 4.3.1 showed that the integration of chemistry accounts for
up to 50% of the total simulation time.

Implicit time integration methods are a solution to leverage this timescale constraint in nu-
merical simulations and are often used to solve stiff problems. The general difference between
explicit an implicit integration is recalled below.

For an Ordinary Differential Equation (ODE) dy/0t = ¢(y), explicit integration consists in
computing the solution y at the next time step ¢ + At from the current value at instant ¢ only,
in the form:

y(t + At) = o(y(t)) Al + y(1) (4.5)

for 1% order time integration. Typically, if At is chosen too large, this inevitably leads to an
unstable or at least non-physical solution, and possibly a simulation failure.
An implicit integration makes use of the solution at both the current instant y(t) and the next
instant y(¢ + At) to compute the solution at ¢ + At by solving the ODE as:

y(t + At) = o(y(t + At)) At + y(t) (4.6)

By construction implicit methods are stable for large time steps, whatever the characteristic
time scale of the studied phenomenon, which drastically decreases the number of iterations
needed to converge a simulation. However one iteration with implicit integration is much more
demanding in computational time than one iteration with explicit integration, so that at the
end the gain depends on the time step ratio between the two methods. It is usually con-
cluded that if the full implicit integration of chemistry is worth in implicit incompressible (or
low-Mach) flow solvers, the gain in time step is not enough compared to the cost of implicit
integration in explicit compressible flow solvers which run with already very small time steps.
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In addition, even if numerically stable it is not recommended to increase too much the implicit
time step above the characteristic chemical time scales in order to keep a correct description of
the unsteady behavior of the system.

The problem of dealing with stiff chemical source terms is not new in the literature. An overview
can be found in [Kee et al., 1985], where the authors introduce the main stakes and techniques
to solve stiff ODEs. For recent work on implicit solvers one can cite [Savard et al., 2015] where
the authors compute premixed and non-premixed turbulent flames with semi-implicit precon-
ditioning of chemistry, or [Wasserman, 2018] using implicit methods in a RANS framework.

As AVBP is an explicit compressible code, the full implicit integration of chemistry is not
efficient. However some species of ARC schemes still have a too short time scale compared
to the flow time scale, imposing a significant decrease of the simulation time step. To avoid
this, a common technique is to use a "semi-implicit" integration for these few stiff species, as
for example in [Felden, 2013] where this method is applied to H20. This technique (ODEPIM)
is also found in [Yang et al., 2017] where it was applied to a chemical scheme, reduced on-
the-fly using a criterion based on both thermodynamic variables and species mass fractions,
allowing to accelerate DNS of turbulent premixed flames. In the present work, a novel approach
called "exponential chemistry" is proposed to integrate the chemical source terms, based on an
analytical guess of the solution at time t + At. It can be therefore assimilated to an implicit
method for chemistry integration, allowing to recover the compressible flow time step of the
explicit compressible LES. In addition the method improves the quality of the solution at low
temporal resolution. Its principle and applications are described in the Section 4.4.1, which
is another extract from [Blanchard et al., 2022], with a few modifications to better fit in this
manuscript.

4.4.1 The exponential integration

In Section 4.3.1, although the strongest stiffness has been removed thanks to the QSSA applied
to the fastest radicals, very small chemical time scales remain as methane oxy-combustion at
high pressure is a very fast oxidation process. Explicit time integration then requires a time
step at least of the order of the shortest chemical time step Atpem, calculated in the simulations
as:

ka)

Atchem = min < (47)
Wk

with wy the source term of the species k and p the mixture density. The ARC scheme presented

in the previous sections leads to a integration time step of the order of 1 x 1071% due mainly to

the radicals (detailed in Fig. 4.17), which may therefore considerably increase the computing

time. This time step is to be compared to the flow time step Atcpy, imposed by the CFL

number (fixed at 0.7) as:

Atopp = 2272 (4.8)

U+ Ugq
with u the flow velocity, u, the acoustic velocity and Ax the characteristic mesh size. With
typical mesh sizes used in 3D LES of LRE, Atcpy, is found of the order of 5 x 107%. As a
consequence, the use of ARC in reactive simulations leads to a decrease of the time step typ-
ically by a factor 50, which directly impacts the computational cost: explicit computation of
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the chemical source term is usually one of the most expensive part in a LES code.

With the ultimate goal to run the reactive simulations with the CFL time step, a new time
integration method for the chemistry is proposed here. The idea is to take advantage of the
simple form of elementary reactions composing the ARC scheme to make an analytical integra-
tion of the source terms over the time step. This leads to a time evolution of the concentrations
in the form of an exponential function, hence the name of "exponential method", and allows to
substantially increase the time step.

Principle of the exponential integration

For all what follows, one only considers mass quantities (for source terms, concentrations, etc...).
Consider a species k which is produced and consumed only by elementary first order irreversible
chemical reactions. Its total source term w; may be recast in the form:

Ock

with ¢ the concentration of the species k. The functions Ac, and Bj are the sum of the
contributions to destruction and creation respectively, of the reactions j involving species k:

M

Age, = Z Vllcjf”j
j=1

" (4.10)

By = Z Vllc/jf'j
j=1

where vy, vy, are the stoichiometric coefficients of species k in reaction j and 7; the reaction
rate.

Assuming A} and B} constant during iteration n, the integration of Eq. 4.9 is easily found to
give at time iteration n + 1:

= [0 4 % ARAL % _ % (eA;;At . 1) +Cn€AgAt (4 11)
’ oA Ap AL * |
where At is the time step of the iteration. The obtained solution is correct as long as the
assumption of constant A} and B} in the time step stays valid. This introduces a new time
step limit, still much higher than the chemical time step, as will be seen in the next sections.

For very small values of A}, i.e., species creation only or non-reacting zone, in order to avoid
numerical error, Eq. 4.11 is rewritten with the second order approximation as:

ARAL?
Gt = Br (At + ’f2 ) + (4.12)
The value ¢} can then be used to evaluate the source term to be integrated in the equation
of transport of ¢ as:

n+1 n
G G
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Note that the expression for ¢; in Eq. 4.11 is always positive (provided ¢} is positive), so
that the approach guarantees positivity of all concentrations. Notice also that this expression
exactly holds for first order species only. For second order species, the analytical integration of
the source term is still possible but is more complex. As only few reactions involve second order
species (10 over 136 in the previously derived ARC), the impact of using first order solution
for them is considered negligible and Eq. 4.11 is still taken as a good approximation.

The calculation of the source term as in Eq. 4.13 does not guarantee atom conservation, which
must be then enforced in a second step. The principle is to correct at each iteration and at
each grid point the error on the total mass of each element, by modifying accordingly the local
concentrations at iteration n + 1. To minimize the impact of this correction, it is made on
the species of largest concentration. In methane-oxygen flames, three elements are present (H,
O, C) and it is chosen to distribute the associated mass corrections among only three species
having locally the highest concentration (identified as ¢, to cg, below).

The mass excess/loss is computed for each element e between iteration n and n + 1 as:

Ns
dme = (i — ) Ne (4.14)
k=1
where N, is the number of element e in species k, and N, the number of species in the chemical

system. Then the corrections cf”" of species k. are calculated by solving the linear system:

e

nH,lcl TLHJQ TLHJ€3 C%?TT —dm1

corr | __
Nokr MNOky MNOks | X Ck2 = —dm2 (415)
nc’kl nakz nC,kg Ciﬁmﬂ —dTTL3

The corrections c® ¢ are then used to update the source term in Eq. 4.13. The linear system
may be solved with a simple Gaussian elimination process for example.

The exponential integration algorithm can be summarized as follows:
1 - Compute ¢}t with Eq. 4.11 or Eq. 4.12, where A7, B} use the standard Arrhenius reaction
rates.
2 - Compute element mass error dm,.
3 - Compute concentration corrections c¢;”"", for as many species as elements in the chemical
system.
4 - Compute the source terms as:
) CZ-H + Ciorr _ CZ

Validation in laminar counterflow diffusion flame

The ARC scheme for methane-oxygen combustion of Section 4.3.1, combined with the expo-
nential time integration method is applied here to a laminar 2D counterflow diffusion flame,
now computed with the CFD solver AVBP. A second order in time and space Lax-Wendroff
scheme [Lax and Wendroff, 1960] is used. The perfect gas equations of state is used. The
power-law function is utilized for the molecular viscosity, and constant Schmidt and Prandtl
numbers are used for species molecular diffusion and thermal conductivity. The conservation
equations for mass, momentum, energy and species were already presented (Eqs. 2.57 to 2.60).
For the following laminar flame computations, all the sub-grid scale terms are zero.
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The opposed jets configuration is set with mass flow rates leading to equal momentum at both
sides in order to get the stagnation plane at the center of the domain, where the mesh is the
most refined. A small distance (H = 1mm) between both injectors is used to obtain a strain
rate in the range of the derived ARC while keeping the flow laminar. With this setup, the
targeted mean strain rate is, with up = 0.54 and up = 0.27m/s the fuel and oxidizer velocities
respectively:

Ur + uo

Umean = ——— = 8095 . (4.17)

Figure 4.16 illustrates the obtained flame for the Fine mesh (see below). Due to the velocity
difference of both streams, it is not planar and the solution will be analyzed only along the
central axis.

=

Mixture fraction Tempmre (K)
0 02 04 06 08 1 280 1000 1500 2000 2500 3000 3510
— | — —— |

Figure 4.16: Laminar counterflow flame in AVBP. Left: mixture fraction field. Right: tem-
perature field. The white line corresponds to the stoichiometric line (Zy = 0.2). Axes in
millimeter.

A fine mesh (about Az = 1um cell characteristic size at the stagnation plane) is first used to
assess the accuracy of the exponential integration. Then coarser meshes are used, listed in Table
4.6, to be more realistic of LES and to demonstrate the capacity of the exponential integration
to increase the computational time step. Reference solutions computed with CANTERA are
also reported for comparison.

Case  Azx[um]| Atcpp[ns]

Fine 1 0.194
Coarse 1 10 2.50
Coarse 2 30 5.28

Table 4.6: Mesh characteristics for the 2D counterflow flame.

The mesh grid size can be compared to the theoretical thermal flame thickness of a diffusion
flame, computed as:

(4.18)
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In the present case, &y, = 0.298mm, so that meshes from Fine to Coarse 2 contain respectively
about 300, 30 and 10 points in the thermal flame thickness.

The characteristic chemical time scales T.pem i 0f each species k of the ARC scheme in a diffusion
flame at the specified strain rate ameqn, = 809s™1 are presented in Fig. 4.17. They are computed
as introduced by Eq. 4.7. Tt is found that CyHg is the stiffest species with Tepem.com; = 6.8¢77s.
Other radicals are stiff as well, and as already mentioned the fuel itself, CHy, is also among the
stiffest species. Note that these time scales tend to decrease rapidly as the strain rate grows,
reaching values about 10e71? - 10e~!!s. In practice in the LES code, it is needed to use typically
a 1000 times smaller time step than presented in Fig. 4.17, i.e., much smaller than the time
steps Atcpy, for Coarse 1 and Coarse 2 cases of Table 4.6.

H
g
[=21

H
i

1078

Characteristic chemical timescales (s)

(g CHy CHy O HOs O CiHyColHs OH H  Ha €O CO» HoO
Species

Figure 4.17: Characteristic chemical timescales of the methane-oxygen ARC, in the counterflow
diffusion flame conditions.

Fine mesh case

Figure 4.18 shows the temperature and heat release rate profiles for the fine mesh case, obtained
with standard explicit Arrhenius form (referred as "classic") and exponential time integration.
An excellent agreement is observed, with exactly the same flame structure. The temperature
profiles match perfectly. The difference of total heat release rate is only of 0.11% between the
two AVBP computations, and about 2.6% between AVBP and CANTERA simulations. The
latter may be attributed to the different numerical solvers and slightly different local strain
rate.

Some species profiles, shown in Fig 4.19, confirm the excellent behavior of the exponential time
integration against the classic one and the excellent agreement with CANTERA. The species
profiles perfectly match, with only a slight deviation for CO between AVBP and CANTERA.
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Figure 4.18: Strained diffusion flame: evolution with mixture fraction of the temperature
(black) and the heat release rate (red). Solid lines: CANTERA (amean = 809s57!). Dashed lines
with circle markers: classic time integration. Dotted lines with square markers: exponential
time integration. Fine mesh case.
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Figure 4.19: Strained diffusion flame: evolution with mixture fraction of some species profiles.
Solid lines: CANTERA (amean = 809s7!). Dashed lines with circle marker: classic time
integration. Dotted lines with square markers: exponential time integration. Fine mesh case.

In this particular case, it was found that At.pen > Atcpr so that the exponential time inte-
gration is not useful. The Fine mesh case was only considered for validation of the exponential
time integration. The computational gain is presented in the next section with cases Coarse 1
and Coarse 2 where Atem < Atcorr.

Coarse mesh cases and computational gain

Coarse meshes induce numerical diffusion which adds to the laminar diffusion, and artificially
increases the scalar dissipation rate at the flame location. This phenomenon, beyond the scope
of the present analysis, was highlighted in [Shum-Kivan, 2017] and explored in Section 4.5.
The comparison with CANTERA must be at the same scalar dissipation rate, found to be
Yst = 146571 and y, = 2097, or equivalently in terms of strain rate a, = 930s~! and
as = 1335571 for Coarse 1 and Coarse 2 cases, respectively.

To measure the efficiency of time integration, the quantity x is introduced as the ratio between
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the CFL time step and the effective simulation time step:

Atcrr,
— 4.1
K A7 (4.19)

For both integration methods, coarse mesh cases run with the chemical time step (At = Atcpem ),
leading to x above 1 as shown in Table 4.7. Using classic time integration, a reference solution is
obtained with a time step 25 times smaller than the CFL time step. The value x,,;, corresponds
to the maximum time step keeping a correct time resolution. As the flow time step Atcpp
is proportional to Ax, K, increases from 4 for the Coarse 1 case to 10 for the Coarse 2
case. In comparison, the exponential time integration method allows to increase At pe, (and
therefore decrease x) up to half and fourth the CFL time step for Coarse 1 and Coarse 2 cases,
respectively. A reference case with kK = 25 is also computed for exponential integration. As
explained in Section 4.4.1, the constant reaction factors assumption does not allow larger time
steps for the exponential method. With the exponential method, the obtained solution has
the same accuracy as the solution obtained with the classic approach. This means, concerning
the chemical time step, an acceleration factor of 2 and 2.5 for Coarse 1 and Coarse 2 reference
solutions, respectively.

Mesh  kyes (classic) Kpn (classic)  Kpep (€XPO)  Kpin (€xpoO)
Coarse 1 25 4 25 2
Coarse 2 25 10 25 4

Table 4.7: Efficiency of time integration x (Eq. 4.19) for the classic and exponential time
integration for the coarse mesh cases.

Figures 4.20 and 4.21 compares the solutions obtained with the classic and exponential method,
with Kep and Kpip, as well as with the CANTERA solution taken at the appropriate strain
rate, for the two coarse meshes.
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Figure 4.20: 1D strained diffusion flame: evolution with mixture fraction of the heat release
rate for different time integration methods. Coarse 1 case.

For Coarse 1 case, the heat release rate profile shows less than 1% discrepancy between all
AVBP simulations, and about 2% difference with the CANTERA flame. Discrepancies are
larger for Coarse 2 case, linked to the very poor grid resolution with about 10 points to de-
scribe the three-peaks flame reaction zone. They stay however very small between all AVBP
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Figure 4.21: 1D strained diffusion flame: evolution with mixture fraction of the heat release
rate for different time integration methods. Coarse 2 case.

cases, and are more noticeable in the comparison with the CANTERA solution, which does
not have this mesh effect. Interestingly, the classic and exponential methods do not respond
similarly to the time step increase. While in the classic approach, the solution stays unchanged
until the simulation crashes, the increased robustness of the exponential method allows to con-
verge solutions at large time steps, but with an increased error.

The non-conservation of mass of the exponential time integration, described in Section 4.4.1 is
quantified for each element as:

S (G = ) New
Z]Jg\fil C,Z;H_lNe,k

In all fine and coarse mesh cases, dme ¢ is found to stay always below 1% in each cell and for

all elements, which results in a maximum correction of O(1%) on species concentrations. These

are maximum values, and most of the simulation does not require such correction. Therefore it

is verified a posteriori that the mass correction proposed in Section 4.4.1 remains low and has

a very limited impact on the final results. As expected, the mass deviation is directly linked to

the temporal resolution: for example in Coarse 1 case with £ = 2, the maximum correction is
about O(1%) but with k = 25, it decreases down to O(0.1%).

dme rer = (4.20)

Finally, Fig. 4.22 shows the temperature and the CH3 mass fraction profiles for the different
meshes. The cases Fine, Coarse 1 and the CANTERA reference, all curves almost perfectly
match, proving the mesh convergence. The Coarse 2 case logically deviates a bit from the
others due its poorer resolution.

4.4.2 Discussion

The exponential integration introduced in the paper shows promising results in terms of stabil-
ity and gain in computational cost. This result is further demonstrated in Chapter 6 dedicated
to the CONFORTH test bench. Actually the computational gain depends of the chemical
scheme, the application, and the ratio of characteristic time scales k = Topr /Tehem. For exam-
ple the chemical time step was multiplied by 50 in the simulation of low-pressure ignition in
[Pestre et al., 2021]. This led to a global computational speed 19 times faster thanks to the
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Figure 4.22: Strained diffusion flame: evolution with mixture fraction of the temperature and
CHj3 mass fraction for the considered meshes compared to CANTERA.

exponential integration without loss of accuracy. It seems therefore that the exponential inte-
gration is particularly efficient in the case of non-stationary cases, where the chemical constraint
is usually even stronger due to the presence of many different radicals, and therefore, timescales.

In practice it was found that even though the chemical time step can be significantly increased
with the use of exponential integration, numerical instability in mixture fractions resulting in
some local heat release and pressure peaks, could still appear. This is attributed to the mass
conservation algorithm, which may change too much some species concentrations if the time
step is too large. Other mass conservation strategies are possible but are left to future work.

As introduced earlier, one of the main problem of explicit integration with non-positive numeri-
cal schemes is the possibility to generate non-physical negative mass fractions. By construction
the exponential integration is positive, i.e., does not change the sign of the solution. However
negative mass fractions can still appear from the convective scheme.

Finally to further reduce the CPU cost of chemistry in AVBP, the application of subcycling
could be improved. Currently the number of chemical subcycles x is imposed in the whole
computational domain. However, the chemical time step constraint only concerns the stiffest
reaction zones, usually around the stoichiometric line in the case of diffusion flames, where the
reaction rates are the highest. Typically it is not necessary to subcycle the chemistry in the
burnt gases, in the injection zone, or in the less reactive parts of the flame. In the application
cases of Chapters 6 and 7, these non-stiff zones correspond to about 80% of the grid points.
An efficient way that is proposed here for future work, would be to apply local subcycling only
to the stiff zones, identified with a criterion based on the local heat release rate or s value for
example. This would also require some HPC work to avoid processor load imbalance.

4.5 Turbulent diffusion flame modelling

4.5.1 The Thickened Flame model for diffusion flames

The Thickened Flame Model for LES (TFLES) [Colin et al., 2000] is now widely used by the
LES community to get around the high spatial resolution needed to compute premixed flames.
In the context of diffusion flames, as found in rocket engines, the impact of the grid is different
as previously highlighted in the theses of Shum-Kivan [Shum-Kivan, 2017] and Rocchi [Rocchi,
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2012].

In their theses, considering high-Damkohler flames, i.e., controlled by diffusion, they explain
that the thickening factor of the TFLES approach should be applied to the diffusion coefficient
only (contrary to premixed flames for which it is applied also to the reaction rates), to represent
three contributions to the turbulent flame consumption rate:

o Mesh filtering: Fy,
In the case of a diffusion flame, under-resolution does not lead to a crash, but in over-
diffusion of the flame structure: a coarse mesh acts as a supplementary diffusion, which
may be therefore cancelled with a "counter-diffusion" correction. Therefore F); < 1.

o Sub-grid scale strain rate: F)
Because of under-resolution, the smallest flow structures are not represented, and the
corresponding highest strain rates are ignored. As the strain rate directly acts on the
consumption rate of diffusion flames, a factor F, > 1 must be introduced.

e Sub-grid scale wrinkling: Fp
Similarly to premixed flames sub-grid scale wrinkling acts on the flame surface, enhancing
the combustion rate. Thus, Fi; > 1.

These three effects are combined in the turbulent diffusion thickened flame model, multiplying
species and heat diffusion coefficients by:

F = FyF\Fy (4.21)
———

Fiot

As in premixed flames, this modified diffusion coefficients Dy x F and A x F' should only be
applied in the flame zone. A simple flame sensor # has been proposed by Shum-Kivan, especially
made for diffusion flames as it is centered on the stoichiometric mixture fraction Z:

0 = min(A x exp(—B x (Z — Zy)*1) (4.22)

where A and B are user-defined constants and Z the local mixture fraction. A more advanced
sensor has been recently developed at CERFACS that is applicable to both premixed or non-
premixed flames independently of the flame structure [Rochette et al., 2020].

4.5.2 Paper published in Combustion ¢ Flame

To make first steps in the demonstrations and validation of the method, a first work was
performed on laminar flames to investigate Fj; only, the mesh under-resolution effect on the
flame. Turbulent subgrid-scales contributions are left to future work.

This work ([Cuenot et al., 2021]) is now published in Combustion & Flame. The paper included
below reports the effect of mesh coarsening on 1D counterflow diffusion flames computed with
CANTERA, and extends the first analysis of Shum-Kivan for simple chemistry (also included
in the paper) to detailed kinetics in the form of the ARC scheme derived in Section 4.3.1.

83



JID: CNF [m5G;September 4, 2021;17:26]

Combustion and Flame XXX (XXXX) XXX

Contents lists available at ScienceDirect .
Combustion
.and Flame

Combustion and Flame

journal homepage: www.elsevier.com/locate/combustflame

The thickened flame approach for non-premixed combustion:
Principles and implications for turbulent combustion modeling

B. Cuenot®*, F. Shum-Kivan?, S. Blanchard "

2 CERFACS, 42 Av. G. Coriolis, 31057 Toulouse, France
Y CNES, Launchers Directorate, 52 rue Jacques Hillairet, 75612 Paris Cedex, France

ARTICLE INFO ABSTRACT

Article history:

Received 31 March 2021
Revised 4 August 2021
Accepted 6 August 2021
Available online xxx

Modeling turbulent non-premixed combustion remains a challenge in the context of Large Eddy Simula-
tion (LES) in complex geometries and for realistic conditions, taking into account all physical phenomena
impacting the flame such as heat loss, dilution, or liquid fuel atomization and evaporation. In this work,
the Thickened Flame concept, which allows to resolve the flame front on the LES grid while preserving
the consumption speed, and initially derived for premixed combustion, is adapted to diffusion flames. It
is demonstrated that the concept holds for these flames, with however, a different formulation of the
model due to but their specific nature and properties. In particular, in the high-Damkéhler regime, the
thickening factor is applied only to the diffusion coefficients. The behavior of thickened diffusion flames
is illustrated on laminar steady strained flames for both simple and complex chemistry, showing how the
Thickened Flame concept applies. Based on these results, an expression for the thickening factor related
to mesh coarsening is derived. For a complete turbulent combustion model, the thickening factor should

Keywords:

Non-premixed combustion
Laminar flame

Turbulent combustion modeling

also describe the sub-grid scale flame-turbulence interaction, which is left for future work.
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1. Introduction

Because it induces locally high temperatures, non-premixed
combustion is usually avoided in practical systems. Indeed, on top
of thermal fatigue issues, high temperatures greatly favor nitro-
gen oxidation and soot production which, in the current context
of control and possibly reduction of pollutants, is not acceptable
[1]. In the vast majority of gas-fed industrial burners, combustion
occurs however, in a partially premixed regime characterized by
reactant premixing at various levels. In such burners, the equiv-
alence ratio is not uniform but the occurrence of non-premixed
combustion stays very low [2]. The situation is different in systems
burning liquid fuel injected in the form of a spray. In this case,
droplets may evaporate in zones free of oxidizer and the produced
fuel vapor may burn in a non-premixed mode with recirculation
or dilution air, or with the excess oxygen in the lean burnt gas
[3]. Although this combustion regime is rarely prevalent, it may
induce significant increase of pollutant production in aeronauti-
cal gas turbines, or in direct injection IC engines [4], where the
spray flame may locally induce non-premixed combustion in over-
all highly stratified mixtures. Pure diffusion flames are found only

* Corresponding author.
E-mail address: cuenot@cerfacs.fr (B. Cuenot).
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in very specific devices, such as liquid rocket engines [5] or indus-
trial furnaces, in particular with oxygen-fuel burners [6]. In these
systems highly flammable reactants raise critical safety issues, and
the burner geometry is designed to avoid premixing, leading to a
flame attached to the separator between the two reactant streams.

Despite the above-mentioned dominant premixed mode in
practical systems, the accuracy level required to address current
industrial challenges makes it essential to account for the specific
structure of diffusion flames in system analysis. Contrary to pre-
mixed flames which exhibit intrinsic space and time scales in the
form of fixed flame thickness and flame speed, diffusion flames
do not have such properties and reach a steady state only in the
presence of a flow. The simplest reference configuration allowing
theoretical studies of diffusion flame is the pseudo-1D counter-
flow configuration, in which two opposed jets meet at a stagna-
tion plane. Following the pioneer work of Peters [7], non-premixed
turbulent combustion has been much successfull with the flamelet
concept, taking advantage of the flame properties in the mixture
fraction space. Combined with a probability density function (PDF)
to account for turbulence intermittency, the pre-tabulated flamelet
approach allows to compute turbulent flames with detailed chem-
istry at a reasonable computational cost [8-12]. The main draw-
back of this type of model is the loss of direct interaction between
the local flame structure and the flow. To describe this interaction,
direct integration of the chemistry is required, which implies the
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resolution of a transport equation for each species and a model
for the associated chemical source term. The latter may be de-
scribed with simple mixing-controlled models such as Eddy Break-
Up (EBU) [13], or later Eddy Dissipation Model (EDM) [14]. More
sophisticated techniques use transported PDF or solve the flame
quantities conditioned on the mixture fraction as in the Condi-
tional Moment Closure (CMC) [15] or the Multiple Mapping Con-
ditioning (MMC) models [16]. All these models have been exten-
sively validated in turbulent adiabatic gaseous combustion, and
were found to predict the flame structure with good accuracy.
Their extension to non-adiabaticity [17-19], two-phase combus-
tion [20-22], multiple injection and dilution [23,24], has been pro-
posed in the literature. Although their rigorous derivation makes
them attractive, their application to validation test cases led to var-
ious levels of success. This is due to the increased complexity of
the physics involved which demands additional modeling, weighs
down the model formulation and significantly increases the com-
putational cost.

In the framework of Large Eddy Simulation (LES), which has be-
come a standard in the research community for the study of real-
istic turbulent flows, the Thickened Flame (TF) concept [25] has
gained much interest as it takes full benefit of the spatial filtering
of the formulation. Note that although they are not strictly iden-
tical, the grid filter usually serves as the LES filter and both fil-
ters are equivalently used in model derivations and analyses. Only
the subfilter, or subgrid smallest dissipative scales of the turbu-
lent field are modeled so that, provided that the smallest resolved
scales are sufficiently close to the premixed flame scale, a good
part of the flame front is directly resolved by LES. To make it fully
resolved, the flame is artificially thickened while keeping its flame
speed unchanged. Introducing a sub-grid efficiency model to take
into account the unresolved filtered flame front wrinkling, this ap-
proach then allows to solve unsteady turbulent flames taking into
account heat losses, liquid fuels or dilution without further mod-
eling. The TF approach may be combined to various descriptions
of the flame structure, such as direct chemistry integration [26,27],
tabulated flamelets [28-30] or equilibrium [31]. It represents the
flame-turbulence interaction with the resolved contribution and a
subgrid-scale contribution in the form of an efficiency function,
i.e., totally different from pdf-based or viscosity-based (ILES) meth-
ods. The TF model has been applied with success to a large variety
of configurations and to study many complex phenomena such as
thermo-acoustic instabilities [32,33], ignition and extinction [34-
36/, and pollutant formation [26,37]. Its simplicity makes it easy
to implement in industrial CFD codes for the prediction of real in-
dustrial systems with complex geometries and varying operating
conditions. In its original version, the TF model is however, lim-
ited to premixed combustion as it is based on particular properties
of premixed flames. If directly applied to non-premixed flames, it
may lead to a significant modification of the turbulent flame con-
sumption speed and finally incorrect flame shape and behavior.
A literature search combining the keywords 'thickened flame’ and
'non premixed’ reveals very few references [38-42]. All cases refer
to non premixed injection, leading to a partially premixed flame,
i.e., a premixed flame with variable equivalence ratio, and a rare
occurrence of true non-premixed combustion which does not sig-
nificantly impact the result. The key point was then to avoid thick-
ening outside the reaction zone in order to ensure correct mix-
ing prior to combustion. This was obtained with the Dynamic TF
(DTF) model based on a flame sensor [38]. However, modeling pure
diffusion flames with a TF approach remains an open question. If
the TF concept, i.e.,, making the flame resolvable on the grid still
holds for non-premixed combustion, it must be adapted to it. This
question is crucial for extending the TF model to LES of purely
non-premixed combustion, partially premixed combustion or two-
phase combustion in real systems. Indeed, even though computa-
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tional resources today allow to come close to flame resolution in
ambient conditions and in simple geometries, there are still condi-
tions such as high pressure, oxycombustion or very intense turbu-
lence which induce very thin flames requiring modeling.

In order to make first steps in this direction, the present pa-
per aims to demonstrate how laminar non-premixed flames can be
artificially thickened while preserving their main properties. Aim-
ing to allow the direct resolution of combustion chemistry, the TF
model answers two related major questions. First, artificial flame
thickening allows to compute a thin flame on a coarse grid, en-
suring numerical robustness and physical validity. Second, the sub-
grid scale flame-turbulence interaction is modeled by describing
the sub-grid scale wrinkling. The first question is addressed here
for non-premixed combustion, based on the properties of lami-
nar diffusion flames. This first step allows then to derive a theo-
retical formulation of the TF approach for LES of turbulent non-
premixed and partially premixed combustion. This theoretical for-
mulation is however not complete, as it introduces sub-grid scale
models which still need to be derived. The objective of the present
work is only to demonstrate the theoretical validity of the TF con-
cept adapted to non premixed combustion, and therefore the study
does not include turbulent flame cases.

The paper is organized as follows. In Section 2, the properties of
laminar diffusion flames are recalled and the implications for their
artificial thickening and resolution on coarse grids are detailed.
These findings are illustrated on a series of numerical test cases,
first using simple chemistry and summarized in Section 3 together
with the numerical method. Results are then presented and ana-
lyzed in Section 4. They are extended to more complex chemistry
flames in 5. Finally the formulation of a Thickened Flame approach
for non-premixed combustion is given in Section 6.

2. Strained diffusion flames

Contrary to premixed flames, laminar diffusion flames do not
have a steady structure in a quiescent environment. The reason is
that the flame is fed by both sides and therefore can not propagate
in a direction or the other, but naturally stabilizes at locations of
stoichiometric conditions. While the convective-diffusive-reacting
balance is reached in the propagating premixed flame as soon as it
propagates at the flame speed, the similar balance can be reached
in diffusion flames only if convective transport is forced by an ex-
ternal flow. Thus, two types of laminar flames may be defined: (i)
unsteady unstrained flames, which widen indefinitely in the ab-
sence of a flow, and (ii) steady strained flames, which are subjected
to a velocity strain rate and reach a stationary structure. It was
shown in Cuenot et al. [43] that an unsteady unstrained flame at
time t after the moment when the reactants are put into contact,
has the same structure as a steady strained flame with an equiv-
alent strain rate a = 1/2t. More complex flames resulting from a
varying strain rate have been studied in Cuenot et al. [43] and were
also shown to have the same structure than of a steady strained
flames with a so-called equivalent strain rate, taking into account
the strain rate variation in time. Therefore in the following only
steady strained flames will be considered.

The most simple configuration which allows to establish a
steady diffusion flame is the counterflow configuration (Fig. 1)
where the fuel and oxidizer streams are injected with two opposed
jets. Although the real counterflow geometry is axisymmetric, it is
often considered as a planar 2D configuration for simplicity in both
theoretical and numerical studies. In this case the velocity field
corresponds to the simple potential flow defined by u=ay and
v = —ax, where u and v are the two velocity components and the
strain rate a is the constant velocity gradient which depends only
on both injection velocities ug and ur and the distance between
the injector planes L as a = |ug — ug|/L. Note that in the presence
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Fig. 1. Counterflow configuration for the study of laminar diffusion flames.

of a flame the velocity field is perturbed by the varying density
so that the true strain rate applied to the flame is slightly different
from the constant value of the non-reacting flow. However, even in
that case the velocity field may be approximated by pu = pgay and
pv = —poax where pq is a reference density, and the strain rate a
corrected with the density ratio can be again considered constant
[44].

Thanks to symmetry and the simple 2D velocity fields, the
problem may be described with a pseudo-1D set of equations
along the axial x-direction, which in the steady case take the gen-
eral form:

var %var .
qu :DW + Wyar (1)

where var represents any species mass fraction or temperature
and @yqr is the associated chemical source term. For simplicity the
same diffusion coefficient D is used here for all variables, but it
can be easily extended to different diffusivities following [45]. It
will be shown in Section 5 that the conclusions obtained with this
simplified transport properties model still hold for different diffu-
sivities.

The steady solution obtained for the mixture fraction, which
follows Eq. (1) without the chemical source term, writes [45]:

20x) = 5 (1 - erf(x) @
with

™ [P
'“x)";ﬁiﬁi and c<x>—lﬁ 2 a (3)

where Z is the non-dimensional mixture fraction, taking values of
1 in the fuel stream and O in the oxidizer stream. In the above
equation, erf is the error function and the quantity ¢ is introduced
to take into account the varying density through the flame. The
coordinate origin x = 0 is taken at the point of zero velocity, and
po denotes the density at this point.

It is easily demonstrated that a change of variable from x to Z
applied to Eq. (1) leads to:

2

—X % = d)var (4)
where x =2D(0Z/9x)? is the scalar dissipation rate. Outside the
reaction zone, i.e., where wyqr is zero, the solution of Eq. (4) is
a simple linear function. Assuming that the gradient of Z is close
to constant inside the reaction zone, x is often taken also con-
stant at its value at stoichiometry xs. From Eq. (2), one obtains
Xst = Ca/m, where Cy = exp(—n2)pst/po is a constant linked to
the position of the flame (Cs = pst/09 if the flame is located at
x = 0). With this expression of xs, it can be observed that the so-
lution of Eq. (4) in the mixture fraction space is insensitive to dif-
fusion coefficients for steady strained flames.
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Eq. (4) clearly highlights the reactive-diffusive balance in the Z-
space, which controls the flame structure and its response to scalar
dissipation or equivalently to strain rate. Two different combus-
tion regimes may be introduced here, depending on this reactive-
diffusive balance and distinguished with the Damk&hler number
Da = 1/tcxst where 7. is the flame chemical time scale. For high
Da, combustion is very fast while flow transport processes are
slow: the chemistry completely consumes reactants as soon as
they reach the stoichiometric zone and the flame consumption rate
is limited by diffusion. On the contrary for low Da, the flame is
fed too fast compared to what it can burn: the combustion is lim-
ited by chemistry, and leakage of unburnt reactants occurs. Below
a certain value of Da, the consumption rate starts to decrease un-
til extinction is reached at the quenching value Dag. The analysis
performed in the following holds for the high-Da regime which is
encountered in most practical systems. Low-Da flames being con-
trolled by slow chemistry, have a higher thickness and are there-
fore less demanding in numerical resolution.

In view of elucidating the mesh requirements for diffusion
flames, the same quantities of interest used for premixed flames,
namely consumption speed and thickness which also hold for dif-
fusion flames, are used to characterize the flame.

2.1. Flame consumption speed

As for premixed combustion, a major quantity of interest is the
flame consumption speed which controls the flame surface and is
critical for the design of combustion chambers. This quantity can
be calculated first in the mixture fraction space from any flame
variable, by integrating Eq. (4):

-7 too dvar ™
anr = / WyardZ = — X5t 9z (5)

oo

As all flame variables (mass fractions and temperature) are linear
functions of Z where the reaction rate is zero, and replacing xs
with the strain rate, one gets:

oz 4 (vanm —vary  varg — var_oc) (6)
var 1-Zy Zst

T
Note again that in the Z-space, the flame consumption speed is
independent of the diffusion D and only depends on the strain rate
a. Going back in the physical space, the consumption speed writes:

anr (7)
0Z/0x

As done previously for the scalar dissipation rate, and because re-
action source terms are non zero only near stoichiometry, the pas-
sive scalar gradient is considered constant ant taken at the stoi-
chiometric value:

82) a
au = Cst oy (8)
<8x o« 27D

This finally gives the following expressions for the consumption

Qvar =

speed:

. 1 /2aD jvar,. —varg  varg — var_

Quar = —=—/ — — 9
v Gt Y ( 1-Zy Zs ) 9)

The above expression can be applied to the fuel, oxidizer or tem-
perature. In this paper the heat release rate will be used to mea-
sure the flame consumption speed:

g, L [0 G0 - GT)T (10)
Cst s Zye(1 —Zy)

where for simplicity the same initial temperature Ty is taken for

both reactant streams, Ty is the temperature at stoichiometry and




JID: CNF

B. Cuenot, E. Shum-Kivan and S. Blanchard

Cp(T) is the heat capacity. Note that the flame consumption speed
scales as a diffusive flux, therefore leading to the same flame loca-
tion as the stoichiometric line which is also controlled by the same
diffusive flux.

2.2. Flame thickness

The second important quantity to evaluate is the flame thick-
ness, which in principle controls the spatial resolution of numeri-
cal simulations. In diffusion flames, the thermal thickness may be
expressed as the inverse of the mixture fraction gradient:

1 /2nD
=\ "a (11)

Of course, the thickness of the reaction zone is smaller and de-
pends on chemistry. However, in the considered high-Da diffusion
flame regime, chemistry is not the limiting phenomenon and the
reaction zone thickness is not as important as it is for premixed
flames. Therefore it is ignored in this analysis and it will be con-
firmed in the simulations of Sections 4 and 5 that this quantity is
not a controlling parameter.

The two above expressions in Eqs. (10) and (11) show that
in diffusion flames, the consumption speed scales as +/aD while
the flame thickness scales as ,/D/a. This immediately shows that
modifying the chemical source term has no effect on high-Da
diffusion flames properties, which can only be altered by modi-
fying either the diffusion coefficient D or the strain rate a. This
is to be compared to the scaling laws of the same quantities in
premixed flames, which are « ~RD for the consumption speed
(or equivalently the flame speed) and o ,/D/R for the thermal
flame thickness, where 1/R is a chemical time scale. Therefore, the
Thickened Flame concept as formulated for premixed flames, i.e.,
multiplying D and dividing R by the same thickening factor F, can
not be applied to diffusion flames. For these flames, preserving
the consumption speed while thickening the flame front requires
to multiply D and divide a by the same thickening factor F.

Another important difference with the premixed flame is that a
diffusion flame does not have any fixed, intrinsic thickness. Instead,
the diffusion flame thickness adjusts to the local velocity gradient,
as the result of the convection-diffusion balance of the mixture
fraction. This property of diffusion flames has a direct consequence
for their numerical simulation: the resolution requirements are di-
rectly linked to the resolved flow. In other words, when applying
grid filtering as is done in LES, the resolved strain rate decreases
which automatically thickens the flame. This effect may even be
enhanced by possible numerical diffusion which adds to the phys-
ical diffusion and further thickens the flame front. This of course
depends on the numerical method used in the solver, but a di-
rect consequence is that, contrary to premixed flames, simulating
diffusion flames on LES grids does not need any explicit artificial
thickening. The question is then to evaluate if the grid resolution
is sufficient, i.e., if the LES mesh is not too coarse for the thickened
flame corresponding to the resolved flow, which is the first objec-
tive of the present study. Whereas the obtained solution is correct
or not, and what it implies for turbulent combustion modeling, are
two other questions which are also addressed in this paper.

3. Test cases and numerical set-up

In order to illustrate and evaluate the effect of grid resolu-
tion on diffusion flames, a methane-air counterflow configuration
is computed with different meshes. The advantage is that in this
particular case, thanks to the very simple flow the strain rate does
not change with the mesh and the flame has a fixed thickness. It
is then possible to analyse the effect of mesh resolution on the
flame only, whatever it means for the flow. As a consequence, and
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Fig. 2. Comparison of the 2-steps chemistry with GRI3.0: total heat release rate 1
of strained methane-air flames as function of the strain rate (left) and temperature
profile in the mixture fraction space for a = 250 s~ (right).

following Eq. (4) the theoretical solution in the mixture fraction
space does not change. According to the findings of the previous
Section, in this particular case where a is kept constant, the impact
of grid filtering on both the flame consumption speed and flame
thickness is only related to the diffusion coefficient seen by the
flame, i.e., including numerical diffusion induced by both filtering
and numerical schemes.

Simulations are performed with the open source solver CAN-
TERA [46]. For simplicity and easier analysis, a simple 2-steps
chemical scheme is used first. Extension to more complex chem-
istry will be addressed in Section 5. The 2-steps scheme (denoted
BFER*) is taken from [47], adapted to diffusion flames in Franzelli
[48] by using non-unity Lewis numbers to recover the correct
flame response to strain rate. The kinetic scheme writes:

CHy4 + 1.50, — CO + 2H,0 (12)

CO + 0.50, <> CO, (13)

In the approach of [47], the pre-exponential constant of both re-
actions is a polynomial function of the equivalence ratio, fitted on
measured flame speed values. All reaction constants and correction
functions may be found in Franzelli et al. [47], Franzelli [48]. It has
been verified that the 2-steps scheme correctly reproduces the dif-
fusion flame structure and properties at initial ambient tempera-
ture and pressure. This is illustrated in Fig. 2 showing the compar-
ison with the reference GRI3.0 [49] of the total heat release rate
Qr computed from the heat release rate integrated through the
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Fig. 3. Mixture fraction profiles obtained for the various meshes of Table 1, a =
100 s 1.
Table 1
List of test cases.
Name Number of points Ax [mm] RR
M1000 1000 0.02 200
M500 500 0.04 100
M100 100 0.2 20
M50 50 0.4 10
M30 30 0.67 6
M10 10 2 2

flame front, as a function of the strain rate, and the temperature
profile in the mixture fraction space for a strain rate of 250 s~1.
Both curves show that the 2-steps chemistry correctly predicts the
flame shape and its response to strain, with only minor deviations
from the reference case. The main difference is the value of the ex-
tinction strain rate, found to be higher with the 2-steps chemistry.
However, the present study is restricted to the high-Da regime, i.e.,
far from extinction.

The test cases are summarized in Table 1. The distance between
the two injection planes is 2 cm and the reactants are initially
taken at ambient temperature and pressure. Pure methane and
pure air are injected with velocities of 1.2 m s~! and 0.8 m s!
respectively, leading to a global equivalence ratio of about 15 and
a strain rate of 100 s~'. In these conditions the flame thickness 35,
computed from the mixture fraction profile, is about 4 mm and
the total heat release rate is 323 kW. Due to a low strain rate,
this flame thickness is quite larger than what would be found in
LES of real systems, but it features the same behavior if related to
the flame resolution for a given flow resolution. Therefore, up to 6
different meshes are used, all with a uniform step size Ax, corre-
sponding to a resolution ratio RR = §;/Ax in the range [2-200].

4. Results and analysis

Figure 3 shows the mixture fraction profile obtained for the dif-
ferent meshes. The flame is located at Z = 0.05, i.e., very close to
the air stream. Even with only 10 points in the domain, a stable
solution is obtained. As expected, the mixture fraction is filtered
by the grid and the numerical evaluation of its gradient decreases
with mesh coarsening. Note that CANTERA uses a first-order up-
wind discretization scheme, which introduces a dissipation error
of the form sin(kAx)/kAx for a harmonic function, where k is the
wave number. The discretization error on derivatives then adds to
the filtering effect, with a maximum of 2/ factor for the max-
imum discrete wave number. To better understand the flame re-
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Fig. 4. Heat release rate profiles obtained for the various meshes of Table 1, a =
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Fig. 5. Total heat release rate obtained for the various meshes of Table 1, as a func-
tion of RR.

sponse, Fig. 4 shows the corresponding heat release rate profiles.
Here also the impact of grid filtering is very clear, with the de-
crease of the peak value and increase of the reaction zone width
with mesh coarsening. Note that in case M10, the reaction zone is
described with 1 point only, which confirms that the resolution of
the reaction zone is not critical. The reason for this somewhat sur-
prising, very robust behavior is linked to the specific property of
diffusion flames of always burning at stoichiometry, i.e., at fixed
stoichiometric values of temperature and reactant mixture frac-
tions which, according to Eq. (4), only depend on the strain rate.
Note that the reaction rate has a peaked profile and that its inte-
gral, not its derivative, are relevant. This explains why it may be
represented with very few points, contrary to the thermal thick-
ness which is based on a gradient and requires more points. There-
fore, and contrary to premixed flames, a converged filtered solu-
tion may be obtained for any grid resolution, provided that the
stoichiometric location is captured. This is indeed what can be ob-
served in Fig. 4, where the peak of heat release rate is always close
to the stoichiometric point.

The accuracy of the solution is now evaluated with the flame
consumption rate (or equivalently total heat release rate ), plot-
ted as function of the ratio RR in Fig. 5. Even if the simulation leads
to a stable solution, deviations with the reference value appear al-
ready for RR = 20 and below. This is due to the under-estimation of
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Fig. 7. Total consumption rate obtained for the various meshes of Table 2 with the
correction factor 1/F, as a function of RR.

the mixture fraction gradient, which can be interpreted as numer-
ical over-diffusion. Consistently with Eq. (10), this over-diffusion
leads to an increased consumption rate, up to a relative increase
of 65% for mesh M10 (RR = 2).

To verify the assumption that the over-estimation of the flame
consumption rate is solely due to numerical diffusion, the effect
of mesh coarsening is now mimicked by introducing an effective
diffusion coefficient D* in the simulation with the reference fine
mesh M1000. Following Eq. (10), the value of D* is estimated from
the solution obtained on the coarse meshes as:

. 2
F=D=<FMW> (14)
D €21, m1000

where M* stands for the various meshes of Table 1. Taking mesh
M1000 as the reference, the values of F obtained for the coarser
meshes are summarized in Table 2, with a maximum of 2.57 for
mesh M10. Multiplying all diffusivities by the same factor F and
using the refined mesh, i.e., without numerical diffusion, the re-
sults of Fig. 6 are obtained. They show that indeed, changing dif-
fusivities not only changes the consumption rate, but the behavior
of the coarse mesh solutions is exactly retrieved.

The inverse exercise can then be performed, i.e., simulating the
flame on the coarse meshes with modified diffusion coefficients to
recover the reference consumption speed. This time all diffusion
coefficients are divided by the factor F. Results plotted in Fig. 7
show that indeed the correct reference consumption rate is well
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Table 2
Values of the correction factor F for the meshes of
Table 1.

Name M500 M100 M50 M30 M10

F 1 1.113 1.27 1.505 2.575

retrieved. If the accuracy slightly decreases at low RR, the devia-
tion never exceeds 3%, which is remarkable for RR =2 for exam-
ple. Again, this is due to the fact that the flame consumption rate
is only driven by the diffusive flux at stoichiometry, which can be
corrected even with only two points in the reaction zone provided
that one point is close to stoichiometry.

5. Impact of thickening on the chemical structure of the flame

All calculations in the previous sections have been performed
with a simple two-steps chemical scheme. It is therefore impor-
tant to determine if the conclusions obtained for simple chemistry
sill hold for more detailed chemistry. In particular, it can be ques-
tioned if mesh coarsening alters the chemical inner flame struc-
ture. Another possible issue is the stiffness of intermediate species
which may raise difficulties if their diffusion coefficient is further
decreased by F. In order to study these possible effects, another se-
ries of counterflow flames has been computed with semi-detailed,
so-called Analytically Reduced Chemical (ARC) scheme. The condi-
tions here correspond to high-pressure, methane-oxygen combus-
tion encountered in rocket engines. In such conditions the flame
is extremely thin, leading to small values of RR in LES of rocket
engine combustion chambers.

ARC schemes are built from detailed chemistry, following sev-
eral reduction steps starting with DRGEP, then lumping and finally
applying the Quasi-Steady-State Assumption (QSSA) to decrease
chemical stiffness. ARC schemes offer a good compromise between
accuracy and computational cost and are well adapted to LES. All
details may be found in Pepiot-Desjardins and Pitsch [50], Felden
[51]. In the present case the ARC scheme was specifically derived
for methane oxy-combustion. Starting from the Ramec [52] de-
tailed scheme, a 14 transported species-, 4 QSS species- and 136
reactions-mechanism was obtained and validated on laminar diffu-
sion flames at various strain rates with an error on the consump-
tion rate staying below 1.5%. As in the previous section, counter-
flow flame simulations have all been performed with the solver
CANTERA [46].

The distance between the two injection planes is here 1 cm.
Pure methane and pure oxygen are injected at 280 K with the
same mass flow rate, leading to a strain rate of 810 s~! and a
global equivalence ratio of 4. The pressure is set at 54 bar. In these
conditions the flame thickness is 300 wm and the total heat re-
lease rate is 2020 kW. Up to 9 different uniform meshes have been
used, with the number of points ranging from 30 to 1500, i.e., with
RR, ranging from 0.9 to 45, respectively (see Table 3). All cases led
to a converged flame solution, demonstrating that diffusion flames
may be stably computed on very coarse meshes even with detailed
chemistry.

Figure 8 shows the mixture fraction profiles obtained with
the different meshes of Table 3. The mesh-filtering effect appears
clearly, similarly to what was observed in simple chemistry cases.
Two additional observations can be made, which are also true but
less visible in the simple chemistry cases. First, it can be seen that
the profiles are less steep on the fuel (left) side due to larger diffu-
sion coefficients in this stream compared to the fuel stream, and as
a consequence this zone is less sensitive to filtering. Second, note
that all profiles except the M50 case, have a grid point close to
stoichiometry. As explained in the previous section, this should im-
pact the accuracy of the flame consumption rate prediction.
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Table 3
Values of the correction factor F for ARC flames.
Name M1500 M1000 M700 M500 M300 M200 M100 M50 M30
RR 45 30 21 15 9 6 3 1.5 0.9
F 1 1.01 1.03 1.04 1.08 1.12 1.19 1.25 1.46
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Fig. 9. Diffusion flames with ARC chemistry: total heat release rate obtained for the
various meshes of Table 3, as a function of RR.

The total heat release rate obtained with the different meshes is
shown in Fig. 9. Similarly to the simple chemistry cases, numerical
diffusion due to mesh coarsening leads to an increase of the total
heat release rate which is multiplied by about 1.46 for the coars-
est mesh. The same correction is then applied, dividing all diffu-
sion coefficients by a correction factor F calculated with Eq. (14),
in order to compensate for the numerical diffusion. Table 3 gives
the values of F for all cases. Compared to the simple chemistry
cases, the F factors are slightly higher for equivalent RR values. Re-
sults are compared to the simulations without correction in Fig. 9.
Similarly to the simple chemistry cases, the reduced diffusion co-
efficients allow to recover the correct heat release rate. Except for
M50, the corrected consumption rate is recovered with less than
2% error. Case M50 is particular in the sense that it is the only one
with no grid point close to stoichiometry: as explained in the pre-
vious Section, it is then impossible to obtain a correct evaluation
of the reaction rate. In other words, using the same mesh resolu-
tion but with a point close to stoichiometry would allow to well
predict the flame consumption speed with the F correction.

Fig. 10. Diffusion flames with ARC chemistry: heat release rate profiles for meshes
M1500, M200 and M30.

These results indicate that the theoretical expressions derived
in Section 2 still hold for more detailed chemistry diffusion flames,
which may be controlled by acting on diffusion coefficients. They
also confirm that a good prediction of the flame consumption rate
can be obtained even on very coarse meshes, provided that a grid
point is placed close to stoichiometry.

The final question to answer is about the description of the in-
ner chemical structure of the flame. Indeed, ensuring an accurate
prediction of the flame consumption rate is critical and a must for
any model, but using detailed chemistry is useless if the chemical
structure of the flame is not preserved. To elucidate this question,
the flame structure obtained with M200 having RR = 6, and M30
having RR = 0.9 are compared to the reference flame computed on
M1500.

The complex structure of methane-oxygen flames is first illus-
trated with the profile of the heat release rate, shown in Fig. 10.
Three zones can be identified. On the methane side (left side in the
plot), an endothermic zone marks dissociation of methane before
entering the exothermic, double peak oxidation zone. The highest
peak, close to stoichiometry, corresponds to the oxidation of the
fuel species and the production of the major products, while the
second lower peak on the oxygen side is related to the recombina-
tion of OH and O into H,O0.

The heat release rate obtained on meshes M200 and M30 ap-
pear much filtered by the coarse grid, with only 4 points and
1 point respectively in the profile. Despite this very low resolu-
tion, the heat release rate profile on M200 keeps the endother-
mic - exothermic double structure. It is slightly widened and all
peaks are much lowered, but as reported in Table 3, the integral
is only 1.12 higher than the reference value and the F-corrected
profiles are very close to the non corrected ones. On mesh M30,
the shape of the heat release rate is lost and the profile exhibits
one single peak, which is the only possible structure with 1 point
in the reaction zone. However, here again, and as demonstrated
previously, the integral is not so far from the reference value and
can be corrected. To elucidate this behavior, top-hat filters of size
50 pm, i.e., the step size of mesh M200 and 333 pm, i.e., the step
size of mesh M30, have been applied to the reference solution
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and are compared to the M200 and M30 solutions in Fig. 10. In
both cases, the filtered M1500 solutions appear to be remarkably
close to the M200 and M30 profiles which confirms that the reac-
tion rate, being evaluated around stoichiometry, does not introduce
strong non-linearity.

The chemical structure of the flame is finally investigated with
the species mass fraction profiles in the mixture fraction space,
for the same 3 cases M1500, M200 and M30 in Fig. 11. The ma-
jor species (Fig. 11, top) are very close for all cases, the deviations
being mostly the result of mesh sampling. In Fig. 11, bottom, inter-
mediate species are still very well captured with M200: although
some species like O, H or HO2 have only one non-zero point, the
peak location and value is correctly predicted for all species. The
agreement is not so good with mesh M30, with deviations in peak
level for H and H2, and peak location for HO2, OH and O. However,
the OH species, often used as the flame marker, is reasonably well
captured.

From the above simple and detailed numerical simulations, the
following conclusions can be drawn:

- for a given strain rate, the flame solution in the mixture frac-
tion space is insensitive to diffusion, and therefore to mesh fil-
tering,

because the flame thickness adapts to the numerically resolved
strain rate, the numerical simulation of diffusion flames stays
robust on coarse meshes even with RR below 1, without further
artificial thickening,

the error on flame consumption speed due to numerical diffu-
sion may be corrected by acting on the diffusion coefficients,
to correctly capture the inner chemical structure of the flame,
about 5 grid points are needed to describe the reaction zone.

It must be reminded that the above conclusions only hold for
high-Da flames, while low-Da flames do not raise such numerical
issues. Note that the correction by F does not modify Da, i.e., pre-
serves the flamelet regime.

6. Implications for turbulent combustion modeling

The properties of diffusion flames described in the above sec-
tion allow to derive a Thickened Flame Approach for the modeling
of turbulent non-premixed combustion in LES. As explained in the
Introduction, the model must ensure that:

« the LES of the turbulent diffusion flame is numerically stable,

« the consumption speed, which controls the flame length and
combustor efficiency, is predicted with sufficient accuracy,

- the inner chemical flame structure is correctly described for the
prediction of pollutants or fuel effects.

Concerning numerical stability, the conclusions drawn in the
previous Section bring the answer. It has been demonstrated that
the simulation always leads to a stable solution even for very
low mesh resolutions with RR below 1. Note that with the LES
grid acting as a filter on the flow, the resolved strain rate de-
creases with mesh coarsening and consequently the flame thick-
ness, which adapts to the resolved filtered flow, increases.

Concerning the accuracy of the prediction of the consumption
speed, it has been demonstrated in the previous Sections that it
can be recovered by applying a factor F on the diffusion coeffi-
cients. The remaining question is now about the determination of
the value of F. To answer it, it is useful to come back to the sources
of error on the consumption speed. They are of two kinds: the nu-
merical error (€pym) due to numerical diffusion as observed in the
previous Sections, and the modeling error (&sg) due to subgrid-
scale flame-turbulence interaction.

The numerical error epym = QT’num — Q7 exaet 1S €asy to evaluate
in the LES. Indeed, it is directly related to the ratio F = D*/D in-
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troduced in Eq. (14) as enum = (F2,, — 1)S'2T,exac[. To evaluate Fuym,
the relation between the resolved strain rate and the scalar dissi-
pation at stoichiometry s = Cszta/n is used. As s is proportional
to the diffusion coefficient D, the correction factor Fy,m can be de-
termined as:
Ca'tS

Fnum =
LES
Xst

(15)

where the superscript LES refers to values measured in the LES. If
the mesh is sufficiently fine, x5 = C2a*S/m and Fym = 1. If nu-
merical diffusion appears, x5 decreases and Fum < 1.

The modeling error &sgs is more difficult to evaluate. It is the re-
sult of two subgrid-scale effects. First the subgrid-scale strain rate,
which may be higher than the filtered strain rate, may increase
the flame consumption rate. Second the subgrid-scale flame front
wrinkling, by increasing the flame surface area, may also increase
the flame consumption rate. Ignoring both effects leads to an un-
derestimation of the flame consumption rate, which should be cor-
rected by the application of a factor Fygs < 1. The determination of
Fys is a complex modeling question and is left for future work,
which could be inspired by subgrid-scale modeling for premixed
combustion.

While the numerical error depends on the already defined RR
ratio measuring the flame resolution, the modeling errors depends
on the Kolmogorov turbulent scale n resolution RR; = n/Ax. For a
given flame, high turbulence intensity leads to RR;; < RR, i.e., domi-
nant modeling error, while in weakly turbulent flows RR; > RR, i.e,
dominant numerical error. The limit between the two situations is
modulated by the flame scale which in the case of non-premixed
combustion is driven by diffusion. This is also nuanced by the fact
that diffusion flames may not adapt to the smallest scales of tur-
bulence, when these are too fast compared to the flame time scale,
as shown in Cuenot et al. [43].

The Thickened Flame model for non-premixed turbulent com-
bustion finally consists in dividing all diffusion coefficients by
Figs = Fum x Fygs. Note that depending on the relative importance
of the numerical and modeling errors, F g may be above or below
1, i.e., diffusion may be decreased or increased. It may also happen
that Fgg ~ 1, which means in that case that numerical diffusion
compensates subgrid-scale effects. This has been observed for ex-
ample in Breda et al. [53] where LES with and without sub-grid
scale turbulent combustion model gave similar results.

This approach will give an approximate description, considered
acceptable in the context of LES, of the chemical structure of the
flame provided that about 5 points are located in the reaction zone
with one point close to stoichiometry. Whereas this resolution can
be achieved or not depends on the Damkdhler number of the fil-
tered flame, possibly corrected with Fs.

7. Conclusions

The specific properties of diffusion flames give them a very dif-
ferent behavior compared to premixed flames when computed on
coarse meshes. Because they do not have any intrinsic thickness
nor consumption speed, diffusion flames are more difficult to con-
trol. In the high-Damkdéhler regime, and for a given strain rate, the
only controlling parameter is the diffusion coefficient. One positive
consequence is that diffusion flames adapt to the resolved flow,
i.e, to the mesh and do not require artificial thickening to stay
numerically stable. Interestingly, and again due to the particular
mixing and reacting process of diffusion flames, the consumption
speed is found relatively insensitive to the mesh resolution and
the error becomes significant for very low resolution only. These
properties and flame behavior may be used to build a Thickened
Flame concept for the modeling of non-premixed turbulent com-
bustion in the framework of LES, ensuring flame resolution while
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preserving the combustion speed. The formulation is different from
the premixed combustion Thickened Flame model, which will re-
quire to identify the flame regime in partially premixed combus-
tion. Next step is now to determine and model the sub-grid scale
flame-turbulence interaction, which is left for future work.
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4.5.3 Application in AVBP

The behaviour obtained for both simple and complex chemistry in 1D CANTERA flames, in
agreement with theory, is now checked in AVBP. The F' expression is recalled here (note the

different writing conventions for F' in Section 4.5.1 and F); in the paper: F' = 1/F);, so that
F>1):

D~ Oare \ 2
F o) <CUREF> (4.23)
In his thesis work, Shum-Kivan suggested that the behaviour would be the same in AVBP.
However the numerics employed in both solvers are rather different and may act differently
on the solutions. In the following the numerical schemes used for convection and diffusion are
respectively Lax-Wendroff [Lax and Wendroff, 1960] and the 2A Galerkin, which are 2nd order
in space and are known to be quite dissipative.

The same numerical setup as in Section 4.4.1, for the simulation of 2D counterflow diffusion
flames with the same strain rate of dyean = 80957, is used along with the ARC chemistry
derived for the CONFORTH configuration in Section 4.3.1 (note that is is also the same ARC
scheme as presented in the paper section 5 "Impact of thickening on the chemical structure of
the flame"). No SGS model is activated as laminar flames are considered and, as the study
focuses on diffusion, no artificial viscosity is applied in the flame zone.

As in CANTERA, several meshes are considered, from the reference refined case where the
thermal flame thickness is resolved until a very coarse mesh, close to the crash limit. Table 4.8
sums up the obtained integrated heat release rate depending on the mesh resolution, and the
subsequent F' factor calculated with Eq. 4.23.

Case Azx[pm] | Normalized wr | F

REF 1 1 1
COARSE_5 d 0.997 0.994
COARSE_ 10 10 1.04 1.077
COARSE_ 20 20 1.40 1.971
COARSE_ 30 30 1.79 3.200

Table 4.8: Integrated heat release rate normalized with the reference value, obtained in AVBP
2D counterflow diffusion flames depending on the mesh resolution.

A similar behaviour as in the CANTERA simulations is obtained: the mesh under-resolution
induces numerical diffusion which increases the integral of the heat release rate. Notice that
case COARSE_ 5 exhibits a really similar total heat release rate compared to the reference case,
demonstrating mesh convergence. This case does not need any F' correction and is omitted in
the following.

The correction factors F' computed with Eq. 4.23 (denoted Fjy, Fjy... afterwards) can then be
applied directly through the Schmidt and Prandtl numbers of the species and mixture. As the
objective is to counter-diffuse, Sc, and Pr are multiplied by F', which is equivalent to decrease
the diffusive fluxes. Results from simulations run with the modified Sc¢j, and Pr* numbers are
reported in Table 4.9.

It seems that in AVBP the application of F' does not fully have the expected effect. Even
though it improves the results (normalized integral of heat release rate are lower than without
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Case Azx[pum] | Normalized wr

REF 1 1
COARSE_10_F 10 1.01
COARSE_20_F 20 1.24
COARSE_30_F 30 1.65

Table 4.9: Integrated heat release rate normalized with the reference value, obtained in AVBP
2D counterflow diffusion flames depending on the mesh resolution, after application of the F
factors of Tab. 4.8 to the diffusion fluxes.

correction), the flames are still over-diffused and their consumption rate is not well recovered,
contrary to what was found with CANTERA. The explanation comes from the numerics in
AVBP which induce more numerical diffusion and counteract the F' correction.

To verify this explanation, the effect of F'is tested the other way around, applying over-diffusion
with 1/F < 1 to flames resolved on the reference mesh, i.e., with minimum numerical error.
The case named REF_F_ 30 uses F3y = 3.2 of case COARSE_ 30, now dividing the original
Scp and Pr number by F3q. This gives the results presented in Table 4.10.

Case Azx[pum] | Normalized wy
REF 1 1
COARSE_ 30 30 1.79
REF_F_30 1 1.98

Table 4.10: Integrated heat release rate normalized with the reference value, obtained in AVBP
2D counterflow diffusion flames on meshes REF, COARSE_ 30 and REF after application of
1/ F3p factor to the diffusion fluxes.

Here the effect of over-diffusion is indeed well recovered, as the normalized integral of the heat
release rate on the reference mesh is well increased with the application of 1/F3g, and close
to the case COARSE_ 30 although slightly higher. This means that the effect of applying the
thickening factor F' to diffusion only is well recovered in AVBP and consistent with theory,
provided that the numerical error stays limited. It can be therefore concluded that in order to
apply counter-diffusion in AVBP, as possibly demanded by the thickened flame approach, it is
necessary to use numerical schemes with limited numerical diffusion.

This was tried with the TTGC scheme (introduced in Section 2.6.1) which is known to be less
dissipative than Lax-Wendroff, but however in absence of artificial viscosity, it led quickly to
a crash. Therefore finding the good balance between numerical stability and not too much
dissipation is quite tough and should be a main concern to develop a diffusion flame model.
Note however that the full model, including also Fy and Fpy will rarely lead to an overall F

factor higher than 1, i.e. to counter-diffusion in 3D turbulent diffusion flames, as tested in
[Maestro et al., 2019].
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Chapter 5

Wall-modelled LES for heat transfer
prediction

Heat transfer occurring at the walls is one of the critical parameters in the design of a rocket
engine. Indeed, the extreme temperature and pressure resulting from the propellant combus-
tion induce very high temperature at the engine walls. Standard materials used in rocket
engines cannot withstand these extreme conditions and require either cooling, using for exam-
ple regenerative cooling systems, or wall protection with for example layers of ablative material.

To size efficiently these thermal management techniques during the design phase, one must
predict with precision the friction and the heat flux at the wall. This can be achieved with
numerical simulation with good accuracy provided that the mesh is sufficiently refined in the
near-wall region. However the boundary layer found in most turbulent reacting flows of interest
is very thin with sharp gradients at the wall, requiring a very refined mesh in the near-wall
region which usually leads to unacceptable computing costs in LES [Piomelli, 2008, Chapman
and Kuhn, 1986, Choi and Moin, 2012].

The alternative is to use wall models (WMLES) allowing to avoid the mesh refinement near
the wall by applying a wall-law describing analytically the velocity and temperature profiles
in the boundary layer. Two main families of modeling techniques are commonly distinguished,
as recalled in [Larsson et al., 2016]. The first one is the hybrid LES/RANS approach, where
the inner turbulent boundary layer is refined and solved with RANS equations (less expensive),
while the external part of the boundary layer is solved with the LES formulation. The second
one is the wall-stress-models, where only LES equations are solved, and a model is applied in
the first wall cell (sometimes beyond) in order to determine the fluxes. Wall-stress-models are
often based on RANS-like models. The first approach is not investigated in this work, so that
in the following WMLES denotes only wall-stress-models.

Many still open questions make the modeling of the boundary layer a challenging topic in
LES. Depending of the nature of the problem, various wall-laws already exist which go beyond
the standard wall-law (an algebraic model). For example, the axial pressure gradient driving
the flow, is often considered negligible. In the context of LRE, this is usually an acceptable
assumption in the combustion chamber, but not in the nozzle. In this context, other models
such as the Afzal’s law (widely developed and implemented in AVBP in [Zhang, 2019], or more
recent models [Wilhelm et al., 2021] are better suited.
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Other phenomena that are of interest for the modeling and prediction of wall fluxes are devel-
oped in this chapter. After a sum up of the boundary layer theory and wall-law concepts in
Section 5.1, a study concerning the coupling between the sub-grid scale model and the stan-
dard wall-law is proposed in Section 5.2. Finally the impact of the presence of a reacting
multi-species mixture in the boundary layer and the subsequent wall fluxes, a topic directly
linked to the previous chapters about chemistry and to the applications presented in Part 1V,
is explored in Section 5.3.

5.1 Wall-Modelled LES (WMLES)

Before describing the work that was conducted on this topic, some key theoretical elements
are introduced. This section is not intended to be exhaustive but aims to introduce the main
concepts of boundary layer theory [Schlichting and Gersten, 1979] and wall-laws, which will be
useful in the next sections.

5.1.1 Turbulent boundary layer theory

In a flow constrained by solid walls, the turbulent boundary layer ("T'BL") is the near-wall
region of thickness 6. This boundary layer is itself divided into the external zone and the
internal zone, the second one being also divided into three others: the viscous sub-layer, the
buffer layer and the inertial or more often called logarithmic sub-layer. Figure 5.1 sums up
these different zones within the TBL.

+
A y/S A y
1 ;
EXTERNAL ZONE J
J,” Inertial sub-layer
‘ (logarithmic)
characteristic scales g
6,Uy ’,'
/ ~30
,,‘ buffer sub-layer
~0.2 INTERNAL ZONE ~5
characteristic scales viscous sub-layer
Yrv u‘l‘
0 iz G s,

Figure 5.1: General description of the turbulent boundary layer (translated from [Cabrit, 2010])

In boundary layer theory, wall-units are often used for sake of scaling the problem to provide
a universal vision of the flow behaviour in the near-wall region.
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The characteristic scales of the internal zone of the boundary layer are the viscous (or friction)
scale ¢, the friction velocity u, and the friction temperature 7T.:

Oy =Yr = — Uy = | —, Tr = ——— 5.1
y u’T p'U.) p'LUCp,’LUUT ( )

where the subscript "w" denotes wall quantities. Then, the physical values of wall distance v,
velocity u and temperature T are turned into wall-units, written with the superscript "+":

Ty —T

+ ) Puwlsly U +
=7 = = T = 5.2
YT, Py AT T, (5:2)
The friction flux is computed as:
ou
w w ¢ 5.3
T =t gl (5.3)
Similarly, the heat flux reads:
oT
w = A\ — 5.4
q 5l (5.4)

5.1.2 Wall-law concepts

As already introduced, the idea behind the use of a wall-law is to avoid mesh refinement
(directly related to the computation cost) that a fully resolved (i.e. without model) boundary
layer would require. Instead, a wall-law can accommodate a relatively coarse mesh at the
near-wall region with typical values of y* for the first off-wall grid point from 50 to 200. The
whole stake of the wall-laws is to return the correct fluxes (friction and heat) that would have
been returned by the direct integration of the Navier-Stokes equations on a fine near-wall grid
(WRLES).

Most of the wall-law models are based on algebraic relations linking the flow quantities at the
first off-wall node with the chosen boundary condition at the wall. Other visions also exist, for
example a mix between RANS and LES (ZDES for example), but they are not investigated in
this work. Figure 5.2 shows the general principle of a wall-law.

The model uses both values of the outer flow (at the first off-wall node denoted by subscript
"1") and at the wall: temperature, velocity either for slip or no-slip condition, mass fractions
(Yx)... A slip condition means that a non-physical tangential velocity exists at the wall, while a

no-slip condition means that all velocity components are null (it is physically true) at the wall
and is therefore used in WRLES.

The standard two-layers velocity wall-law [Launder and Spalding, 1974] is here recalled:

ut =y if y* <yt

1 .
ut =—In(y")+ B ifyt >yl (5:5)
K

with B the Van Driest constant, B = 5.2 for external flows and B = 5.5 for internal flows and
k = 0.41 is the Von Karman constant.

98



écoulement
profils turbulents

; vitesse
A y -terr.pt-:—r..‘.'.urlc entrée
concentration SanS mode‘fe l ”—1 . r[l . }—I ]
w1, 11, Vi 1 " (gradient faux) .

yi ~ 100

1er point du maillage
au dessus de la parol

Modeéle de paroi

avec modéle sortie entrée
————————— -===""" (gradient réel) 1y Quw ()'}Ir w H” r” }; o
I IITITD)
paroi paroi

Figure 5.2: Wall-law principle (from [Cabrit, 2010]).

For the thermal boundary layer, one of the most usual is the Kader law [Kader, 1981], which
reads:

T =yt if y© <yt (5.6)

Tt =212Iny") +p ify" >yt '
with 3 a function of the Prandtl number:

B =(3.85Pr /3 —1.3)2 +2.211n(Pr) (5.7)

In AVBP, the switch between the linear and logarithmic laws is done at the critical value
+_
y+ = 11.445.

From u™ and T, Eq. 5.2 is used to find u, and T,. Finally, the wall fluxes are computed
thanks to Eq. 5.1 as:

Tw = pwuf— (58)

quw = prp,quTT (59)

In the LES framework, a recurrent topic is the determination of the best adapted internal flow
quantities to be linked to the wall law. Indeed the LES velocity contains the resolved part of the
turbulent fluctuation, which depends strongly on the subgrid-scale turbulent model, whereas
wall laws describe boundary layers in steady state. This aspect is specifically addressed in
Section 5.2.

The coupled wall-law

The standard wall-law was built for standard cases and mainly in the framework of isothermal
flows. However in combustion chambers high temperature burnt gases reach the walls which
are cooled, therefore at much lower temperature inducing strong temperature gradients at the
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walls. Furthermore this temperature gradient may trigger chemical reactions in the multi-
species mixture reaching the wall. A direct consequence of the high temperature gradient is
a high density gradient, inducing flow motion under the effect of dilatation, i.e., a modified
velocity profile at the wall. At the end, both temperature and velocity wall profiles are strongly
coupled and Cabrit ([Cabrit and Nicoud, 2009]) developed a coupled wall law which is used in
this work. It is notably able to take into account significant density/temperature variations,
molecular Prandtl number effects and chemical reactions. However in its current implemen-
tation in AVBP and to spare computational cost, the chemical reactions are not taken into
account in the coupled wall law.

The main features of the coupled wall-law, as implemented in AVBP, are recalled here.

Equations 5.5 and 5.6 are replaced by:

ut =yt if y© <yt
wie (V1= K)B,— /) =Lly*+ B ity* >y} (5.10)
Tt = (Pry")exp(l') + (Pryu™ 4+ K) exp(1/T) vyt

with B, = T, /T, and I" is a damping function (to smooth the T profile in the buffer layer)
written as:

107 2(Pry™)?
= TTEper (5.11)

and K writes: b
K=p8—PrB (rt - 2.12) (1 - 21n(20)) (5.12)
K

where 8 was previously introduced with Eq. 5.7. The system of Eq. 5.10 is solved thanks to a
Brent algorithm RE [Brent, 1993].

The improvement of wall fluxes prediction brought by the coupled wall-law was already demon-
strated in the framework of AVBP in [Potier, 2018], and is therefore not shown again here. In
this work, we focus however on the influence of chemical activity on the wall fluxes, which was
not investigated so far. This aspect is developed in Section 5.3.

5.2 Influence of the sub-grid scale turbulence model

It was previously observed in recent work at CERFACS ([Potier, 2018], [Maestro, 2018]) that in
the framework of WMLES, the choice of the SGS turbulence model may impact the predicted
wall fluxes, both friction (7,) and heat (g,). This is also reported in the literature as in
[Rezaeiravesh et al., 2019] or [Bae et al., 2019]. Models that are considered as "best practice" in
AVBP, like WALE [Nicoud and Ducros, 1999] and Sigma [Nicoud et al., 2011], were developed
for resolved boundary layers with a turbulent viscosity built to vanish when approaching the
wall as the inner boundary layer is a laminar pure-shear flow. However this behaviour is not
valid anymore for WMLES, which represents the vast majority of computations of industrial
flows due to the lower computational cost. Therefore the impact of part of the turbulent
structures which are neither solved by the grid nor modeled by the SGS model, is missing.
From this observation the idea of creating a "wall-law with sub-grid scale model" has emerged.
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This topic is developed in the next section, which reproduces the article "Stochastic forcing for
Sub-Grid Scale models in Wall-Modeled Large Eddy Simulation” [Blanchard et al., 2021], now
published in the journal Physics of Fluids.

5.2.1 Paper published in Physics of Fluids
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ABSTRACT

In the framework of wall-modeled large-eddy simulation (WMLES), the problem of combining sub-grid scale (SGS) models with the stan-
dard wall law is commonly acknowledged and expressed through multiple undesired near-wall behaviors. In this work, it is first observed
that the static Smagorinsky model predicts efficiently the wall shear stress in a wall-modeled context, while more advanced static models like
wall-adapting local eddy (WALE) viscosity or Sigma with proper cubic damping fail. It is, however, known that Smagorinsky is overall too
dissipative in the bulk flow and in purely sheared flows, whereas the two other models are better suited for near-wall flows. The observed dif-
ficulty comes from the fact that the SGS model relies on the filtered velocity gradient tensor that necessarily comes with large errors in the
near-wall region in the context of WMLES. Since the first off-wall node is usually located in the turbulent zone of the boundary layer, the tur-
bulent structures within the first cell are neither resolved by the grid nor represented by the SGS model, which results in a lack of turbulent
activity. In order to account for these subgrid turbulent structures, a stochastic forcing method derived from Reynolds-averaged
Navier-Stokes (RANS) turbulence models is proposed and applied to the velocity gradients to better estimate the near-wall turbulent viscos-
ity while providing the missing turbulent activity usually resulting from the WMLES approach. Based on such corrections, it is shown that
the model significantly improves the wall shear stress prediction when used with the WALE and Sigma models.

Published under an exclusive license by AIP Publishing. https://doi.org/10.1063/5.0063728

. INTRODUCTION

In fluid dynamics, turbulence is a complex phenomenon charac-
terized by the motion, the creation, and the dissipation of different

transfer between the resolved and the modeled scales, following the
well-known Kolmogorov energy cascade theory.”
Even if LES has proved its capability to compute complex turbu-

scales, from the largest to the smallest eddies. Today, direct numerical
simulation (DNS) allows one to numerically study with the highest
precision turbulence because the mesh is fine enough to capture the
smallest eddies (Kolmogorov scale) without any need of modeling.
However, this requires huge computational resources: DNS is there-
fore restricted to academic cases like homogeneous isotropic turbu-
lence (HIT) or channel flows at moderate Reynolds numbers. When
dealing with industrial applications, DNS is too expensive and model-
ing is needed. In this specific context, the large-eddy simulation (LES)
modeling approach has shown successes by resolving the largest struc-
tures while modeling the smallest ones that are spatially filtered by the
grid size and known to be computationally expensive to resolve." The
smallest eddies are therefore modeled by a so-called sub-grid scale
(SGS) model to close the problem, which accounts for the energy

lent flows,”" wall-bounded flows remain a challenge and induce a large
computational cost. Indeed, with increasing Reynolds numbers, small
turbulent structures in the near-wall region still lead to strong mesh
requirements, and the cost of LES approaches the cost of DNS.
Chapman” estimated that the inner layer of the boundary layer (about
20% of its height) scales with Re!®. This order of magnitude has been
updated by Choi and Moin,” where the authors suggest even a higher
cost. In industrial flows where the Reynolds number can easily reach
1 x 10°, this makes LES unaffordable to accurately resolve the bound-
ary layer characteristic dynamics, that is, with the so-called wall-
resolved LES (WRLES) approach.

To alleviate the cost induced by this specific flow region, the con-
cept of wall-modeled LES (WMLES) is often put forward. Several ways
currently exist to model wall flows, and the reader is refereed to
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Larsson et al.” and Bose and Park” for recent overviews of the available
methods. Among them, a widely used approach is the wall stress
model, where LES is used everywhere in the domain with dedicated
wall functions and models. Wall stress models can be developed in a
physical sense, trying to reproduce the real fluid behavior known
thanks for experiments or DNS, such as the classic log-law.” However,
the context of WMLES is also prone to numerical errors, and
mathematical-based models are developed to circumvent this problem,
like in Nicoud et al."’ This article focuses on wall stress models, which
we refer to as WMLES from here on.

This latter framework however leads to specific difficulties related
to the coupling between wall laws and SGS models. This point has
been recently discussed in Rezaeiravesh et al,'' Bae et al,'”” and
Vanna."” In those works, the authors indicate that the SGS contribu-
tion must be non-zero for a coarse grid at the wall. This means that
the choice of the SGS model is a crucial parameter for the wall stress
prediction and has consequences on the so-called log-layer mismatch
problem.'* '® This well-known phenomenon leads to potentially large
errors on the prediction of the wall shear stress and can indeed come
from not only SGS influence, but also numerical scheme choice'” or
the treatment of the boundary condition.'® In the present study, one
focuses on SGS models making use of the gradient hypothesis and
more specifically the static Smagorinsky,"” wall-adapting local eddy
viscosity (WALE),”” and Sigma™' models. The static Smagorinsky
model has been derived for isotropic turbulence, while WALE and
Sigma have been derived in a wall-resolved context, to provide an
accurate turbulent viscosity behavior close to the wall. In a wall-
modeled context, Jaegle et al”” however indicated that the standard
wall law gives better results in combination with the Smagorinsky
model because it provides more turbulent viscosity at the wall. On the
contrary, WALE and Sigma both have the property to vanish for pure
shear flows and follow the physical y* damping function near the wall.

However, although the Smagorinsky model has the desired prop-
erty of providing a non-zero viscosity at the wall in WMLES, it is
known to be too dissipative in the bulk flow, decreasing the overall
LES quality in either WRLES or WMLES context. WALE and Sigma
on the other hand show usually good results in the bulk flow, in both
non-reactive and reactive cases whenever subject to pure shear, rota-
tion, and contraction. In order to provide accurate LES results both in
the bulk flow and in the near-wall region in a wall-modeled context,
consistent SGS models, and wall-law coupling procedures must there-
fore be developed. This idea is not new, and the literature provides sev-
eral examples investigating this problem.'”*” *° Note also that the
coupling of SGS models with other kind of physics is a general concern
in LES, for example, in the case of particle-laden flows (including the
near-wall problematic), as suggested by Marchioli,”” Bassenne et al.,””
and Johnson et al.”’

This paper proposes a coupling strategy to improve the behav-
ior of existing advanced static models when used in a WMLES con-
text. Main ideas for this work come from stochastic forcing methods
as proposed in Mason and Thomson,”’ Piomelli et al.,”" or Keating
and Piomelli.”” Their original purposes were however in the context
of Reynolds-averaged Navier-Stokes (RANS)/LES boundary layer
modeling to represent backscatter or to decrease the transition region
between the RANS and LES zones. The goal is here different and is
to generate stochastic fluctuations of velocity gradients that feed the
SGS models, as a correction for the incompatibility between SGS

scitation.org/journal/phf

models with the proper near-wall asymptotics and the WMLES
framework.

The paper is organized as follows. In Sec. II, the methodology
including the test case and the numerics is described. A brief compara-
tive study between Smagorinsky, WALE, and Sigma models is then
proposed to illustrate the identified weaknesses of the default coupling
strategy. In Sec. 111, the development of a dedicated stochastic forcing
is introduced and applied to the different SGS models and results are
discussed. Finally, Sec. IV concludes and provides some perspectives.

Il. PRESENTATION OF THE PROBLEM
A. Numerical framework

The LES code AVBP developed by CERFACS™ ™ is used in this
study. In its original form, it solves the compressible Navier-Stokes
equations for unstructured meshes with a finite volume cell-vertex for-
malism. Although mainly dedicated to compressible applications such
as combustion, the code has been validated in incompressible frame-
work such as two-phase flow problems’”” and is therefore adapted
for the present work dealing with incompressible test cases (Sec. I1B).
A Lax-Wendroff™ (second order in space and time) numerical scheme
coupled to a third-order Runge-Kutta procedure for time advance-
ment is applied. The filtered equations for mass, momentum, and
energy are written below:

dp  Opu;
ot ax,‘
opu; Opuy; OPS; O . __
or tam T om om0 P EE) @)
OpE  dpuiE  OuPs; 0

o ok | o @[@*P(tﬁfﬁiﬁ)]

=0, (1)

(9u,v
Tii—
v 0x]

» 3)

where p is the mixture density, u; stands for the ith component of the
velocity, P the pressure, T the viscous stress tensor, E the total non-
chemical energy, g; the ith component of the heat flux, and J;; is the
Kronecker symbol, equal to 1 if i=j and 0 otherwise. In these nota-
tions, the operator - represents a Reynolds-filtered variable and the
operator ~ denotes the mass-weighted Favre averaging.

The term %ng = —p(wu; — ;1) is the sub-grid scale viscous
stress tensor and is modeled following the Boussinesq assumption,
where the subgrid stresses are modeled thanks to a subgrid scale vis-
cosity v, = ,/p (with the hypothesis of having only a dissipative role
on the larger structures),

sgs — o 1.~
’_Eif =2pv; (Sij+§(3ijsll>7 (4)

where

~ 1 (0u; Ou
Si=-|=2 “ . 5
T2 (ax,- + 8xj> ®)
The turbulent viscosity v, is computed depending on the chosen sub-
grid scale model, being in this paper Smagorinsky,"”” WALE,” or
Sigma.”
Since the overall context of work is WMLES, wall modeling has

to be introduced to complement the above equations in the near-wall
region. Variables expressed in wall units (superscript “+”) are useful
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to express a unified vision of the turbulent boundary layer. Based on
the friction velocity u, and the viscous length scale J,, the wall distance
and the velocity are normalized as

Y Py
L TR

« »

where the subscript “w” stands for wall values (in the cell-vertex for-
malism, variables are stored at nodes). The classic two-layer logarith-
mic law distinguishes the viscous sub-layer from the log-layer with
¥y = 11.445 as the cutoff value so that

wh=2 ©6)
Ur

1
u+:;ln (") +Cif yT >y, (7)
ut = y* otherwise, (8)

where K = 0.41 is the Von Karman constant and C=5.5 for internal
flows. Note that this classic wall law is used in this work in a local and
instantaneous way, even though it has been originally developed for
RANS;” however, it has been commonly used in LES as well. More
advanced wall laws exist but are not considered in this work as the
classic wall law is still largely used in industrial LES that is the target of
this study, and the cases described further fit the assumptions made
for the derivation of the classic wall law.
The friction flux is computed as

Tw = Pwui %)
with

Ur = v (ulluw)/(ylpw)? (10)

where the subscript “1” indicates the first off-wall node value (cf. Fig. 1).
From the friction flux predicted by the wall law and imposed as a
Neumann boundary condition, the wall velocity gradient is expressed as

Ou B Ty
6)} w,wall—law Hay + M 7

with g, ,, the wall turbulent dynamic viscosity. Equation (11) leads to a
non-zero slip velocity Ugip as illustrated in Fig. 1. This is actually where
the coupling between the wall law and the sub-grid scale model
appears: At the next iteration, ug;, (which is unphysical but still results
from the convective scheme) and u; are used to compute the wall

(11)

Flow direction (x)
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FIG. 1. Near-wall velocities scheme.
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velocity gradient that feeds the SGS model. Then, y, acts directly on
the next evaluation of the exact wall velocity gradient through Eq.
(11): high values of yx; will lead to a moderate velocity gradient, while
low values of p, induce steep wall velocity gradient, as observed in
Jaegle et al.”” and can lead to reversed slip velocities and spurious
oscillations.

B. Numerical setup

The simple bi-periodic turbulent channel flow configuration™ of
half-height h as sketched in Fig. 2 is used hereafter to illustrate the
issue and test the coupling strategy. In this specific case, the problem is
statistically steady and the average flow can be considered one-
dimensional, meaning that 9/9t = 0, 9/9x = 0, 9/0z = 0. Under
these conditions, the momentum equation, Eq. (2), reduces to

8 814 T 8u
o = =-s, 12
8y<’u8y pu'v +utay S (12)

where ZJW’ is the LES resolved turbulence contribution and S, is a
source term needed to equilibrate the wall shear as the mean pressure
gradient is zero due to periodicity. This source term can be evaluated
using the Kdrmén-Nikuradse correlation’’ (abbreviated “KNc” here-
after) that predicts a friction coefficient Cf xne, based on the bulk
Reynolds number and hydraulic diameter Re;, py,

Cr.xne = 0.046 Re; 7, (13)

Tw.iNe = 0.5 Cr ke put. (14)

This source term is imposed dynamically to maintain the target mass
flow rate (or equivalently, the bulk Reynolds number),

1
(pu)target - VJJJ (pu)tdv
S)t(JrAt _ Q

Trelax

; (15)

where t denotes the current time step, At is the computational time
step, V is the integration volume in the domain €, and 7, is a relax-
ation time coefficient, taken to T,eoy = 1/3 X h/u, in this study.

¥
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FIG. 2. Turbulent channel geometry. Gray surfaces represent wall boundary condi-
tions (making use of the wall law), while the other pairs of faces are periodic.
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Following the DNS of Hoyas and Jimenez,"' two cases are con-
sidered at Re, = 547 and Re, = 934 (with Re; = u.h/v,,), as test
cases for analyzing and developing the wall-law/SGS model coupling
strategy. The WMLES cases are built with meshes, respectively, satisfy-
ing y* &~ 55 and y & 95, ensuring that the wall nodes are in the log
zone of the boundary layer. Note that for these cases, meshes are regu-
lar and fully made of hexaedra (of dimensions Ax™, Ay*, Az"), while
the channels have the same dimensions as indicated by Hoyas and
Jimenez'' (cf. Table I for mesh characteristics).

To finish, although the solver is fully compressible, the operating
mean flow pressure is fixed at 1 MPa so that M < 0.05 in both cases,
ensuring that no compressible effect is present. The wall boundary
condition relies on a slip formalism (u,=0 with a slip velocity
ugip 7 0, cf. Fig. 1 and Jaegle et al.”” for the implementation) and the
standard law of the wall, used with an isothermal condition that is also
the flow temperature. The flow is thus virtually isothermal, and the
interest is put on the viscous flux of momentum through the solid
wall: the wall shear stress. Also, the heat generated by viscous dissipa-
tion is clearly negligible given the Mach number considered. As a con-
sequence, density and viscosity are nearly constant in the whole
channel.

All simulations are performed with the Smagorinsky, WALE,
and Sigma models and are time-averaged over at least 100 diffusive
times (100 X h/u.) to ensure statistical convergence.

C. Comparison between SGS models for wall shear
stress prediction

The wall shear stress obtained by using the different SGS models
within the WMLES framework described in Sec. IT A are displayed in
Tables II and I11. Although the following focuses on case Re, = 547,
the comments are valid for the case Re; = 934. In the results presented
below, the friction flux computed with the Karman-Nikuradse corre-
lation (“KNc”), Eq. (14), is taken as the reference. Note that the incom-
pressible nature of the simulations has been checked following the
Morkovin hypothesis that has been verified in past studies,”**” stating
that the compressibility effects on turbulent statistics are limited to the
mean density variations (here below 0.003% in space and time) as
long as the fluctuating Mach number is small.

The results clearly show that the Sigma and WALE models fail to
accurately predict the wall shear stress in this WMLES context, with
about ~ +20% and =~ + 25% for Re, = 547, and ~ + 22% and
~+28% errors, respectively, for Re. = 934 for the friction flux.
Contrarily, the Smagorinsky model gives a good prediction by provid-
ing an error of only ~+3-4%. Such differences can be effectively
related to the fact that u, is over-predicted with Sigma and WALE, the
first off-wall velocity u; being clearly overestimated with these models
as observed from Fig. 3(a) contrarily to the Smagorinsky SGS closure.
This specific overestimation of 7,, then expresses in reduced slopes of

TABLE I. Meshes used for the channel flow test cases considered.

Case Re, Ly/h L/h Nex Ny xN, Axt Ayt Az*

10450 8= 47
18950 8m 3=

201 x 21 x 101 69 55 69
201 x 21 x101 117 95 88

Re, 547
Re; 934

scitation.org/journal/phf

TABLE II. Comparison of the wall shear stress in the turbulent channel flow for
Re, = 547. Errors are relative to the KNc.

Smagorinsky Sigma WALE
KNc¢
Value Value Error Value Error Value Error
T, (Pa) 259 269 +377% 311 +1997% 324 +24.98%

the log-law velocity profiles as shown by Fig. 3(b) for Sigma and
WALE.

The over-prediction of the effective turbulent Reynolds number
and wall friction can be explained as follows. Since all SGS models are
gradient diffusion-based models making use of a turbulent viscosity,
their physical action is purely dissipative when it comes to energy and
purely diffusive when it comes to momentum. However, by construc-
tion Sigma and WALE provide a turbulent viscosity that is linked to
the near-wall velocity gradient, which itself depends on the wall dis-
tance. The near-wall velocity gradient being under-resolved and the
near-wall velocity fluctuation being too weak, and it results a stream-
wise off-wall velocity value u; that is overestimated compared to what
it should be. Indeed, its coupling with the wall law relying on Eq. (10),
an overestimation of 7,, = p,,u?, is found as reported by Tables Il and
[1I. Note that in such a scheme, a good prediction of t,, requires a
good first off-wall streamwise velocity u, estimation (like in the
Smagorinsky case) or conversely a good turbulent SGS viscosity and
velocity gradient. This last critical issue is of particular importance as
emphasized in Sec. III.

In a wall-resolved context, the Smagorinsky model is known to
induce overestimated turbulent viscosity in the near-wall region,
because of its response to the wall shear stress. To address this issue,
WALE and Sigma have been developed to induce a turbulent viscosity
that follows a y° damping when approaching the wall. This intends to
comply with the wall-resolved physics,” where no turbulent activity
exists in the viscous sub-layer. However, in a WMLES context, this y’
damping function is no longer relevant since the first off-wall node is
located in the logarithmic region, which contains turbulent activity.
Still, Fig. 3(d) shows that this asymptotic behavior also occurs in
WMLES, meaning that it is independent of the y* or t,, values.

Figure 3(a) shows that the choice of SGS model also affects the
wall slip velocity: g ~ 5.8 m/s using a Smagorinsky model, while
ugip ~ 1.6 m/s with WALE of Sigma. Although unphysical and artifi-
cially resulting from the law of the wall implementation,”” this wall
velocity impacts the code evaluation of the normal streamwise velocity
gradient that then propagates to the near-wall nodes through the diffu-
sion process (either SGS or laminar process) as shown in Fig. 3(c). A
direct consequence of the small slip velocity produced by WALE of

TABLE lll. Comparison of the wall shear stress in the turbulent channel flow for
Re. = 934. Errors are relative to the KNc.

Smagorinsky Sigma WALE
KNc¢
Value Value Error Value Error Value Error
1, (Pa) 7.57 782 3.33% 9.22 +21.83% 9.70 +28.17%
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FIG. 3. Comparison between the different SGS models for the channel flow Re, = 547. (a) Streamwise velocity. (b) Streamwise velocity in wall units. (c) Streamwise velocity

gradient. (d) Dynamic viscosity ratio.

Sigma is to generate higher velocity gradients than Smagorinsky at the
first two nodes.

The limitations of WMLES and more specifically the coupling
scheme adopted between the law of the wall and any SGS model have
been evidenced. WALE and Sigma near-wall behavior is physically jus-
tified in WRLES, but fails to characterize the near-wall region in
WMLES where the first off-wall node lies in the logarithmic region.
Contrarily, although the Smagorinsky model is known, in a wall-
resolved context, to have physical limitations especially in sheared
flows, its coupling with a law of the wall appears satisfying in the
WMLES context. Because these SGS models rely on the filtered veloc-
ity gradient, which is wrong in the framework of WMLES, the choice
of the SGS model in a WMLES context may significantly impact the
wall shear stress prediction.

1ll. PROPOSED WMLES/SGS COUPLING FRAMEWORK

The problem of WMLES and the coupling with different SGS
models has been evidenced in the specific cases of the Smagorinsky,
WALE, and Sigma models. The following discussion therefore pro-
poses a correction framework to facilitate the coupling between a law
of the wall and WALE or Sigma models while guaranteeing robust
near-wall flow predictions. The idea followed in this paper is to artifi-
cially generate the missing turbulent activity in the first cell of the wall-
modeled mesh, so that the velocity gradients feeding these SGS models
would be representative of the actual physics. Indeed, SGS models
build the turbulent viscosity operator with the assumption of a turbu-
lent physical property, generally presuming a velocity gradient of the
resolved field sufficiently representative of the true SGS turbulent
activity. Adding fluctuations to the velocity gradients of the resolved

field can therefore help meeting initial goal that is to manipulate a
locally turbulent field, which is not guaranteed if a law of the wall is
used.

The general idea of the proposed approach is therefore to keep
the WALE and Sigma models untouched in the bulk flow while modi-
fying the velocity gradients in the near-wall region. The goal is to
recover a corrected turbulent viscosity value in this region of the flow
to ensure an accurate wall shear stress prediction.

A. Development of the stochastic forcing approach

This subsection intends to relate the expected velocity gradient
near-wall activity to the available LES variables. To reach this objec-
tive, a Reynolds-averaged Navier-Stokes approach, for which the
logarithmic region is valid, is followed in a first step. This first step
evaluates the expected turbulent kinetic energy within the first cell,
on the basis of the filtered LES quantities within the outer layer.
This turbulent kinetic energy is then recast in terms of fluctuating
velocity gradients and complies with the unsteady LES context.
This fluctuating velocity gradients are finally generated using a sto-
chastic approach and added within the first LES cell to correct the
predicted velocity gradient, to account for the missing turbulent
activity.

In order to relate the turbulent kinetic energy with the external
LES velocity, both a mixing-length algebraic model and a turbulent
kinetic energy model "’ are used. On one hand, the mixing-length alge-
braic model writes

ou
v = lfna—y, (16)
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where 1,,, is the mixing length.” It can be shown that in the overlap

region (500, < y < 0.19), as well in the log region, the mixing length
writes"’

Ln = Ky, (17)

where « is the von Kdrmdn constant. Furthermore at high Reynolds
number, within the log—zone,’b

u_ ux (18)
dy 1y

The mixing-length model can therefore be recast into
Vi = UK. (19)

On the other hand, the turbulent kinetic energy evolution model™
follows:

v = C}/*Vkly, with C, = 0.09, (20)

where k stands for the turbulent kinetic energy. Hence, combining
Egs. (16), (18), and (20), one gets across the log-region,

v = C/"Vl, = 22 1)
Ky

Injecting Eq. (17) into Eq. (21) allows to establish
C/*Vk = us, (22)

so that the kinetic energy within the log region finally writes

2
u; Ty

\V Cu Pw V Cu
Note that this last expression provides an evaluation of the local turbu-
lent kinetic energy based on the wall variables t,, and p,,.

The next step is to evaluate the velocity gradient activity: the tur-

bulent kinetic energy dissipation rate & within the log law framework
is used.”” Using Eq. (19), one can write

(23)

L_Gk _Ck

; (24)
Vi UKy
or, using the wall units y* = y/d, and 6, = v,,/us,
C,k? C,k?
g=—F~ =+ (25)

ukyto,  Kytu,

The assumption of homogeneous isotropic turbulence (HIT) is now
called upon. Although it might appear as a strong assumption consid-
ering wall-bounded flows, Schlichting’® argued that even if strictly
speaking isotropic turbulence does not exist in nature, Eq. (26) hereaf-
ter enjoys a very wide applicability if one considers locally isotropic
turbulence, that is, large gradients of the fluctuating velocity field
(Ou;/0x;), which is exactly the context adopted here. With this
assumption, Taylor"” demonstrated that

o\’
£= 151/(5) , (26)

where ' denotes the turbulent velocity fluctuation.

scitation.org/journal/phf

Using Egs. (25) and (26), the gradient of the fluctuating velocity

follows:
(%)2 - @7)
ox/)  15kyti2’

Then using Eq. (23) to substitute the turbulent kinetic energy, one

finally gets
(%)2 _ Gy, _ T, (28)
O0x) ~ 1512Kkytp2C,  15kyTi’

With the HIT assumption, Taylor also demonstrated that
o> 1 /ou\: 1 [ow\’
=) =2 (5) =55 (29)
Ox 2\ 0y 2\ 0z
N 2 /N 2 /N 2
(%) _ (¥ :(C‘LW> (30)
Ox dy 0z

="  fori=j, (31)

and

for i #j. (32)

=2—¥
v2 V15t u,

Finally, to reconstruct LES-filtered values, a random variable is intro-
duced that is arbitrary chosen to follow a normal distribution to repre-
sent these fluctuations. The quantile function (also known as the
inverse cumulative distribution function) of a normal distribution
writes

fO) =y+0oV2erf (20— 1), (33)

7 being the mean, considered here as the initial prediction of the LES
code, and o is the standard deviation. { is a random variable with
0 < { < 1. 0 being computed from Egs. (31) and (32), this leads to

u,  tw iy L
(axf) O g, V2B o= 60
and
(9_14; () = riwze;f’l(zg —1) fori#j. (35)
8x]~ 15K)’+Hw

Ultimately, the velocity gradient tensor used in the turbulent viscosity
operator of WALE or Sigma models is corrected as

) (G (O © (36)
8Xj B an axj >
corr LES

In the specific cell-vertex context of AVBP, the correction is applied at
the cell center of the wall cells as described in Fig. 4. Note that ( is
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FIG. 4. Velocity gradient modification at the wall: artificial fluctuations are generated
at the wall cell center. The corrected velocity gradient then feeds the SGS operator
also computed at the cell center. The resulting turbulent viscosity is then scattered
at the wall and off-wall nodes. The rest of the domain is not modified.

randomly generated for each gradient component at each node and at
each integration time step. For each concerned wall cell, nine gradients
(in 3 D) are therefore perturbed as described above. Finally, a particu-
lar emphasis is put on this point: the fluctuations are only used to build
the turbulent viscosity value and are not used elsewhere in the code
(i.e., the velocity field is not changed directly, and its modification is
only induced by the modified , value).

The resulting WMLES framework, coupling the law of the wall,
the SGS model, and the proposed stochastic forcing method, is sum-
marized in Fig. 5.

B. Results with stochastic forcing

In the following, the proposed coupling formalism is applied to
the previous test cases using WALE and Sigma, respectively, denoted

scitation.org/journal/phf

by the “_sf” tag (for “stochastic forcing”) to distinguish them with the
non-perturbed wall velocity gradient cases. Note that with the use of
the proposed strategy, the computational speed of the simulations has
been decreased by about 2%.

Wall shear stress issued by the new proposed coupling for the
Re, = 547 and Re, = 934 cases are presented in Tables IV and V.
They evidence a significant improvement in 7,, predictions for WALE
and Sigma with the proposed stochastic forcing. The prediction errors
are reduced from ~25% to about 4% for WALE, and from ~20% to
about 1% for Sigma.

Figures 6(a) and 6(b) illustrate velocity profiles for Sigma and
WALE with the proposed stochastic forcing that are found in close
agreement with the one obtained with the Smagorinsky model, with-
out the gradient perturbations. The first off-wall velocity value is found
to be exactly on the DNS prediction. This is confirmed by the profiles
plotted in wall units, Figs. 6(c) and 6(d), evidencing that the proposed
correction has significantly reduced the previously obtained log-layer
mismatch. As pointed out in Sec. II B, this specific point is at the origin
of the observed improvement since this velocity is related to u, and
therefore t,,,.

The impact of the proposed correction on the turbulent viscosity
profiles is observed on Figs. 6(e) and 6(f). Trends are now reversed,
Sigma and WALE providing more turbulent viscosity in the near-wall
region as expected in a WMLES context. This is also highlighted on
Fig. 7 depicting instantaneous fields of wall turbulent viscosity for
Smagorinsky, Sigma, and corrected Sigma models, where the effect of
added fluctuations is clearly visible at the wall. The direct consequence
of the proposed forcing is to increase dissipation at the wall, as shown
by Fig. 8. As anticipated, the added fluctuations fulfill their role
although the limit of the proposed approach can be a too dissipative/
diffusive process. Although dissipation is usually considered as a draw-
back for LES, it allows here to enhance the wall shear stress prediction,
to provide a better modeling of the turbulent structures enclosed
within the first cell in the WMLES context. Therefore, a better
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TABLE IV. Comparison of the wall shear stress in the turbulent channel flow
Re. = 547 with stochastic forcing. Errors are relative to the KNc.

Sigma_sf WALE_sf
KNc¢
Value Value Error Value Error
Ty 2.59 2.58 —0.48% 2.51 —3.18%

TABLE V. Comparison of the wall shear stress in the turbulent channel flow
Re. = 934 with stochastic forcing. Errors are relative to the KNc.

Sigma_sf WALE_sf
KNc¢
Value Value Error Value Error
Ty 7.57 7.44 —1.69% 7.17 —5.26%
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turbulent kinetic energy profile is found when compared to the DNS,
Fig. 9: again, Smagorinsky seems to better fit the DNS due to its better
original prediction of the wall shear stress, and thanks to the fluctua-
tions WALE and Sigma tend also to match better the DNS results.

The detail of the turbulent kinetic energy can be found in the
second-order moment of the statistics, namely, the root mean square
(“rms”) of the velocity components, which are presented in Fig. 10.
They highlight a strong impact of the proposed model on the velocity
fluctuations that are found closer to the Smagorinsky case and way
more in accordance with the DNS for the streamwise direction [Figs.
10(a) and 10(b)]. For the other directions [wall-normal and spanwise,
Figs. 10(c)-10(f)], the comparison with the DNS is not as straightfor-
ward: the near-wall zone (until y™ = 200) seems in favor of the non-
model cases for both Sigma and WALE, but in the channel bulk flow
(y* > 200), the agreement is overall better with the model. Note a
particular behavior due to the coupling effect of the strategy: even if
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FIG. 6. Comparison between the SGS models with adding of the gradients of velocity fluctuations for channel flow Re, = 547. (a) Streamwise velocity, Sigma. (b) Streamwise
velocity, WALE. (c) Streamwise velocity in wall units, Sigma. (d) Streamwise velocity in wall units, WALE. (e) Dynamic viscosity ratio, Sigma. (f) Dynamic viscosity ratio,

WALE
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FIG. 7. Instantaneous fields of the wall turbulent viscosity (s ,), in the case Re, = 934. From left to the right: Smagorinsky, Sigma, and Sigma with fluctuations.

fluctuations of velocity gradients are added, as their effect is to increase Note that the proposed method relies on the generation of ran-
the wall turbulent viscosity, which leads to a better estimation of the dom fluctuations of velocity gradients, but one could also choose to
wall friction flux that was initially over-estimated, the rms are actually directly act on the fluctuating velocity (therefore at a node level instead
lower with the use of the model than without. of the cell level for the specific cell-vertex context of AVBP). Following

FIG. 8. Instantaneous fields of the first off-wall axial velocity (u), in the case Re, = 934. From left to the right: Smagorinsky, Sigma, and Sigma with fluctuations.
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FIG. 9. Turbulent kinetic energy (in wall units) for all the models for the case
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similar developments as the one presented in Sec. III A, a relation
between the turbulent kinetic energy and velocity fluctuations can be
established using a correlation coefficient of the form u?/k = C;
within the log-layer, C; being constants provided in Pope" for exam-
ple. Although not detailed here, similar results were obtained for both
the velocity profiles and the wall shear stress predictions with this sec-
ond approach. However, a tuning process of the velocity fluctuating
intensity at the wall nodes was found necessary, which is therefore
case-dependent and not relevant for general consideration.

IV. CONCLUSION

A stochastic forcing method is proposed in this paper to address
the log-layer mismatch experienced through the use of WALE and
Sigma subgrid scale models in a wall-modeled LES context (WMLES).
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FIG. 10. Comparison between the SGS models of the root mean square of the velocity components with adding of the gradients of velocity fluctuations for channel flow
Re. = 547, in wall units. (a) Streamwise rms velocity, Sigma. (b) Streamwise rms velocity, WALE. (c) Wall-normal rms velocity, Sigma. (d) Wall-normal rms velocity, WALE.
(e) Spanwise rms velocity, Sigma. (f) Spanwise rms velocity, WALE.
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Results with a classical use of Smagorinky, WALE, and Sigma on
a WMLES turbulent channel configuration are first investigated, and
evidence accurate wall predictions with Smagorinsky (known to be too
dissipative in the bulk flow), while the WALE and Sigma models pre-
dict an overestimated wall shear stress with about 25% of error. It is
shown that this behavior results from the inherent turbulent viscosity
damping at the wall with the WALE and Sigma models, that is, an
accurate behavior in a wall-resolved context, but not in a wall-
modeled one where the first off-wall node lies in the logarithmic
region. Such turbulent viscosity damping does not allow one to model
the turbulent structures within the first cell.

To address this indirect weakness, a combination of the mixing-
length algebraic model and the turbulent kinetic energy model is con-
sidered to provide the expected kinetic energy within the log region on
the basis of the available LES quantities at the wall and first off-wall
node. This evaluated turbulent kinetic energy is then recast in terms of
unsteady LES quantities through a stochastic forcing that provides a
gradient of fluctuating velocity within the first cell. This stochastic
forcing allows to correct the gradient predicted by the law of the wall
and accurately feeds the WALE and Sigma operators thus accounting
for turbulent activity within the first cell.

Results show that this stochastic forcing procedure allows to
reduce the log-layer mismatch with WALE and Sigma SGS models in
a WMLES context, and error predictions for the wall shear stress are
reduced from ~25% to about 4% for WALE and from ~20% to about
1% for Sigma.

Future work will be devoted to anisothermal channels with high
temperature gradients between the wall and the bulk flow, which suffer
from similar issues in WMLES, and focus will be put on the wall heat
flux prediction.

ACKNOWLEDGMENTS

This work has been funded by CNES and ArianeGroup and
was performed using HPC resources from GENCI-[TTGC] (Grant
No. 2021-A0092B10157).

The authors have no conflicts to disclose.

DATA AVAILABILITY

The data that support the findings of this study are available
within the article.

REFERENCES

"™™M. Germano, “Turbulence—The filtering approach,” J. Fluid Mech. 238,
325-336 (1992).

2A. Kolmogorov, “The local structure of turbulence in incompressible viscous
fluid for very large Reynolds numbers,” Proc. R. Soc. London Ser. A 434, 9-13
(1941); available at https://www.jstor.org/stable/519807origin=]STOR-pdf.

3P. Sagaut, Large Eddy Simulation for Incompressible Flows (Springer, 2006).

“M. Lesieur, Turbulence in Fluids, 4th ed. (Springer, 2008).

>D. R. Chapman, “Computational aerodynamics development and outlook,”
ATAA J.17,1293-1313 (1979).

®H. Choi and P. Moin, “Grid-point requirements for large eddy simulation:
Chapman’s estimates revisited,” Phys. Fluids 24, 011702 (2012).

7J. Larsson, S. Kawai, J. Bodart, and . Bermejo-Moreno, “Large eddy simulation
with modeled wall-stress: Recent progress and future directions,” Mech. Eng.
Rev. 3, 15-00418 (2016).

8S. T. Bose and G. L. Park, “Wall-modeled large-eddy simulation for complex
turbulent flows,” Annu. Rev. Fluid Mech. 50, 535-561 (2018).

ARTICLE scitation.org/journal/phf

B. E. Launder and D. B. Spalding, “The numerical computation of turbulent
flows,” Comput. Methods Appl. Mech. Eng. 3, 269-289 (1974).

TOF. Nicoud, J. S. Baggett, P. Moin, and W. Cabot, “Large eddy simulation wall-
modeling based on suboptimal control theory and linear stochastic estimation,”
Phys. Fluids 13, 2968 (2001).

VIS Rezaeiravesh, T. Mukha, and M. Liefvendahl, “Systematic study of accuracy
of wall-modeled large eddy simulation using uncertainty quantification
techniques,” Comput. Fluids 185, 34-58 (2019), arXiv:1810.05213.

'2H. . Bae, A. Lozano-Durin, S. T. Bose, and P. Moin, “Dynamic slip wall model
for large-eddy simulation,” J. Fluid Mech. 859, 400-432 (2019).

3. De Vanna, M. Cogo, M. Bernardini, F. Picano, and E. Benini, “Unified wall-
resolved and wall-modeled method for large-eddy simulations of compressible
wall-bounded flows,” Phys. Rev. Fluids 6, 034614 (2021).

X. I. Yang, G. I. Park, and P. Moin, “Log-layer mismatch and modeling of the
fluctuating wall stress in wall-modeled large-eddy simulations,” Phys. Rev.
Fluids 2, 104601 (2017).

'3R. Deleon and I. Senocak, “The role of forcing and eddy viscosity variation on
the log-layer mismatch observed in wall-modeled large-eddy simulations,”
J. Fluids Eng., Trans. ASME 141, 054501 (2019).

16X, 1. Yang and Y. Lv, “A semi-locally scaled eddy viscosity formulation for LES
wall models and flows at high speeds,” Theor. Comput. Fluid Dyn. 32, 617-627
(2018).

7B. Giacomini and M. Giometto, “On the suitability of second-order accurate
finite-volume solvers for the simulation of atmospheric boundary layer flow,”
Geosci. Model Dev. 14(3), 1409-1426 (2021).

By, J. Bae and A. Lozano-Duran, “Effect of wall boundary conditions on a wall-
modeled large-eddy simulation in a finite-difference framework,” Fluids 6,
112-112 (2021).

19y, Smagorinsky, “General circulation experiments with the primitive equations,”
Mon. Weather Rev. 91, 99-164 (1963).

20F, Nicoud and F. Ducros, “Subgrid-scale stress modelling based on the square
of the velocity gradient tensor,” Flow, Turbul. Combust. 62, 183-200 (1999).

2'E. Nicoud, H. B. Toda, O. Cabrit, S. Bose, and J. Lee, “Using singular values to
build a subgrid-scale model for large eddy simulations,” Phys. Fluids 23,
085106 (2011).

22F, Jaegle, O. Cabrit, S. Mendez, and T. Poinsot, “Implementation methods of
wall functions in cell-vertex numerical solvers,” Flow, Turbul. Combust. 85,
245-272 (2010).

23L. Temmerman, M. A. Leschziner, C. P. Mellen, and J. Frohlich, “Investigation
of wall-function approximations and subgrid-scale models in large eddy simu-
lation of separated flow in a channel with streamwise periodic constrictions,”
Int. J. Heat Fluid Flow 24, 157-180 (2003).

2%p. Wu and J. Meyers, “A constraint for the subgrid-scale stresses in the loga-
rithmic region of high Reynolds number turbulent boundary layers: A solution
to the log-layer mismatch problem,” Phys. Fluids 25, 015104 (2013).

25g, Feng, X. Zheng, R. Hu, and P. Wang, “Large Eddy Simulation of high-reyn-
olds-number atmospheric boundary layer flow with improved near-wall
correction,” Appl. Math, Mech. 41, 33-50 (2020).

263, Hickel, N. A. Adams, and N. N. Mansour, “Implicit subgrid-scale modeling
for large-eddy simulation of passive-scalar mixing,” Phys. Fluids 19, 095102
(2007).

27C. Marchioli, “Large-eddy simulation of turbulent dispersed flows: A review of
modelling approaches,” Acta Mech. 228, 741-771 (2017).

28M. Bassenne, M. Esmaily, D. Livescu, P. Moin, and J. Urzay, “A dynamic spec-
trally enriched subgrid-scale model for preferential concentration in particle-
laden turbulence,” Int. J. Multiphase Flow 116, 270-280 (2019).

29p_ 1. Johnson, M. Bassenne, and P. Moin, “Turbophoresis of small inertial par-
ticles: Theoretical considerations and application to wall-modelled large-eddy
simulations,” J. Fluid Mech. 883, A27 (2020).

39p. Mason and D. Thomson, “Stochastic backscatter in large-eddy simulation of
boundary layers,” J. Fluid Mech. 242, 51-78 (1992).

51U. Piomelli et al., “The inner-outer layer interface in large-eddy simulations
with wall-layer models,” Int. J. Heat Fluid Flow 24, 538-550 (2003).

524, Keating and U. Piomelli, “A dynamic stochastic forcing method as a wall-
layer model for large-eddy simulation,” J. Turbul. 7, N12-N41 (2006).

33T, Schonfeld and M. Rudgyard, “Steady and unsteady flow simulations using
the hybrid flow solver avbp,” ATAA . 37, 1378-1385 (1999).

Phys. Fluids 33, 095123 (2021); doi: 10.1063/5.0063728
Published under an exclusive license by AIP Publishing

33, 095123-11



Physics of Fluids

34N. Gourdain, L. Gicquel, M. Montagnac, O. Vermorel, M. Gazaix, G.
Staffelbach, M. Garcia, J.-F. Boussuge, and T. Poinsot, “High performance
parallel computing of flows in complex geometries: I. methods,” Comput. Sci.
Discovery 2, 015003 (2009).

35L. Y. Gicquel, N. Gourdain, J. F. Boussuge, H. Deniau, G. Staffelbach, P. Wolf,
and T. Poinsot, “High performance parallel computing of flows in complex
geometries,” C. R. Mecan. 339, 104-124 (2011).

36E. Riber, V. Moureau, M. Garcia, T. Poinsot, and O. Simonin, “Evaluation of
numerical strategies for large eddy simulation of particulate two-phase recircu-
lating flows,” J. Comput. Phys. 228, 539-564 (2009).

37].-M. Senoner, M. Sanjose, T. Lederlin, F. Jaegle, M. Garcia, E. Riber, B. Cuenot,
L. Gicquel, H. Pitsch, and T. Poinsot, “Eulerian and Lagrangian Large-Eddy sim-
ulations of an evaporating two-phase flow,” Comptes Rendus Mécanique. 337(6)
458-468 (2009).

38p_ Lax and B. Wendroff, “Systems of conservation laws,” Commun. Pure Appl.
Math. 13, 217-237 (1960).

39J. Kim, P. Moin, and R. Moser, “Turbulence statistics in fully developed chan-
nel flow at low Reynolds number,” J. Fluid Mech. 177, 133-166 (1987).

ARTICLE scitation.org/journal/phf

40]. Nikuradse, “Stromungsgesetze in rauhen rohren,” Forsch. Geb. Ing. 361, 1 (1933);
available at https:/citeseerx.ist.psu.edu/viewdoc/download?doi=10.1.1.467.2980&
rep=repl&type=pdf.

“1S. Hoyas and J. Jiménez, “Reynolds number effects on the Reynolds-stress
budgets in turbulent channels,” Phys. Fluids 20, 101511 (2008).

“2G. Coleman, J. Kim, and R. D. Moser, “A numerical study of turbulent super-
sonic isothermal-wall channel flow,” J. Fluid Mech. 305, 159-183 (1995).

“3R. M. So, T. B. Gatski, and T. P. Sommer, “Morkovin hypothesis and the modeling
of wall-bounded compressible turbulent flows,” ATAA J. 36, 1583-1592 (1998).

“4D. R. Chapman and G. D. Kuhn, “The limiting behaviour of turbulence near a
wall,” . Fluid Mech. 170, 265-292 (1986).

455, B. Pope, Turbulent Flows (Cambridge University Press, 2000).

“6L. Prandtl, “Uber die ausgebildete turbulenz” in Proceedings of 2d
International Congress of Applied Mechanics (Ziirich, 1925), pp. 62-74.

47T, V. Kdrman, “Turbulence and Skin Friction,” J. Aeronaut. Sci. 1, 1-20 (1934).

“8H. Schlichting and K. Gersten, Boundary-Layer Theory (Springer Berlin
Heidelberg, 1979).

“9G. Taylor, Statistical Theory of Turbulence (Royal Society, 1935).

Phys. Fluids 33, 095123 (2021); doi: 10.1063/5.0063728
Published under an exclusive license by AIP Publishing

33, 095123-12



5.2.2 Non-isothermal cases

The method described in the paper is now tested for non-isothermal cases, in order to come
closer to LRE conditions. In a bi-periodic channel flow, the energy equation takes the form:

0 or -, ory\
a—y ()\ay — pu"h!! 4 )\ta> = —Qx (5.13)

where (), denotes the energy source term, which compensates the heat losses and maintain
the bulk temperature T, = 1660K, while the wall temperature is fixed at T,, = 320K. The
Kérmén-Nikuradse correlation for the heat transfer takes the form [Nikuradse, 1933]:

0.023 Re, Pr
0.88 + 2.03 (Pr*/? —0.78) Re;
Qu,kNe = Afitm (Ty — Tw) Nugne/Dh, (5.15)

NuKNc = (514)

where film values (subscript 'f") are used:

Ty = (Tw+T1y)/2 (5.16)
pp = 201 g+ 1/ )™ (5.17)
pr = P/(rTy) (5.18)
Ay = nsCpy/Pr (5.19)
Reyp, = uDnpy/pg (5.20)

In [Kays and Crawford, 1993] are introduced corrections to take into account the variability of
fluid properties, both for the friction coefficient and the Nusselt number. These corrections are
therefore used as the reference values for friction (Cf xn. has been defined Eq. 13 of the paper)
and heat transfer (denoted as "KNc,corr" in the following):

T —0.1 T —0.1
Cf KNc,corr — Of KNc (w> = 0.046 R‘eb_%i <w> (521)
’ ’ ’ Tb ’ Tb
o n=0 it T, /T; < 1
w . 1/4
NuKNc,corr = NuKNc (1—,})) with n=— {loglo (%)} / +0.3 ifl < Tw/Tb <5H (522)
n=-05 it T,/T} > 5

Likewise the momentum source term, the dynamic energy source term is computed as:

T, — v [[Jo T'dV

Trelax

QA = pCw (5.23)
This setup results in a ratio 7,/T,, ~ 5.2, meaning that the use of the coupled wall-law is here
mandatory. The friction Reynolds number is therefore higher, Re, = 2001, and y* = 100.
Results obtained with the standard method, i.e., without the influence of the SGS model, are
presented in Table 5.1.
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KNec,corr Smagorinsky Sigma WALE
Value Value | Error [ Value Error Value Error
Tw|Pal 34.73 36.36 | +4.70% | 43.48 | +25.20% | 44.35 | +27.71%
Q[ MW /m?] 1.01 1.02 | +1.37% | 1.09 | +8.23% 1.10 | +9.83%

Table 5.1: Comparison of friction and heat fluxes in the non-isothermal turbulent channel flow
for Re, = 2001.

The same comments as for the isothermal cases can be made here. Again, the Sigma and WALE
models fail to predict both the wall shear stress and the heat flux, overestimating both quanti-
ties. The Smagorinsky model on the other hand gives good results with an error lower than 5%.

The same simulations now performed with the addition of fluctuations in the velocity gradients
used to determine p; as described in the paper, give the results reported in Table 5.2.

KNc,corr Sigma_ sf WALE_ sf
Value Value | Error | Value | Error
Tw 34.73 31.91 | -8.11% | 29.16 | -16.03%
G 1.01 0.91 | -9.83% | 0.83 | -17.29%

Table 5.2: Comparison of friction and heat fluxes in the non-isothermal turbulent channel flow
Re, = 2001 with stochastic forcing.

If the friction is well improved, the error on wall heat fluxes stays high, and is even higher
for the WALE model. For both SGS models the wall heat flux is now underestimated, surely
because of the over-dissipating effect induced by the extra turbulent viscosity at the wall. The
results are therefore quite similar to the isothermal cases of the paper for the wall friction,
with better results with Sigma than WALE, but it seems that the addition of velocity gradient
fluctuations tends to under-predict the wall heat flux. The increase of the turbulent viscosity
at the wall may induce other phenomena affecting the heat flux. Future work is needed to
understand these phenomena and extend the method to the prediction of wall heat fluxes.

5.3 Influence of chemical reactions on wall fluxes

Using the developed ARC schemes, it is now possible to investigate the possible influence of
chemical activity on the wall fluxes. Due to the cooled wall at a lower temperature than the
burnt gas, the near-wall area is colder than the bulk flow, which can change the chemical
equilibrium. In the context of Liquid Rocket Engines, the study of this effect remains quite
rare. Using RANS of combustion chambers up to 100 bar, [Betti et al., 2016] studied several
chemical models (equilibrium, frozen, simplified kinetics) for H2/O2 and CH4/02 mixtures,
and highlighted the fact that recombination reactions could increase up to 30% the wall heat
flux in the case of methane, and up to 14% in the case of hydrogen. This behaviour was as well
observed in [Perakis et al., 2020] in the cold boundary layer of LES of a CH4/02 configuration
studied at TUM [Silvestri et al., 2016, Silvestry et al., 2018]. Such recombination reactions are
only present in sufficiently detailed chemistry models such as ARC.
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This raises the question of the possible need to develop wall models that take into account this
chemical activity. This was for example made in [Muto et al., 2018, Muto et al., 2019] in the
case of hydrogen/oxygen combustion, where a chemical equilibrium condition in the first wall
cell, allowing to compute the momentum and enthalpy flux in the boundary layer equations
thanks to a table look-up procedure to estimate chemical factors. Another idea developed and
applied in CH4/02 cases by [Perakis et al., 2020] is to pre-compute non-adiabatic flamelet
library used as model to predict heat transfer.

For a 1D stationary flow, the total wall heat flux is recalled here and is actually divided into
four contributions:

— — dT B
Tiot = PU'RL 4 Y VYIARG = A—+p > YV, (5.24)
N—— & f dy k Y
2 3 4

e 1: Turbulent flux of sensible enthalpy, modeled by: —)\t%.
o 2: Turbulent flux of chemical enthalpy, which is the term of interest here.
o 3: Laminar (or Fourier) flux, negligible in the turbulent region.

« 4: Species diffusion effect, also negligible in the turbulent region as shown in [Cabrit and
Nicoud, 2009].

The viscous effect and pressure forces are also neglected, as recalled in [Potier, 2018]. As already
introduced in Section 5.1, the turbulent flux of chemical enthalpy is not implemented in the
current version of AVBP. The objective is then to evaluate the chemical activity in the boundary
layer and its impact on wall fluxes. More precisely, the following questions are addressed in
this section:

o Is there a strong chemical activity in the boundary layer?
o If yes, does it have an influence on the wall fluxes?

o If yes, from which quantity change does it come from: thermal conductivity, heat capacity,
heat release, temperature gradient...?

o Knowing these information, is the current coupled wall-law enough to take into account
these changes?

To answer these questions, simulations of reacting turbulent channel flows are performed with
both WRLES and WMLES.

5.3.1 Numerical setup

Simulating stationary bi-periodic channel flows requires to add a source term to the momen-
tum equation in order to compensate the wall-friction (as in Section 5.2.1) and, in the case of
non-isothermal flows (typically hot bulk flow, cold wall), to add an energy source term to the
energy equation (as in Section 5.2.2). However, activating chemical reactions which are highly
sensitive to temperature, that they also modify through their heat release, raises a coupling
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problem: reactions modify the temperature, then the energy source term tries to correct this
temperature to go back to the target bulk temperature; the corrected temperature in turn mod-
ifies the reaction rates, and so on. This coupling makes it very difficult and even impossible to
reach a target operation point.

Therefore it was preferred to use a non-periodic channel with inlet and outlet boundary con-
ditions, and leading to a spatially developing turbulence and boundary layer. To obtain a
sufficiently developed turbulent boundary layer, synthetic turbulence is superimposed to the
bulk flow at the inlet, and statistics are computed only in a relevant part of the channel. Results
are presented in two transverse planes A and B as indicated on Fig. 5.3, located at X=25mm
and X=49.5mm, respectively.

INLET with 10%
turbulence, burnt gases
3000K
PERIODIC Y
For WRLES:
no-slip wall, Z X

JRT 00K For WMLES:
coupled wall-law,
isoT 600K

OUTLET 54 bar

Velocity magnitude (m/s)
1] 20 40 60 70

[

Figure 5.3: Turbulent channel flow configuration, with associated boundary conditions. In-
stantaneous velocity fields of the WRLES (foreground) and WMLES (background) are shown.
Plane A (X=25mm) and Plane B (X=49.5mm) where results are collected and spatially and
temporally averaged are also shown.

For all simulations presented below, the inlet condition is a burnt gases mixture resulting from
a CANTERA CH4/02 equilibrium with the ARC derived in Section 4.3.1 for 54 bar, 3000K,
RM=3. The detailed composition of the inlet is detailed in Table 5.3. It is expected for the
reacting cases that the mixture at equilibrium should not evolve much in the bulk flow at
the same temperature of 3000K, but may change in the near-wall region under the heat loss
through the walls at a temperature of 600K. As the ratio Thug/Twar = 5, it represents a high
temperature gradient, and the coupled wall-law from Cabrit [Cabrit and Nicoud, 2009] is used.
The outlet is imposed at 54 bar since the ARC scheme has been derived for this pressure.

The numerical methods are exactly the same as for the channel flows computed in Section 5.2.1.
The Lax-Wendroff convection scheme is applied to a hexaedral element mesh. Note that the
SGS model used here is Sigma. From the conclusions of Section 5.2 about coupling between the
wall-law and the SGS model, it may seem not the best choice as the Sigma model was found
to over-predict wall fluxes. However this choice will not impact the conclusions about chemical
activity in the boundary layer.
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T (K) 3000
H2  0.0116504
H  0.000360494
O 0.000310369
02  0.00106129

OH 0.0087071
H20 0.449527
CO 0.275636
CO2 0.252742

Table 5.3: Channel inlet boundary condition: temperature and major species mass fractions
(other ARC species in minor proportion are not shown).

5.3.2 Laminar cases

Firstly, laminar Poiseuille flows are considered to give a first insight on the chemical activity
without any notion of turbulence modelling.

Two cases are simulated, with and without chemical reactions, denoted respectively LAM_F
("Frozen") and LAM_R ("Reactive"). Temporal averaging was performed over two convective
times, which is here 7,,,, =~ 10ms. The boundary layer is resolved for both cases with y* ~ 0.5.

Quantity Unit LAM_F LAM_R | Relative difference
Tw Pa 0.347 0.350 -0.9%
Puw kg/m? 22.70 23.25 -2.4%
T Pa.s 3.22E-05 3.22E-05 0.0%
(Ou/0Y)w st 1.067E+04 1.073E+04 -0.6%
Gw MW /m? 0.551 0.627 -10.4%
Cpw J/kg/K 1696 1688 0.5%
Aw W/m.K 0.094 0.094 0.0%
(0T/0y)w  K/m 5.83E+06  6.50E+06 -10.4%

Table 5.4: Comparison of main wall quantities in the two cases of Poiseuille flow (the relative
difference is computed with the reactive case as the reference), computed in Plane A (X=25mm)

Table 5.4 indicates that the wall fluxes differ between the two cases, the reacting case exhibiting
a slightly higher friction flux, but a much higher heat flux. The physical properties (pu, fiw,
Cpw, \y) at the wall are however very similar in both cases, meaning that the flux differences
come from the gradients of flow quantities (velocity for friction, temperature for heat fluxes) at
the wall: indeed their relative difference are of the same order than the respective flux relative
difference.

Figure 5.4 shows the details of these differences: an exothermic heat release is found (Fig.
5.4¢) in the near-wall region (between 10 < y™ < 100), which explains the slightly higher
temperature in the reacting case (Fig. 5.4a). The impact of the temperature is found on the
heat capacity, Fig. 5.4d, for which the value is globally slightly higher in the reacting case.
Finally the temperature gradient difference at the wall is clearly observable in Fig. 5.4b and
grows towards the wall, resulting in higher heat flux in the reacting case. Theses differences
have therefore a chemical origin that is explained in the next section.
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Figure 5.4: Comparison between the frozen and boundary layer on the case of Poiseuille laminar
flow, located at plane A (X=25mm).

5.3.3 Turbulent cases

Using turbulent reactive channels raises the question about the behaviour of a wall law when
chemical reactions occur in the boundary layer. To study this, the test matrix shown in Table
5.5 containing the name of 4 cases is proposed. These tests will allow to evaluate the importance
of including chemistry in wall-laws.

Resolved BL | Modeled BL
Frozen BL WRLES F | WMLES F
Reacting BL [ WRLES R [ WMLES_ R

Table 5.5: Test matrix for turbulent channel flows.
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The point is here to compare the differences between the frozen and reacting conditions found
in the WRLES and in the WMLES, by looking at the relative differences indicated in Table 5.6
and 5.7. Note that because of computational cost, the WRLES are not exactly resolved at the
wall but are constructed to target y™ = 5. This is however considered generally sufficient to
consider the boundary layer as almost resolved: y* ~ 5 lies in the viscous sub-layer, where no
turbulent activity is expected (see Fig. 5.1). The WMLES are then designed to reach a resolu-
tion of y™ &~ 80. With a convective time of the channel of about 7., ~ 1ms, the WRLES have
been averaged over at least 3ms, and 30ms have been calculated for the WMLES. Note that in
the following graphs presented with y* as abscissa, the wall point, normally at y/h = y* = 0,
has been artificially moved to y™ = 1 for better clarity.

Plane A Plane B

Quantity Unit WRLES F WRLES R RD WRLES F WRLES R | RD
Tw Pa 22.55 23.95 -5.8% 22.96 24.51 -6.3%
Puo kg/m3 22.72 23.12 1.7% 22.76 23.14 | -1.6%

o Pa.s 3.21E-05 3.21E-05 0.0% 3.21E-05 3.21E-05 0.0%
(Ou/0Y)w s71 6.33E+05 6.66E+05 -5.0% 6.35E+05 6.73E+05 | -5.7%
G MW /m? 3.647 4.061 -10.2% 3.581 3.945 -9.2%
Cpuw J/kg/K 1695.7 1691.1 0.3% 1695.7 1692 0.2%
Aw W/m.K 0.094 0.094 0.0% 0.094 0.094 0.0%
(0T /0Y)w K/m 3.37TE+07 3. 70E+07 | -9.2% 3.28E+407 3.58E+07 | -8.4%

Table 5.6: Comparison of main wall quantities in the case of turbulent WRLES (relative dif-
ference ("RD" in the table) computed with the reactive simulation as the reference).

Plane A Plane B
Quantity Unit WMLES F WMLES R| RD | WMLES F WMLES R | RD
Tw Pa 28.57 27.92 2.3% 32 32.45 -1.4%
Puw kg/m3 24.16 24.44 -1.1% 23.28 23.6 -1.4%
o Pa.s 3.20E-05 3.20E-05 0.0% 3.20E-05 3.20E-05 0.0%
G MW /m? 4.211 4.384 -3.9% 4.33 4.628 -6.4%
Cpw J/kg/K 1895.2 1900.0 -0.3% 1897.6 1915.5 -0.9%
Aw W/m.K 0.105 0.105 0.0% 0.105 0.106 -0.9%

Table 5.7: Comparison of main wall quantities in the case of turbulent WMLES (relative
difference ("RD" in the table) computed with the reactive simulation as the reference).

It seems that the differences between the frozen and the reacting cases are lower in the WMLES
than in the WRLES. It means that a contribution to the wall fluxes due to chemical reactions
is missed in the case of WMLES.

As for the Poiseuille flow, the WRLES indicate that the wall flux differences mainly come from
velocity and temperature gradients at the wall (visible between the two first grid points of Fig.
5.9b), the other physical properties remaining almost the same in all cases. However in the case
of WMLES, the resolved velocity and temperature gradients, as well as \,, are not used by
the wall-law to compute the fluxes (as recalled by Egs. 5.8 and 5.9), so that the flux prediction

121



difference has another origin.
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Figure 5.5: Averaged heat release rate profiles normal to the wall in plane A.

The averaged heat release rate profiles normal to the wall of the reacting cases presented Fig.
5.5 show important differences between WRLES and WMLES. In WRLES a single exothermic
peak is observed between roughly 10 < y™ < 120, including therefore the buffer layer and the
beginning of the turbulent boundary layer zones. The maximum value is reached at y* = 60.
In the WMLES however, the first grid point being located at y™ = 80, the simulation can-
not describe this behaviour. The coarse mesh produces also an exothermic zone but around
yT = 200, endothermic reactions appear and take over, something that does not exist in the
WRLES.

Details of this heat release rate are in Fig. 5.6, where fields of the heat release rate and the
source terms of the main contributing species to the chemical activity in the near wall region
in Plane A are presented. Exothermic activity is indeed found (top-left image) and is related
to the consumption of OH and O2 to produce H20. Meanwhile, the CO/CO2 equilibrium
characteristic of post-flame zones which is exothermic, is found to move as the two species
exhibit quite high source terms next to the wall. Interestingly the averaged species profiles of
Fig. 5.7 show that despite a lower near-wall resolution, the WMLES follows the same trend
than WRLES. However it can be seen again that species CO, CO2 and H20 reach different
values at the wall, meaning that some reactions of CO/CO2 equilibrium and H20 production
are not correctly described in WMLES.

The contribution of the main species to the heat release rate is shown in Fig. 5.8. Note that
these plots have been normalized by the mean heat release rate in plane A to easily compare
the WR- and WMLES cases. The plots confirm the above findings: the chemical activity in
the WMLES qualitatively follows the same trends as in the WRLES. the species CO2 and H20
are found to be the main responsibles for the heat release in both simulations, with an exother-
mic for CO2, endothermic for H20 contribution in the temperature range 1200 - 2200K, and
conversely an endothermic for CO2, exothermic for H20 contribution for higher temperature
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Figure 5.7: Average profiles of the main species mass fraction as function of y* in WRLES and
WMLES of the reacting cases, located in plane A.

up to =

2700K. However, Fig. 5.9 also recalls that these large temperature intervals are poorly

represented in the WMLES, covered with no more than 2 grid points in the temperature pro-
file. Therefore, the active reactions in these temperature ranges cannot be properly represented
quantitatively by the WMLES. Their intensity seems actually under-estimated, as shown in the
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scale difference in Fig. 5.8 of one order of magnitude, which explains the lower wall heat flux
difference between the frozen and reacting cases in WMLES compared to WRLES. This low
resolution effect may also explain the weird point at y/h = 0.1 in the temperature profile in

Fig. 5.9a.

Another striking difference in Fig. 5.8 is the heat release contributions at T=3000K, where al-
most no reactivity is seen in the WRLES, while it is maximum in the WMLES, corresponding
to the endothermic peak of Fig. 5.5. This again may be attributed to the filtering induced by
the coarse mesh in this region.
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Figure 5.8: Instantaneous scatter plots of WRLES (a) and WMLES (b) of the contribution of
the main species to the heat release rate, normalized by the mean HRR in plane A, as function
of the temperature.
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Figure 5.9: Average temperature profiles as functions of y/h in WRLES and WMLES for the
frozen and reacting cases, located in plane A. Figure (b) is a zoom on the viscous sub-layer.
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Remarks:

o Note that the same behaviours about coupling wall-law and SGS model, as investigated in
Section 5.2, are observed here. Considering the WRLES as the reference, the WMLES
run as well with the Sigma model overall over-predicts the fluxes by the same order of
magnitude, about +10 to +20%, respectively for the frozen and reacting flows.

o In Table 5.7 (WMLES cases), the physical properties p,, and j,, are computed with the
wall temperature imposed by the boundary condition (i.e., 600K), as is done in the wall-
law. The heat capacity Cp,, is computed differently, taken as the cell value therefore using
the cell temperature, about 1075K in this case (first grid point of Fig. 5.9b). In the
WRLES, the wall temperature value is indeed 600K, explaining the lower Cp, than in
WMLES. This effect also contributes to the wall heat flux over-prediction in WMLES.
Note that N, is also taken at the cell temperature, leading to a higher value in WMLES
than in WRLES, but as this quantity is not used in the wall-law it is difficult to conclude
about its effect.

e Results in Plane B show the same trends. However problematic pressure waves near the
outlet make them less converged so that only Plane A results were presented.

5.3.4 Conclusions

Both wall-resolved laminar and turbulent cases show that chemical activity in the boundary
layer has a non-negligible impact on the prediction of the wall heat flux with a difference about
+8-10% compared to the non-reacting case, which is consistent with the literature [Perakis
et al., 2020, Betti et al., 2016]. A difference is also observed for the wall friction prediction,
but to a lesser extent. The origin of the difference is identified to be the wall gradients of tem-
perature and velocity, which are significantly impacted by chemical activity. In particular the
CO-CO2 equilibrium seems to play a key role, also previously highlighted by the same authors
[Perakis et al., 2020, Betti et al., 2016].

This behaviour is qualitatively retrieved in WMLES, however the poorer resolution tends to
decrease the difference between the reacting and non-reacting boundary layers. This means
that in order to get closer to a reference resolved boundary layer, the effect of chemistry on
the temperature and velocity gradients should be introduced in the wall model. Without this
effect, the current coupled wall-law as implemented in AVBP is not able to recover the correct
wall fluxes in case of reacting boundary layers.

In order to model the impact of chemistry on wall fluxes in WMLES, a first possibility would
be to implement the full formulation of the coupled wall-law, as originally developed by Cabrit
[Cabrit and Nicoud, 2009], and taking into account chemical enthalpy fluxes. However, this may
not be sufficient considering the results of this section, as it seems that the chemical reactions in
WMLES are not at the right level of intensity. This calls for a sub-grid scale chemical reaction
model suited to near-wall flows. To go in this direction, [Muto et al., 2019] considered to evaluate
chemical equilibrium at the wall. This was applied for H2/0O2 combustion, i.e., a highly reactive
mixture close to equilibrium in most locations. In the case of CH4/02 combustion however
the CO/CO2 equilibrium is a much slower process and the assumption of equilibrium may not

hold.
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Part 1V

Applications
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Chapter 6
The CONFORTH configuration

The CONFORTH configuration is a lab-scale Liquid Rocket Engine owned by ONERA (Palaiseau),
and is a modification of the Mascotte test bench [Palerm et al., 2015]. It allowed to study many
aspects of cryogenic rocket engines both experimentally and numerically, like flame dynamics
[Candel et al., 2006, Habiballah et al., 2006], heat transfer [Ordonneau et al., 2016, Pichillou
et al., 2017, Grenard et al., 2019], and more recently, soot emission [Vingert et al., 2019], how-
ever particularly focusing on wall heat transfer in conditions close to a real LRE. CONFORTH
can be run at pressure from 20 to 70 bar and with oxy-combustion of hydrogen or methane at
various mixture ratios. Two versions exist: a "thermal" version used to measure temperature
and heat fluxes at the wall and a "visualization" version with a glass window to see the flame
shape and atomization process. The development of this test bench is part of the CNES strat-
egy in support of future LRE programs [Palerm et al., 2015].

Figure 6.1: CAD of the CONFORTH test bench from ONERA [Pichillou et al., 2017].

The objectives of this section is twofold. First the high pressure ARC methane-oxygen scheme
and the exponential time integration of chemistry presented in the Section 4.4.1 are evaluated,
this time in the LES of a real system; also the ability of LES to predict wall heat transfers
and temperature is studied, taking into account the conclusions of Section 5.3. With these
objectives the LES have been run in the "thermal" configuration of the test bench (see Fig.
6.1).

127



Note that some parts reported below are directly taken from [Blanchard et al., 2022|, and
enhanced with some information complements.

6.1 Experimental setup

The experimental setup is detailed in [Ordonneau et al., 2016]. The CONFORTH test bench
consists of five coaxial injectors: one central and four others placed all around on an external
ring, as shown in Fig. 6.2. The chamber has a circular section and ends with a nozzle. The
chamber walls, made of copper, are cooled by a water circuit. The injection head (faceplate)
is not cooled. The chosen operating point for the present work, summarized in Table 6.1, is
methane oxy-combustion at a pressure of 54 bar with a rich global equivalence ratio ¢, = 1.262.
Details about the geometry are not given for confidentiality reasons. For all the following, "X"
denotes the axial direction (flow direction), and Y and Z the transverse coordinates: see Fig.
6.1.

Pressure [bar] 54
GOy mass flow rate [g/s] 124.78
GCH, mass flow rate  [g/s] 39.38

Global equivalence ratio  [-]  1.262
Mixture ratio ] 3.17

GO, temperature K] 279.7
GCH, temperature K] 2838

Table 6.1: Operating point for the LES of the CONFORTH test bench.

The instrumentation of the bench is composed of thermocouples aligned along 3 so-called gen-
erating lines ("lignes génératrices"), shown in Fig. 6.2, in order to get the heat flux information
at 3 locations:

o line A: is lined up with an external injector

o line B: is in-between the line aligned with an external injector and the line between two
external injectors

e line C: is between two external injectors

Due to the axi-periodicity of the test bench the generating lines can also be considered to be
at position 0°, 22.5°and 45°.
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C (225°)
B (157.5°)

Figure 6.2: Generating line positions (cut normal to the X-axis).

Along each line pairs of thermocouples are regularly placed at several positions along the
400mm-long chamber: one thermocouple gives the temperature Tpg on the hot side (or gas
side), the other one gives the temperature Tppr on the cold side (or cooling water side): see
Fig. 6.5. The heat flux is then derived from these two temperatures at each point and from
the known thermal conductivity A, of the solid material that separates them.

Two measurements of pressure were also made at the chamber wall at positions x=14mm and
x=215.9mm.

6.2 Modelling

The AVBP solver is used, with the Lax-Wendroff convection scheme [Lax and Wendroff, 1960]
and simplified transport rules: Prandtl and Schmidt numbers are constant. Furthermore, the
subgrid-scale turbulence model is the Sigma model [Nicoud et al., 2011] and constant turbulent
Schmidt and Prandtl numbers (fixed at 0.6 for both) are used for sub-grid species and thermal
turbulent diffusion. The Soave-Redlich-Kwong cubic equation of state is used [Soave, 1972],
and local filtering is applied to the density and pressure fields following the LAD approach
[Schmitt, 2020] to avoid spurious numerical perturbations.

Two simulations are performed: one with the classic time integration scheme (referred to as
LES-CLASS), the other with the exponential time integration presented in Section 4.4.1 (re-
ferred to as LES-EXPO). Similarly to the 2D flame computations shown in Sections 4.4.1 and
4.5, the diffusion flames which develop in the chamber are artificially thickened by the mesh
and do not require further thickening to be resolved. Subgrid-scale flame-turbulence interac-
tions however are not explicitly taken into account, and in principle should be modeled. In the
present case subgrid-scale effects are assumed small in comparison to the resolved turbulence
thanks to the refined mesh in the flame zone and are omitted. It will be checked a posteriori
that the flames are indeed purely non-premixed and that subgrid-scale turbulence is weak.

129



6.2.1 Numerical setup
Geometry and mesh

The whole 3D combustion chamber (with the five injectors) is simulated except the nozzle. The
mesh about 33M cells is fully made of tetrahedral elements, which size from Axg = 40um at
the injector lips to Az, = 3000pm in the domain. At the walls, tetrahedra are also used and
yT values scale from 40 to 60 along the chamber. There are about 10 points to solve the flame
thermal thickness. Fig. 6.3 shows an overview of the mesh.

Figure 6.3: CONFORTH test bench mesh overview. Left: cut normal to Z-axis. Right: quarter
of injection head normal to the X-axis.

Boundary conditions

The boundary conditions are formulated with the Navier-Stokes Characteristic Boundary Con-
dition (NSCBC) approach [Poinsot and Lele, 1992]. Inlets are set with the recently published
Non-Reflective Inlets (NRI) method [Daviller et al., 2019] which allows to absorb acoustics
while maintaining the injection fluxes. As the nozzle is not computed, the outlet pressure is set
at 54 bar. At the GCHy and GOy inlets, turbulent velocity profiles (of shape 1/7) are imposed.
The injector (including lips) walls are treated with adiabatic slip conditions with the use of the
standard wall-law. The injector head wall is treated as an isothermal wall with T=500K. The
chamber walls receive a particular treatment which is described hereafter.

All boundary conditions are summarized in Fig. 6.4.

Coupled wall law with imposed heat

Wall law exchange coefficient profile and T,

isoT = 500K

Wall law
adiabatic

Outlet
54 bar

~—GO, injection

GCH, inject

| £

Figure 6.4: Boundary conditions: zoom on the top injector (cut normal to the Z-axis).
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Wall modelling

The chamber walls make use of the coupled wall law derived by Cabrit [Cabrit and Nicoud,
2009], which takes into account the high temperature gradients expected between the burnt
gases and the walls. The heat transfer through the wall is taken into account by imposing a
heat exchange coefficient profile based on experimental results with a reference temperature set
at Ty, = 280.15K. The heat exchange coefficient was computed as explained in the following.

EXPERIMENTAL NUMERICAL
Cooling water hg%, T
/____q_ b . i .
Te,PE i Tw,RC
\T Inputs for the coupled
e oL LI wall law : Reg, Teo
dp
T,
PRI -~ O - SO Qw,LEs
Tw,exp le” G I N Ty LES
TepG . Tepg ___HXU'Z' Tz
Hotgases ~~ ~___~ i = il T e

Figure 6.5: Thermal boundary condition (proposed by CNES). Q,, s is the LES output, from
which T, 1 gs is then retrieved.

The heat exchange coefficient in the cooling water was provided by ONERA for the 3 generating
lines (not provided here for confidentiality reasons). They were averaged to get one single lon-
gitudinal profile h%.. Then the equivalent heat exchange coefficient h., is calculated following
Eq. 6.1 (the details are given in Annex A., as proposed by CNES in [Martin-Benito, 2019]),
which takes into account convection from the cooling water hf%. and conduction through the
wall material with A,. 7. pg is the chamber radius, r. pg is the chamber radius plus the wall
thickness, e, is the wall thickness, epq is the distance between the wall and the thermocouple
located on the hot side, and dp is the distance between the two thermocouples. Figure 6.5
sums up the modelling, from the experimental data to the simulation inputs.

1
eq — In [ "ePE
n Te,PG 1
TC7PG Aw + rc,PEh%c

In AVBP, the coupled wall boundary condition with heat loss (WALL_LAW__COUPLED_ LOSS)
requires as input a heat resistance R.,, which is here simply the inverse of h.,. The experimen-
tal values have therefore been fitted into a 7-order polynomial, as indicated in Fig. 6.6, to be
easily implemented.

h

(6.1)
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Figure 6.6: Longitudinal heat resistance profile R., used in AVBP as wall boundary condition.

6.3 Results

Two simulations are performed: one with the classic Arrhenius form time integration (referred
to as LES-CLASS), the other with the exponential time integration of chemistry presented in
Section 4.4.1 (referred to as LES-EXPO). The simulations were run for about two convective
times, estimated to be 8.5ms. This represents in terms of CPU cost about 1100 kh for the
LES-CLASS and about 800 kh for the LES-EXPO, meaning a reduction of about 27% with
the exponential integration. Computations were run on the TGCC cluster IRENE, both on
Skylake and KNL processors.

Some parts of the next section (the flame analysis) are directly taken from [Blanchard et al.,
2022] published in Acta Astronautica.

6.3.1 Computational cost gain

The CFL time step is Atcpr, = 7.3ns while Eq. 4.7 gives a chemical time step At e, = 0.23ns,
i.e., about 32 times smaller. In practice, the case LES-CLASS runs with kcpas55 = 20 while the
case LES-EXPO runs with kgxp = 10, i.e., a 2 times higher chemical integration time step.

6.3.2 Flame analysis
Flame shape

All views presented in this Section are cuts across the Z-normal axis. Note that for confiden-
tiality reasons, axes have been non-dimensionalized to new units X', Y’ , Z’, the length X' =1
corresponding to the mean flame length found (see Fig. 6.7).

Fig. 6.7 contains various averaged fields to compare the two integration methods, where a typi-
cal diffusion flame shape anchored at the lip is easily recognizable. The fields exhibit differences
between the central and the side flames because of flame-flame and flame-wall interactions. The
central flame is shorter, and it seems that the side flames are slightly bended towards the walls.
Also, the main exothermic zone of the side flames is shorter next to the walls, due to the colder
area near the walls. Both time integration methods give very similar results, also concerning
the flame length.
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Heat release rate (W/m3) Mixture fraction (-) Velocity (m/s)
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Figure 6.7: CONFORTH test bench. Cuts of averaged fields of heat release rate, mixture frac-
tion and velocity obtained with the classic (left half) and the exponential (right half) methods,
with the stoichiometric line in white (Zs = 0.2). The red box indicates where the scatter plots
are realized (see next Section).

Fig. 6.8 and 6.9 shows instantaneous fields of the temperature with superimposed streamlines.
Corner and inter-injector recirculation zones appear with different sizes, extending to about
X" = 0.6 and X’ = 0.15 respectively in the axial direction. Short flames and fast thermal
expansion lead to a thermally homogeneous flow of hot gases above 3500K from X’ = 0.9 and
downwards. However looking at Fig. 6.9, the burnt gases composition is less homogeneous:
due to the different relative positions of the flames, CO is trapped in the corner recirculation
zone, but entrained downstream by the accelerated flow between the flames.

It is also worth noting that the use of a cubic equation of state was indeed necessary to take
into account the real gas conditions of the simulation in the flame zone due to the supercritical
regime: Fig. 6.10 shows that the high intensity of heat release rate is located within the zone
of compressibility factor Z = P/prT = 0.95, so that real gas effects is happening here. Note
that as previously mentioned in Section 4.3.2, the ARC used in this simulation was reduced by
using the perfect gas assumption for practicality reasons, however this does not impact its use
for a cubic EoS.
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Figure 6.8: CONFORTH test bench. Instantaneous temperature field of the classical integration
case with streamlines.

0.00 0.25 0.50 3 1.00

Figure 6.9: CONFORTH test bench. Instantaneous CO mass fraction field of the classical
integration case with streamlines.
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Figure 6.10: Averaged heat release rate field focusing on the central flame. The white isoline
indicates the compressibility factor Z = 0.95: inside this zone, Z < 0.95.
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Flame structure

It is first verified that the flame is purely non-premixed, using the Takeno index [Yamashita
et al., 1996] ¢ weighted by the heat release rate wr, computed and integrated through the whole
domain V', as:

CHr = /VC X wr (6.2)

It is found that about 73% of the heat is produced in non-premixed conditions. The remaining
27%, therefore burning as premixed, are identified to be at either far from the stoichiometric
line, either at the tip of the flame where the resolution is poorer or either located in-between
the flames, where the mixture is mainly composed of burnt gas products H,O, CO and CO,
but not yet at equilibrium: the mixture continues to react in a premixed mode to establish the
correct CO-CO4 equilibrium.

The flame structure is studied through scatter plots realized in the red box shown in Fig. 6.7
on the time-averaged solution. As a major control parameter of diffusion flames, strain rate
statistics are first shown in Fig. 6.11. In the LES simulations, the resolved strain rate along
the flame is computed as:

a; = (0s5 — nin;)Si; (6.3)

where n;, n; are the components of the flame normal, \S;; is the resolved fluid strain rate tensor,
and 9;; is the Kronecker symbol.
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Figure 6.11: CONFORTH test bench. Strain rate distribution in the classical integration case.
In the considered area, 75% of the turbulent flame see a strain rate below 5000 s~!, with a peak
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of the probability around 3000 s~t. At this pressure, the extinction strain rate of a methane-
oxygen flame is of the order of 3 x 10%°s™!, far above the maximum strain rate observed (of
the order of 1.5 x 10°s™!) which means that the present turbulent flame never quenches in the
studied zone.

Heat release (W/m3)
~le+9 Se+10 le+11

Vis_turb/Vis_lam
0 10 20 30 40 50

bl
0.0 0.1 0.2 0.3 0.4 0.5

Figure 6.12: CONFORTH test bench. Details of the mesh in the central flame (top) and ratio of
turbulent over laminar viscosities (bottom) for the averaged solution of the classical integration
case. White isoline shows the stoichiometric mixture fraction.

As announced in the model description, the subgrid-scale flame-turbulence interaction is eval-
uated. To do this the ratio of the turbulent viscosity over the laminar viscosity is shown on
Fig. 6.12. One can see that this ratio is quite low (below 10) in most part of the flame. This is
explained by the fine mesh at the flame location, as shown in the top-half of the figure. Towards
the flame tip, the mesh coarsens quite rapidly which results in higher values for the viscosity
ratio, but at this location most of the heat release has already been produced. This low tur-
bulent viscosity indicates a small flame-turbulence sub-grid intensity, which can be therefore
neglected, following the same idea as in [Breda et al., 2020].

The maximum temperature gradient in the flame controls the thermal flame thickness which
is calculated with Eq. 4.18 and is found to be between 220 < d;, < 49um for strain rates of
3000 < a < 30000s~!. With a cell size going from 40 to 80 wm in this area, the mesh refinement
is considered sufficiently fine to solve correctly this gradient.

To complete these statements about simulation quality, as the computations were long to con-
verge and required many integration time steps, an error accumulation study is performed
following the technique described in [Smirnov et al., 2015]. An average cell size is considered
and compared to the domain lengths in each direction, providing a 3D relative integration error.
Taking into account the total number of iterations performed, in the case of the LES-CLASS
case the accumulation error estimate due to computation duration is found to be less than 2%,
which is acceptable.

Scatter plots of temperature with mixture fraction are shown in Fig. 6.13 for the two cases and
compared to the CANTERA solution at strain rate 4000 s~!, which corresponds to the mean
value in the zone defined by the red box of Fig. 6.7. They confirm that the flame is substantially
stretched but stays far from quenching. Note that ARC remains valid for strain rates largely
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exceeding its range of derivation presented in Section 4.3.1: this is a known advantage of ARC
as demonstrated in [Felden et al., 2019]. The two AVBP simulations give very same results,
which are however different from the laminar CANTERA solution. The maximum temperature
is lower in AVBP with about 400K gap, which can be explained by the fact that the LES flames
are simply not adiabatic. It can be noticed that in the rich side of the flame, a group of points
seems slightly out of the curves: they are found in the premixed zone, in between the flames.

LES-CLASS
LES-EXPO
— CANTERA, a = 40005~

3000 -

> 2000 A

Temperature [K]|

1000 +

0.0 0.2 04 0.6 08 1.0
Mixture fraction [—]

Figure 6.13: CONFORTH test bench. Scatter plots of temperature in the zone defined by
the red box of Fig.6.7 for cases with classical and exponential integration, compared to the
temperature profile of a laminar flame at equivalent mean strain rate.

To go further in the flame structure analysis, statistics of the time-averaged heat release rate
in the mixture fraction space are shown in Fig. 6.14. In the figure, both the time-averaged
and the standard deviation in the zone defined by the red box of Fig. 6.7 are plotted. The two
AVBP computations are again very similar. However, due to the time-averaging operation, the
complex shape with two exothermic and one endothermic peaks, as observed in the laminar
flame solution at the representative strain rate of @meqn = 400057}, is not recovered.
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Figure 6.14: CONFORTH test bench. Time-averaged heat release rate: mean of the points
located in the red box of Fig. 6.7 and their standard deviation, for cases with classical and
exponential integration, compared to heat release rate profile of a laminar flame at equivalent
mean strain rate.

To better elucidate the LES flame structure, the instantaneous heat release rate (together with
the main species contributions) is plotted against the mixture fraction in Fig. 6.15. To obtain
a typical curve, a reduced number of instantaneous solutions have been used to build scatter
plots in the red box of Fig. 6.7 from which a fitted curve was extracted. Only the LES-CLASS
case is shown, as same results were obtained for the LES-EXPO case. The instantaneous LES
results clearly recover the whole complex, three-peaks flame structure, which confirms that
time-averaging is responsible for the smooth heat release rate profile of Fig. 6.14. The species
contributions explain the origin of the endothermic peak due to the species CoHs and Hy and,
to a less extent, COy, while the main exothermic zone is due to CoHy and CHg. This highlights
the importance of some species which are usually not found in simpler chemical schemes.

The flame can also be described in Fig. 6.16 where instantaneous chemical source terms are plot-
ted (curves fitted on scatter plots). The first exothermic peak in the lean side around Z = 0.1
is due to the oxidation of CO in CO,. The main exothermic peak between 0.2 < Z < 0.3
corresponds to the consumption of the reactants Oy and CHy, the production of H,O and CO,
and the oxidation of radicals such as OH, CH3 and CyHs. Finally the endothermic zone on the
rich side is associated to the production of CoHs and Hy and the consumption of COs.
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Figure 6.15: CONFORTH test bench. Instantaneous heat release rate and species contributions
to the heat release (curves fitted on scatter plots in the red box of Fig. 6.7) for the classical

integration case.
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Figure 6.16: CONFORTH test bench. Instantaneous chemical source terms (curves fitted on

scatter plots in the red box of Fig. 6.7) for the classical integration case.

Time-averaged species profiles are plotted in Fig. 6.17 to 6.19. For the propellants CH4 and
O,, AVBP results fit correctly the CANTERA laminar flame solution, with little dispersion.
The main products HyO, CO and CO, show more discrepancies, in particular the CO-COq
equilibrium is slightly moved. Smallest species like CH3z and OH exhibit larger differences
compared to the laminar flame. In all those figures, note however the perfect match between
the LES-CLASS and LES-EXPO case, demonstrating the validity of the exponential time

integration method.
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Figure 6.17: CONFORTH test bench. Scatter plots of CHy and Oy from the time-averaged

solution in the red box of Fig. 6.7.
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Figure 6.18: CONFORTH test bench. Scatter plots of HoO, CO and COs from the time-

averaged solution in the red box of Fig. 6.7.
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Figure 6.19: CONFORTH test bench. Scatter plots of Hy, CH3 and OH from the time-averaged

solution in the red box of Fig. 6.7.

140




6.3.3 Power budget

Here a global analysis of the combustion chamber power is performed. Note that in the experi-
ment this power was not measured. The theoretical power released by a flame Py, in adiabatic
conditions and assuming complete combustion, can be evaluated from the burnt fuel mass flow
rate my, multiplied by its lower heating value LHV; (computed with CANTERA for these
particular operating conditions). As the CONFORTH test bench operates in rich conditions
(¢g > 1), the amount of burnt fuel is the total fuel mass divided by the equivalence ratio, so
that:

Pu, = iy LHV; /by = 0.03938[kg/s] x 50.04]M J/kg]/1.262 = 1.56 MW (6.4)

This is a crude estimation of the flame power which is in fact the maximum possible value
corresponding to a fully adiabatic combustion chamber and no reversible chemical reactions.

Therefore the theoretical power of the test bench is better evaluated by taking the burnt gas at
equilibrium. The solver CANTERA is used to compute the equilibrium (at constant enthalpy
and pressure) with the ARC scheme species and in the conditions of CONFORTH, and starting
from the initial composition defined as:

Yoo -] 0.76
YCH4,i [—] 0.24
Pressure [bar] 54
T, K] 280

Table 6.2: Initial conditions to compute the CANTERA equilibrium.

The sensible enthalpy difference between the initial state (index "i") and the final state (index
") gives the flame power as:

T
PinCANT = Tigor A "o (T)dT = 1.34MW (6.5)
where 1,y = 0.165kg/s is the total mass flow rate. The value Py, canr can be directly
compared to the power found in the simulation. Figure 6.20 shows the two contributions to
the total power computed from the LES: the heat release rate wy (abbreviated as "HRR'" and
defined in Eq. 2.33) and the wall heat losses (),,. Both quantities are first integrated in the
cross section of the chamber S, and then presented as cumulative integrals. Starting from the
location xy = Omm at the injection head plane, they are successively integrated along the x-axis
until the end of the domain at z,,4, = 390mm:

Cop () = / / ordSda’ (6.6)
xzg JS
Co,(z') = / / QudSdz’ (6.7)
xzg JS
The cumulative HRR exhibits a rapid growth from x = 0 to x = 100mm, giving therefore an
indication on the flame length in the LES of about 100 mm, consistent with the flame analysis

presented in Section 6.3.2. The cumulative HRR continues to grow, but more slowly until the
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Figure 6.20: Axial power evolution.

end of the chamber, indicating that there are still exothermic chemical reactions in the post-
flame zone and that equilibrium is not reached at the chamber exit. This behaviour mainly
comes from chemical activity at the walls and is discussed further. Meanwhile wall heat losses
increase almost linearly. Note that both classical and exponential integration methods show
again an excellent agreement.

The final value of the cumulative HRR at z,,,. is the total power generated by the flame in
the whole domain and equivalently, the final cumulative wall heat loss is the total power loss:

PHRR == CwT(xma:L‘)
Pq, = CQw(xmaJC)

In fact wall heat losses have an impact on the sensible enthalpy of the mixture throughout the
domain, which is taken from Pprr. Therefore to compare to the theoretical power in adiabatic
conditions, Pyrr and Pg, are simply added. Note that the heat losses at the injection head
are taken into account: they represent about 1.6% of the total wall heat flux Pg, .

Ptot,LES = Purr + PQw ~1.074+0.20=127TMW (610)

It is found that the total power of the LES is about 5.2% lower than the theoretical power of
Eq. 6.5, obtained with the CANTERA equilibrium. This is not a surprise because as explained
above, the mixture does not reach equilibrium at the end of the domain, and therefore more
heat could be still released if the chamber was longer. To evaluate this missing enthalpy,
another equilibrium calculation is performed with CANTERA, starting with the burnt gases
mean composition and temperature at the outlet plane (i.e., the composition of LES-CLASS
shown in Table 6.3). The sensible enthalpy difference between the obtained equilibrium and
the initial state is found to be Ahggui = 0.27M J/kg, here per kg of mixture (here in adiabatic
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conditions). Multiplying by 7., the power P.,,; which would be released by the mixture at
the outlet plane when reaching equilibrium is:

Pequit = Ahequitmior = 0.045 MW (6.11)

Note that P4y is computed without heat losses and therefore is only an estimation of the
missing enthalpy. Finally, if the equilibrium was reached in the LES, the total power would be:

Ptot,LES,eq = PHRR + PQw + Pequil ~ 1.07 + 0.20 —+ 0.045 = 1.315MW (612)

With this estimation the theoretical power Py, canr = 1.34MW is almost recovered, and
considered satisfactory in view of the approximations made. This energy budget shows that
wall heat losses impact significantly the enthalpy and the temperature of the burnt gases in two
ways: directly through the loss of sensible enthalpy, and indirectly through the modification of
the chemical composition and final equilibrium.

6.3.4 Burnt gases composition

The burnt gases composition is analysed at x = 390mm, slightly before the outlet. As the
mixture is stratified due the temperature change from the bulk flow to the walls, only the bulk
zone is considered here, as shown in Fig. 6.21. Table 6.3 presents averaged values in this inner
zone, obtained both from the LES cases and a CANTERA reactor case that has been computed
with the temperature and pressure found in the LES-CLASS: Tyukoue = 3427K, Poug ot =
54.07bar.

Near-wall zone

Bulk zone

Figure 6.21: Outlet plane of the LES-CLASS where the burnt gases composition is analysed.
The white isocontour corresponds to T' = 3300K, the arbitrary delimitation between the bulk
and the near-wall region.
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CANTERA LES-CLASS LES-EXPO

T(K) 3427 3427 3432
p(kg/m?) 4.17 4.13 4.17
H20 0.417 0.405 0.400
CO 0.219 0.224 0.211
CO2 0.278 0.270 0.277
OH 0.043 0.047 0.050
02 0.030 0.038 0.048
H2 0.007 0.008 0.007
O 0.006 0.007 0.008
H 0.0009 0.001 0.001
HO2 0.0001 0.0001 0.0002

Table 6.3: Burnt gases composition comparison of the bulk flow at x = 390mm (species below
le-5 in mass fraction are omitted).

The burnt gases composition is in good agreement between the two LES cases, and also with
the CANTERA equilibrium. The differences mainly originate from the O2 and OH mass frac-
tions, two quite reactive species which are found at higher level in the LES cases. The CO/CO2
equilibrium seems reached in Table 6.3, however this is true for the bulk flow only: as indicated
by Fig. 6.22a, the main mass fractions are still evolving in the axial direction, but this is
mainly due to near-wall reactions: this is investigated further. This is in agreement with the
fact that the cumulative heat release rate continues to grow slowly in the axial direction, as
presented in Fig. 6.20. It is also interesting to note that despite the rich equivalence ratio, no
methane remains in the burnt gases (this is consistent with the CANTERA result). It means
that the methane excess has been consumed in intermediate reactions and transformed in other
carbonated species.

Thus, note that the direct comparison between the LES and CANTERA suffers from the ar-
bitrary delimitation between the bulk flow and the near-wall zone, and also that CANTERA
was run with a perfect gas assumption, different from AVBP run with the SRK EoS.
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Figure 6.22: Time-averaged axial evolution of main combustion products (a) and temperature
and heat release rate (b), integrated over cross section normal to the flow direction.
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So far the analysis focused on the bulk flow. The radial evolution of the composition, i.e., from
the center line to the wall at different axial locations is now studied. This is presented in Fig.
6.23. As expected, the burnt gases composition is modified by the local temperature, which
decreases when approaching the wall under the effect of heat losses. The position z = 58mm
is in the flame zone so that a homogeneous burnt gases mixture is not yet established. Going
downstream, from x = 118mm and further, the radial evolution is clear: close to the chamber
walls (R=28mm) the lower temperature modifies the burnt gases composition significantly in
a relatively small distance. This is particularly true for the CO-CO2 equilibrium, which moves
toward more CO conversion into CO2 for colder temperature.
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Figure 6.23: Time-averaged radial evolution of the main combustion product mass fractions
at several axial positions along the chamber. The profiles are spatially-averaged in azimuthal
direction.

Thanks to the use of an ARC scheme, it is possible to go further in the analysis of the chemical
activity at the wall. Radial profiles of the chemical source terms of the main species are plotted
in Fig. 6.24 at two axial positions. One can see that downstream the flame zone (x>100mm)
the chemical activity in the bulk flow (from r=0 to r=24mm) is very limited compared to the
near wall-region (from r=24 to r=28mm). In this zone the source terms are consistent with the
previous analysis on the species: H20 and CO2 are produced while other species as CO, O,
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OH are consumed. Typically, reactions such as [CO + 02 <=> CO2 + O], [CO 4+ OH <=>
CO2 + HJ], or [CO + O + M <=> CO2 + M], "M" being a third-body, contribute majorly to
this strong chemical activity. It is interesting to note that O2 is among the main consumed
species, despite the fact that the test bench operates in global rich conditions.
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Figure 6.24: Time-averaged radial profiles of the main species chemical source terms at two axial
positions downstream the flame. The profiles are spatially-averaged in azimuthal direction.

6.3.5 Prediction of the wall heat flux and comparison with experi-
ment

Note : due to confidentiality reasons, the numerical values of this section are normalized.

Assuming steady state in the experiment, the wall temperature has been reconstructed from
the two measured temperatures Tpg and Tprg, the distance between the two probes dp and the
thermal conductivity of copper A\, (see Fig. 6.5). First the experimental heat flux is computed
as:

Qw,emp - )\w<TPE - TPG)/dP (613)

Then the wall temperature is calculated as:

Tw,exp = Qw,ezp X (dP + ePG)/)\w + Tpa (6.14)

In the LES using a wall model, the wall temperature is not predicted (as only the heat flux
is needed and computed by the wall law) and it must be therefore reconstructed from the
wall heat flux and the imposed temperature boundary condition as in Eq. 6.15. The wall
temperature reconstruction in both experiment and LES is made along the 3 generating lines
and the comparison is presented in Fig. 6.25.

Tw,LES - Qw,LES X Req + Too (615)

where R., is calculated as in 1/h, (see Section 6.2.1).
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Figure 6.25: Comparison between the experimental and the LES wall temperatures along the
three generating lines (all normalized by the same value). The average of the three lines is also
plotted.

The first thing to remark is that the three generating lines are way more similar in the LES
than in the experiment. This is consistent with the fact that the equivalent thermal resistance
R.q was built from an average of all generating lines. This behaviour is visible on the averaged
temperature fields shown in Fig. 6.26, which shows quite similar temperature levels in the
different planes and same order of magnitude of the wall temperature.

i |

Figure 6.26: Averaged temperature fields at 3 azimuthal positions corresponding to the 3 gen-
erating lines. The white line is a temperature isocontour at T=2500K. The black dashed lines
show the wall position.
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In comparison to the experiment the LES shows a similar shape of the temperature profiles with
a maximum around x=120mm, coinciding with the flame tips. However the LES overall founds
a lower wall temperature, especially around x=120mm, where a difference with the experiment
of about 15% is observed on the mean profiles. However more downstream, a better agreement
is recovered with a deviation between 2% and 10%.

The LES and experimental wall heat fluxes are now compared in Fig. 6.27 along the three
generating lines, as well as their mean. As for the wall temperatures, the profile shapes are
correct and maximum around x=120mm, but the fluxes of the LES are globally underestimated
compared to the experiment, mainly at the same peak location around x=120mm.
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Figure 6.27: Comparison between the experimental and the LES wall heat flux along the three
generating lines (all normalized by the same value). The average of the three lines is also
plotted.

The differences between numerical and experimental results may be attributed to several reasons
listed below.

o As introduced in Section 5.1.2, the coupled wall-law is very sensitive to the molecular
Prandtl number, which is constant in AVBP (here Pr = 0.578). It is important to re-
call that this Prandtl number has been optimized during the ARC derivation to obtain
the correct consumption speed. However this burnt gas mixture is not reached until
x=200mm, meaning that the true Prandtl number of the mixture in the upstream zone
of the chamber may be different and lead to a different wall heat flux.

o The wall-law makes use of the first off-wall node information (velocity us, temperature
T5 as indicated in Fig. 6.5), i.e., quantities on which the combustion process inside the
chamber has a first order impact. The underestimation of the wall temperature and heat
flux in the LES is therefore a sign that the burnt gases are not hot enough at the near-wall
area, so that the flame is too far from the wall.
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o Asseen in Section 5.3, the chemical reactions occurring close to the wall in this context of
WMLES (with y* values between 40 and 60), may contribute to the predicted temperature
and wall heat flux. The ARC scheme used here is the one derived in Section 5.3, also
used in the reacting channels study of Section 5.3, in almost the same thermodynamic
conditions (pressure and burnt gases temperature). From the results of Section 5.3, it
may be deduced that the wall heat flux is under-evaluated by about 5 to 10% due to the
omission of the chemical activity in the wall model.

« The Sigma SGS model was used, and as shown in Section 5.2.2 (Tab. 5.1 to overestimate
the heat flux due to the coupling between this SGS model and the wall-law.

o All along the chamber wall, the LES indicates a strong exothermic heat release at the
wall nodes, whereas a moderate endothermic heat release slightly off-wall as shown in
Fig. 6.28). The final impact on T3 is difficult to predict as it depends on the relative
importance of the exothermic and endothermic peaks, which are also balanced by heat

diffusion.
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Figure 6.28: Time-averaged radial profiles of the temperature and heat release rate at two axial
positions downstream the flame. The profiles are spatially-averaged in azimuthal direction.

e There is no model for radiative heat transfer in the simulation. Due to presence of car-
bon, so potentially soots, this may increase overall the heat transfers in the chamber.
Experimental work is going on to quantify this aspect [Vingert et al., 2019].

o Finally, the provided experimental data may be quite biased, as many thermocouples
returned non-physical cold values T' = 280K downstream the flame and had be deleted
from the database. The resulting uncertainty of the experimental data which were used
to set the boundary conditions for LES may have introduced some bias in the LES.
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Finally pressure measurements were also provided at two locations (at the wall): z; = 14dmm
and xo = 215.9mm. As shown in Table 6.4, the pressure is found almost constant along the
axis through the chamber in both the experiment and the LES. Both LES cases find exactly
the same chamber pressure as the experiment at position xs, while the pressure at x; is slightly
under-estimated but the difference is so small that it could be attributed to numerical errors.

Position ‘ Ty To
Normalized pressure, EXP 1.002 £ 0.002 0.999 + 0.002
Normalized pressure, LES-CLASS 0.998 0.998

Table 6.4: Pressure probes comparison between the experiment and the LES-CLASS (LES-
EXPO has the same result).

6.4 Conclusions on the CONFORTH test bench

A numerical study of the CONFORTH thrust chamber has been successfully conducted with
LES . The simulation is multi-physics, using complex ARC chemistry and wall flux modelling
in super-critical conditions. The validity and interest of using the exponential time-integration
of chemistry in a realistic case is demonstrated. The comparison with experiment has been
made for the wall heat flux, showing overall a good behaviour of the LES but differences in
peak levels which may be attributed to a number of uncertainties both the in the experiment
and in the LES.

The results obtained in the CONFORTH configuration show that AVBP is able to perform
LES of methane oxy-combustion with accurate chemistry in realistic LRE configurations.
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Chapter 7

The TUM configuration

In the general context of future space propulsion already introduced in Chapter 1, the Technis-
che Universitat of Miinchen (TUM) has developed several methane-fed sub-scale rocket com-
bustors. So far many GOx/GCH4 firing tests were performed with different configurations
(single-, five- and seven-injectors in square or circular sections [Silvestri et al., 2014, Silvestri
et al., 2016, Perakis et al., 2017]). In order to come closer to real rocket engine conditions, the
gaseous single-injector test bench has been modified to allow LOx/GCH4 firing tests [Von Sethe
et al., 2019]. The objective is to provide experimental data to the scientific community, for bet-
ter understanding and assessment of models and numerical codes.

The study of this configuration started with the participation to the Summer Program 2019
organized in Munich within the project SFB TRR40 about "Technological Foundations for the
Design of Thermally and Mechanically Highly Loaded Components of Future Space Transporta-
tion Systems”. It resulted into a proceeding paper [Blanchard and Cuenot, 2019]. The results
presented below are also part of a joint paper (in preparation) with some of the other partic-
ipating organizations to the Summer Program: TUM, Japan Aerospace Exploration Agency
(JAXA), Moscow Aviation Institute (MAI) and ArianeGroup.

The objective of this chapter is to assess, on another methane oxy-combustion test case the
usefulness and validity of ARC for both the flame behaviour and the wall heat transfer pre-
diction. The main difference with the CONFORTH configuration presented above is that the
TUM configuration was tested in the subcritical regime (cryogenic oxygen), implying modelling
techniques for the dense phase. Furthermore, as the residence time is much lower in the TUM
than in CONFORTH cases, with shorter simulation times, it was possible to study the influ-
ence of the chemical modelling. In particular a new approach to establish global mechanisms
(GLOMEC) is presented and compared to ARC. Note that the exponential time integration,
validated in the previous chapters, is used for the ARC simulation, allowing to slightly accel-
erate it by a factor 1.15. The GLOMEC case uses classic integration of the chemical source
terms.

7.1 Experimental setup
The experimental configuration is here briefly introduced, but more details can be found in

[Von Sethe et al., 2019]. It consists of a single coaxial injector combustion chamber fed by
gaseous methane and liquid oxygen. It is 290mm long, has a square cross section of 12x12mm
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and is equipped with convergent-divergent nozzle with a trapezoidal shape. The chamber is
designed for a 20-25bar pressure range. The combustion chamber is capacitively cooled making
use of the copper high thermal conductivity (19mm thick walls). The summary of the geometry
can be found in Table 7.1 and the visual of the configuration is shown Fig. 7.1.

Chamber length [mm] 290
Chamber width [mm] 12
Chamber height [mm] 12
LOx diameter [mm] 3
Lip thickness [ 1
GCH4 inner diameter [mm]| 5
GCH4 outer diameter | 6

Table 7.1: Main geometrical parameters, without the nozzle.

Optical window Torch igniter

Nozzle segment

Injector head

2 combustion chamber segments

Figure 7.1: Combustion chamber with cryogenic injector head and optical access window
[Von Sethe et al., 2019]. Note than in the present simulation, the optical window is replaced
by copper.

The simulated operating point is sum up in Table 7.2. For oxygen, both pressure and tempera-
ture are below the critical values, so that oxygen is liquid at injection. The methane is injected
near ambient temperature.

Pressure [bar] 185
LOx mass flow rate [g/s] 44.63
GCH4 mass flow rate  [g/s]  14.9

Mixture ratio -] 3.0
Global equivalence ratio  [-] 1.33
LOx temperature K] 103.04

GCH4 temperature K] 270.76

Table 7.2: Operating point for the LES.
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The instrumentation allows to obtain longitudinal temperature profiles, thanks to 17 thermo-
couples separated by a distance of 17mm and placed all along the top wall of the combustion
chamber. The static pressure is taken at 9 positions with a spacing of 34mm, starting 0.5mm
downstream the face plate. The provided experimental data consist of a longitudinal pressure
profile (varying from 18.5 bar at the injection head to 17 bar right upstream the nozzle) and wall
heat loss measurements all along the top wall and averaged over the chamber circumference.
The measurement uncertainties lie around 8%.

7.2 Modelling

The simulation is run with the LES solver AVBP. For convection, the second order in time and
space Lax-Wendroff scheme is used [Lax and Wendroff, 1960]. The turbulent closure is made
thanks to the Sigma model [Nicoud et al., 2011]. The Soave-Redlich-Kwong equation of state
is used [Soave, 1972] because of the cold oxygen injection. Constant turbulent Schmidt and
Prandtl numbers (fixed at 0.6 for both) are used for the sub-grid species and heat diffusion
terms. The power-law function is utilized for the molecular viscosity, and constant Schmidt
and Prandtl numbers are used for species molecular diffusion and thermal conductivity. The
LAD model for artificial viscosity is used in zones where high density and pressure gradients
occur [Schmitt, 2020].

Combustion chemistry is described with the ARC scheme derived in Annex C., following the
same reduction procedure than for CONFORTH. In the context of the Thickened Flame Model
[Colin et al., 2000], diffusion flames which are already artificially thickened by the mesh are not
thickened further [Shum-Kivan, 2017], but subgrid-scale flame-turbulence interactions however
remain and should be modeled (Section 4.5). As for CONFORTH these effects are assumed
small in comparison to the resolved turbulence thanks to the refined mesh in the zones of
interest and are omitted. It will be checked a posteriori that the flame is indeed a purely
non-premixed flame and that subgrid-scale turbulence is weak.

The oxygen droplets are described with a Lagrangian approach and the Abramzon-Sirignano
evaporation model, coupled to the gaseous flow solver via mass, momentum and enthalpy
exchange terms as detailed in Chapter 3.

7.2.1 Numerical setup
Geometry and mesh

The full 3D combustion chamber is computed without the nozzle. Only a small part of the
coaxial injector is modeled (2mm length). The injection and atomization of LOx are not re-
solved, but modeled as explained in detail in Section 7.2.2. In this model, the liquid jet formed
by the LOx injection is replaced by a solid cone as shown Fig. 7.2 and 7.5.

The mesh about 20 million cells is fully tetrahedral. The post-lip and flame zone are particu-
larly refined with a characteristic mesh size at the lip of Ay = 30um, progressively coarsened
to A, = 800um at x = 110mm (z being the longitudinal axial coordinate). At the walls, the
boundary layer is also made of tetrahedra and the mesh results in y™ values from 95 to 130
along the chamber. Indeed the resolution of the turbulent boundary layer is too expensive in
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LES and is replaced by wall models. An overview of the mesh is presented Fig. 7.2.

Figure 7.2: Mesh cut (normal to Z-axis): zoom at the liquid oxygen cone (the rest of the
domain is about 7 times longer). The red box indicates where the scalar dissipation rate has
been measured to derive the ARC (Annex C.), and also where the scatter plots of the flame
have been extracted (Section 7.3.4).

Boundary conditions

The boundary conditions are formulated with the NSCBC approach [Poinsot and Lele, 1992].
Inlets are set with the recent Non-Reflective Inlets (NRI) method [Daviller et al., 2019] which
allows to absorb acoustics while maintaining the target fluxes. As the nozzle is not computed,
the outlet is set at 17 bar, which is around the value of the last pressure sensor from the
experiment, just upstream the nozzle. At the GCHy inlets, turbulent velocity profiles are
imposed. The inlet walls and the lip walls use adiabatic wall-law conditions, while an isothermal
wall at 500K is imposed on the rest of the face plate. The chamber walls make use of the
coupled wall-law derived by Cabrit [Cabrit and Nicoud, 2009], which takes into account the
high temperature gradients expected between the burnt gases and the walls in a combustion
chamber. The heat transfers through the wall is taken into account by imposing the temperature
profile from the experiment interpolated as an order-3 polynomial, presented in Fig. 7.3. The
boundary conditions are sum up Fig. 7.4.
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Figure 7.3: Imposed wall temperature profile: 3rd-order polynomial interpolated from experi-
mental data.
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Wall law Coupled wall law with imposed temperature profile
isoT = 500K
/ e LOX injection model
GCH4 injection ~~_ ——
\ | — Wall law adiabatic Outlet
Wall law 17 bar
isoT = 500K Coupled wall law with imposed temperature profile |

Figure 7.4: Boundary conditions scheme.

All inlets/outlets are considered as exits for the LOx droplets. Their interaction with walls are
limited to rebound: no splash (separation of particles in several smaller particles) or liquid film
are considered here, as they are not important phenomena in the studied case. Note that the
LOx injection boundary condition is considered as a wall for the droplets and the gaseous phase
(with slip condition). It may seem counter-intuitive, but the Lagrangian formulation used for
the LOx droplets allows to inject droplets from a wall. This choice was made after observing
injected droplets rapidly leaving the domain through the injection surface if treated as an exit:
due to the flow motion generated by acoustics following combustion start, about a third of the
LOx particles were ejected from the domain right after being injected.

7.2.2 Liquid oxygen injection

The LOx atomization is modelled following the work of Potier [Potier, 2018] and is briefly
summarized here. The idea is to avoid describing the liquid dense phase and its atomization,
which require specific modelling of which the development is out of scope of the present work.
Instead the liquid oxygen is injected in the form of spherical droplets, at the surface of the
liquid jet represented by a conical surface. The determination of the droplet size and velocity
is detailed below.

The model of Potier used in this work is called "focal point". The principle is to consider that
the angle of injection of a droplet 6, depends on its location of injection x, along the cone
length L. This is sketched in Fig. 7.5.

First, it is needed to estimate the liquid core length. This is done thanks to empirical correla-
tions of the literature, using the Weber number:

_ py(ttg —w)*D;
o

We, (7.1)
with D; the diameter of the LOx injector, and o the surface tension, calculated (in dynes/cm)
for O2 as in [Lemmon and Penoncello, 1994]:

T
0 =38.612652(1 — )" (7.2)

[

The mean liquid velocity u; is estimated thanks to the liquid mass flow rate 72; and the section
of the liquid injector A; = 7 D7 /4:
my

= 7.3
pLA; (7:3)

Uy
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Figure 7.5: LOx atomization model overview.

Following the conclusions of [Potier et al., 2018] who tested several correlations, the Weber
number allows to use the Woodward correlation [Woodward et al., 2006] to estimate the liquid

cone length L:

L —0.44
= —0.002522 " R0 We 022 (7.4)

D, o1
Note that this expression has been established from experiments and in cold conditions.
From the cone length, one can estimate the injection angle at the cone base ([Hopfinger, 2001]):

™ vai
Oup ~ — — tan™ ' (=—
Ty (1)
Again, this estimation is based on cold flow results, at atmospheric pressure. J is the momentum
flux ratio between the gas and the liquid phase, computed as:

(7.5)

2
Pall
J = p‘;ulg (7.6)

Then the focal point model makes use of 6;;, with trigonometric relations in order to change
the velocity components of the injected particles along the cone. The focal point position zp
is computed as:

D)2
~ tan(0y,)
The injection angle 6, of a particle changes with its injection position z, along the axis and is

computed as tan(0,) = Teone/(Tp + xF), With reone = Dy/2 X (1 — x,/L). From this the axial
and radial contributions u, and u, are computed as:

(7.7)

TR

Uy = wycos(0y), u, = wsin(6,) (7.8)

Finally the mean droplet diameter djo is estimated from [Hopfinger, 2001], Eq. 6 (valid for

We ~ 103 or above):
v,
dio = 5| =25, //’)’l (7.9)
g9 g9
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with 0, the vorticity thickness. Its definition is taken from [Marmottant and Villermaux, 2004],
Eq. 2.2

=3

ﬁg =5.6Re,/? (7.10)
h being in this case the lip thickness.

From the above, the liquid fraction «; at droplet injection on the lateral cone surface Scpne =
7L [(Dy/2)? + L? is expressed as:
my
o) =

= 7.11
ulplscone ( )

Numerical values of all simulation parameters are summarized in Table 7.3.

Momentum flux ratio (J) -] 5.83
Weber -] 58584
Droplets diameter (djp)  [um]  6.135
Cone length (L) [mm|  35.305

Injection angle at lip (6;,) [deg] — 33.47
Mean liquid velocity (v;) [m/s]  5.85
Liquid fraction (ay) -]  0.03977

Table 7.3: LOx particle injection parameters.

The droplet size diameter is fixed at injection for all droplets at a value given by the above
correlations of about 6 pum. This value is quite small and will result in rapid evaporation.
Actually this parameter is quite critical for any subcritical two-phase flow simulation, as the
droplet size might change the flame shape, with eventually big droplets crossing the flame.
However in the absence of information about the droplet size distribution at injection, this
choice is made by default.

Note finally that «; is quite high compared to the initial assumption of the Lagrangian model
(o < 0.01). This is however only the case at the injection boundary condition, where the
liquid core is quite dense. It is then observed that the liquid fraction diminishes rapidly after
injection, reaching «; ~ 0.1 or below.

7.2.3 The GLOMEC mechanism

In order to reduce the computational cost, and because many tests do not require a detailed
description of chemistry, an alternative to ARC is presented here which consists in a 4-steps
global scheme called GLOMEC. The main difficulty in deriving global chemistry is to ensure
a correct burnt gas state in rich conditions. Indeed the burnt gas state results from chemical
equilibrium, which does not depend on the chemical kinetics but only on the species present
in the scheme. In other words, whatever the number of reactions and their rate constants, the
correct burnt gas state can not be recovered if the necessary species are not included.

To overcome this difficulty, an original idea was proposed at CERFACS and developed during
the internship of Julian Strauss, a student from TUM, under my co-supervision [Strauss, 2020].
The concept of GLOMEC is to recover the correct equilibrium temperature whatever the num-
ber of species, by artificially moving the equilibrium conditions. This is simply achieved by
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acting on the species standard entropy. The detail of the creation of the process can be found
in Annex D., which is an extract from the master thesis of J. Strauss.

The target operating point corresponds to the conditions of the TUM configuration, namely
P = 18.5bar, ¢, = 1.33, Tgona = 270.76 K and Tro, = 103.04K. The objective is to guar-
antee a correct prediction of the equilibrium temperature with only few species and a correct
flame speed with only few reactions. These two quantities are chosen since they are the most
important when reducing a chemical scheme with premixed flames as test cases. The reference
scheme is the RAMEC [Petersen et al., 1999] which was also used to derive the ARC. The
chosen species and reactions are largely inspired from Lindstedt [Jones and Lindstedt, 1988].

iGLO GDP {GLO
INITIAL GLOMEC FINAL GLOMEC
species and species model

reactions and kinetics parameters GLOMEC

premixed fresh gas state R TR
DEVELOPMENT modified species model

N PROCESS modified kinetics parameters
?

thermo. and transport properties
target flame properties

LY
4

Figure 7.6: Black box model of GLOMEC development procedure.

As described in Annex D., the reduction can be expressed as an optimisation problem. The
procedure is summarized in the block diagrams of Figs. 7.6 and 7.7. In the following, "initial
GLOMEC" is the original RAMEC mechanism keeping only 6 species (CH4, 02, CO, CO2,
H20, H2) and 4 reactions as done in [Jones and Lindstedt, 1988]. The "final GLOMEC" cor-
responds to the same scheme after the optimization process. Note that the 6 retained species
are normally not enough to reach the correct equilibrium as it was early presented in Section
4.2.2; explaining why such optimization is needed.

Global Mecha-

nism Develop-

ment Process

adiabatic flame

laminar Hame

temperature

speed recovery

recovery

Figure 7.7: Block definition diagram of the GLOMEC development procedure.

equilibrium species NASA Arrhenius

species mole polynomial pre-exponential
fractions coefficient factor op-

optimization adjustment timization

158




To sum up, the optimization procedure mainly consists in modifying (i) the 7" coefficient of the
NASA polynomials for entropy of the 6 selected species in order to reach the target equilibrium
temperature and (ii) the pre-exponential factors of the 4 reaction rate constants to reach the
target flame speed. Target quantities are reference ones computed with the RAMEC. Note that
only the entropy tables of the species are modified, which is not used for any other calculation
in a LES and then has a minor impact. All other thermodynamic properties, in particular
enthalpy, remain unchanged. This slight changes on entropy affects only a little the modified
equilibrium in terms of composition, as described by Fig. 7.8. The noticeable changes are the
presence of CH4 in the final equilibrium, and also about twice the amount of O2 (it however
remains at a low level).

IR INITIAL GLOMEC eugilibrium
B optimized mixture

0.0 L ‘ l I l
O Q% O
QQ/ L' C

™ 4% WV
& o K

£ £ o
B (7] =

species mole fraction [-]

=1

Figure 7.8: Change of composition of the GLOMEC equilibrium, before and after optimization
of the 7" coefficient of the NASA polynomials to reach the target temperature.

The results concerning the equilibrium temperature and the laminar flame speed can be seen
on Figs. 7.9 and 7.10 showing that the optimization gives an excellent recovery of the two
quantities of interest for the target operating point. It is also observable that the GLOMEC is
slightly off for other equivalence ratio than the target operating point, and that this difference
becomes larger in the rich zone of Fig. 7.9. This was expected considering that only one
operating point was targeted in the optimization. In the future, it is foreseen to add the
possibility to optimize a global scheme on a wider range of conditions.

The final GLOMEC consists in 4 chemical reactions, two of them irreversible ("=-"), and the
two others reversible ("<="):

CH4+0.502 = CO +2H?2 (7.12)
CH4+ H20 = CO+3H2 (7.13)
H2+0.502 <= H20 (7.14)
CO+ H20 <— CO2+ H2 (7.15)
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Figure 7.9: Equilibrium temperature of RAMEC, INITIAL GLOMEC and FINAL GLOMEC
plotted against equivalence ratio.
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Figure 7.10: Laminar flame speed of RAMEC, INITIAL GLOMEC and FINAL GLOMEC
plotted against equivalence ratio.

Their Arrhenius parameters, after the optimization process (that are still close to the ones
provided by Lindstedt [Jones and Lindstedt, 1988]), can be found in Annex E.. Figure 7.11
shows that a correct flame structure is retrieved by the GLOMEC compared to the RAMEC
reference, the only difference being that the main endothermic peak (around Z = 0.35) is not

well represented by the GLOMEC. The simplified set of chemical reactions could be the reason
behind this.

Finally, note that the reduction targets of the GLOMEC differ from the ones chosen for the
ARC used for this simulation. The ARC is derived on diffusion flames, and a range of pressure,
strain rate etc (see Annex C.), whereas the GLOMEC targets a single operating point and for
equilibriums and a premixed flame. In fact, the optimization procedure described above was
found much easier to proceed on premixed flames and 0D equilibriums than diffusion flames.
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Figure 7.11: Counterflow diffusion flame (in mixture fraction space) showing the temperature
and heat release rate profiles with the RAMEC and final GLOMEC schemes, for P = 18.5bar,
st = 157 and Ty, = 236 K.

However the GLOMEC still gives good results for diffusion flame as presented in Fig. 7.11.
To build such global scheme, it would be better of course to target a larger range of operating
points, but the GLOMEC, at this stage of development, has to be considered as a first step to
develop more accurate global schemes with this method in the future.

7.3 Results

The results of the two LES (one with the ARC, one with the GLOMEC, abbreviated as "GLO'"
in the following graphs and field) are presented below, and compared when possible to the
experiment. In terms of computational cost, the LES with GLOMEC, with only 6 transported
species, runs about 2.25 faster than the LES with ARC which includes 18 transported species.
The ARC run has been averaged over 3.7ms, while the GLOMEC run only over 1.2ms due to
greater numerical instability. This was found however sufficient to converge the burnt gases
(gaseous) part (Teonyy ~ 1ms), while to converge the dense part, due to the low velocities, at
least 5ms would have been required. This time was evaluted by taking the mean velocity value
a particule a posteriori, found to be up mean = 10m/s, compared to the typical distance crossed
by a particle, also determined a posteriori and about 50mm: see Fig 7.12 for an overview of an
instantaneous particle field.

7.3.1 Averaged fields and profiles

Figure 7.13 shows time-averaged fields of temperature and O2 mass fraction of the two cases.
Overall the two chemistry models show a similar result concerning the flame shape and length,
even if the GLOMEC case exhibits a slightly shorter flame, as shown by the stoichiometric
line which touches the wall sooner in the GLOMEC case. Note that the flame does not have a
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Figure 7.12: Instantaneous field of CH4 source term with a particle set highlighted by their
velocity (zoom on the O2 injection cone). The images are scaled by a factor 0.5 in the axial
direction for better clarity. The last particles on the right side (with maximum velocity) are
found around x=50mm.

closed shape and simply vanishes when O2 has been fully consumed.

The shape of the oxygen core follows logically the cone shape imposed by the injection mod-
elling, except near the chamber inlet where the oxygen field expands rapidly in the radial
direction before shrinking again close to the cone surface. Downstream the tip of the cone
(L =~ 35mm), the oxygen fields expands again rapidly, which has the effect to push the flame
towards the wall. Actually it seems that the high turbulent viscosity in this zone, which adds a
diffusion effect, contributes to this phenomenon, as suggested by Fig. 7.14. In the same figure,
re-circulation zones are highlighted in red, showing small recirculation zones at the walls and at
the basis of the oxygen cone that help stabilizing the methane injection and the flame burning
(Fig. 7.15), and a larger one around the oxygen cone with significant negative axial velocities.

Temperature (K)
122 500 1000 1500 2000 2500 3151

—

U —
] 145

Y_02
0 01 02 03 04 05 06 07 08 09 1

— ey

Figure 7.13: Temperature (top) and O2 mass fraction (bottom) of the ARC case (top half) and
GLOMEC case (bottom half). The images are scaled by a factor 0.5 in the axial direction for
better clarity (dimensions in millimeter). The white line is the stoichiometric mixture fraction
isocontour Zg = 0.2.

The flame is attached to the injector (Fig. 7.15) thanks to the high reactivity of methane with
oxygen. Following the stoichiometric line, it rapidly opens under the effect of the recirculation
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Figure 7.14: Axial velocity (top) and turbulent viscosity (bottom) of the ARC case (top half)
and GLOMEC case (bottom half). The images are scaled by a factor 0.5 in the axial direction
for better clarity. The white line is the stoichiometric mixture fraction isocontour Z, = 0.2.
Red isocontours of zero-axial velocity indicate the recirculation zones.
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Figure 7.15: Heat release rate of the ARC case (top half) and GLOMEC case (bottom half).
The images are scaled by a factor 0.5 in the axial direction for better clarity. The white line is
the stoichiometric mixture fraction isocontour Zy; = 0.2. Red isocontours of zero-axial velocity
indicate the recirculation zones.

zones, before coming back closer to the liquid oxygen cone and later expanding again toward
the walls where it vanishes after the full consumption of oxygen. The flame is fed by the oxygen
evaporation, illustrated in Figs. 7.12 and 7.16 for both ARC and GLOMEC cases, which appear
very similar. The evaporation process is limited to the flame zone, as expected and verifying the
assumption made in 3.1.1 that particles do not reach any wall, and even do not cross the flame
front. Along the liquid oxygen cone, evaporation is enhanced by the proximity of the flame with
strong heat transfer due to the important temperature difference between the droplets and the
gas. Downstream the injection cone, droplets heat up gradually and evaporate further away
from the flame front, with a maximum mass transfer rate at a location where the combination of
droplet density and temperature levels is most favorable. In this zone the evaporation transfer
rate stays moderate due to the droplet pre-heating.
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Figure 7.16: Instantaneous evaporation mass (top) and heat (bottom) transfer rates to the gas
of the ARC case (top half) and GLOMEC case (bottom half). The images are scaled by a
factor 0.5 in the axial direction for better clarity. The white line corresponds to the isocontour
of evaporation heat transfer Qp = 0.
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Figure 7.17: Averaged axial profiles of pressure, temperature, wall heat losses and velocity
obtained in the LES of the TUM configuration with ARC and GLOMEC, compared to the
experiment (with 8% error bars).
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Axial profiles (averaged over the cross section) are presented Fig. 7.17. Both LES simulations
are in agreement concerning pressure (Fig. 7.17a), and are close to the experiment, in the 8%
uncertainty, even if the exact value of 18.5bar at the inlet is not retrieved, suggesting missing
sub-grid scale burning rate. In the upstream part, which is therefore most of the flame zone,
both simulations show quite similar results, and also a good agreement with the experimental
wall heat flux (averaged over the section), in Fig 7.17c. In the first half of the channel, both
chemical models slightly under-estimate fluxes, but the slope is close to the experiment. The
maximum heat flux is reached at x = 170mm in the LES, which is slightly further downstream
than in the experiment where the maximum is reached at about x = 140mm. This indicates
a longer flame in the LES. Downstream the flame in the homogeneous burnt gases part, the
LES with ARC is in good agreement with the experiment, while the GLOMEC case slightly
over-estimates the heat flux. This is linked to the higher temperature of the burnt gases found
with the global scheme (Fig. 7.17b), which also induces a higher velocity in the burnt gases
(Fig. 7.17d). The temperature difference between the two LES cases may be related to the
different chemical compositions between the two cases, which was unavoidable due to the dif-
ferent number of species. This is reported in Table 7.4.

7.3.2 Burnt gases

CANTERA-ARC LES-ARC CANTERA-GLO LES-GLO

T(K) 2585 2585 2749 2749
p(kg/m?) 1.61 1.59 1.58 1.53
H20 0.43 0.39 0.45 0.41
CO 0.33 0.34 0.27 0.33
C02 0.23 0.21 0.25 0.19
OH 0.002 0.02 N/A N/A
CH4 0 0 0.01 0.001
02 0 0.02 0.006 0.06
H2 0.02 0.02 N/A 0.02
0 0.00003 0.003 N/A N/A
H 0.0002 0.001 N/A N/A
HO?2 0 0.0001 N/A N/A

Table 7.4: Burnt gases composition comparison at z = 289mm (species below le™ in mass
fraction are not reported).

The reference burnt gases composition "CANTERA-ARC" is basically the mixture of the case
LES-ARC put at equilibrium at the same temperature, and equivalently for the GLOMEC.
The LES-ARC composition is quite close from its equilibrium computed with CANTERA, but
this is not the case for the GLOMEC, typically the CO/CO2 equilibrium are not the same:
this is consistent with Fig. 7.19 presented further, where the exothermic heat release continues
to grow for the GLOMEC but much less for the ARC. The LES-ARC and -GLOMEC common
species levels are close except for oxygen: the GLOMEC simulation contains 3 times more
oxygen than the ARC simulation. Note also, as already remarked in CONFORTH, that no
CH4 remains despite the rich global equivalence ratio: the fuel excess is also found in other
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carbonated species such as CO, present in large quantity.

With a similar evaporation process (see Fig. 7.16), the difference between the two cases is
attributed solely to the different chemical modelling. Indeed it has to be recalled that the
GLOMEC scheme was built for one particular point and in adiabatic conditions, which does
not guarantee exact results in non-adiabatic cases leading to lower burnt gas temperature and
therefore a different equilibrium. To overcome this difficulty, the GLOMEC scheme should be
extended to a wider temperature range, by including this range in the optimisation procedure.
Also, it is to be noticed that in the modified equilibrium after the optimization process of the
GLOMEC, about twice more oxygen is found in the optimized mixture (see Fig. 7.8). This
outcome is clearly the result of the optimization choices that were made (different equilibriums
could have been found) and maybe that some degrees of freedom could be constrained in the
future while building a global scheme.

Furthermore, the presence of oxygen in the burnt gases observed in the LES is somewhat
surprising as oxygen is fully consumed in the globally rich flame, as shown in Fig. 7.12. This
means that O2 is produced in the post-flame zone. In the GLOMEC which exhibits the highest
level of oxygen in the burnt gases, among the 4 reactions written in Eqs. 7.12-7.15, the only
reaction that produces O2 is the reversible H2 + 0.502 <= H20. The 4 reaction rate fields
are presented in Fig. 7.18.

CH4 + 0.502 ->CO + 2H2

0.0e+00 5000 1.0e+05
= :

CH4 + H20 ->CO + 3 H2
0.0e+00 20 5.0e+01

Figure 7.18: Averaged reaction rates (in kg/m?/s) of the 4 GLOMEC reactions. The images
are scaled by a factor 0.5 in the axial direction for better clarity.

It appears that the reaction H2 + 0.502 <= H20, having the highest pre-exponential
Arrhenius factor is the fastest, with peak levels 2 orders of magnitude higher than the second
fastest reaction of methane combustion with oxygen (see Annex E.). As a consequence it
introduces numerical stiffness in the system, leading to the strongly perturbed field visible in
the figure, even on an averaged solution. Note that the 2 reversible reactions are the only
ones active in the post-flame zone, the second one being the CO-CO2 equilibrium. This finally
means that the LES with GLOMEC was run with a too large timestep, and that the over-
prediction of O2 in the burnt gas may, in complement of the equilibrium optimization process
outcome on the O2 quantity, be the result of this numerical under-resolution. Maybe that to
use the exponential integration in the GLOMEC would have helped, as it was observed that it
enhanced numerical stability.
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7.3.3 Power budget

As for CONFORTH, the maximum theoretical power of the TUM configuration, corresponding
to complete combustion, is computed as:

Pu, = 1y LHV} /¢y = 0.0149[kg/s] x 50.04[M.J /kg)/1.33 = 561kW (7.16)

A more accurate evaluation is to use equilibrium as the final state. As CANTERA does not
allow initial temperatures below 200K, the initial mixture temperature is slightly increased
compared to the TUM conditions (as a mix of the two propellants). Assuming that this change
has a negligible impact on the enthalpy difference between the initial and final states, the
equilibrium is calculated with the following initial mixture :

Pressure [bar] 18.5

Yosi ] 075
Yemw [ 0.25
T, K] 236

Table 7.5: Initial conditions used for the CANTERA equilibrium calculation.

The sensible enthalpy difference between the initial state (index "i") and the final state (index
"f') is:

T
Pucat =i | CodT = 469KW (7.17)
To

An important difference with CONFORTH is the liquid state of the injected oxygen, adding
latent heat evaporation Lo to the power budget. As it corresponds to the energy brought to
the liquid to allow evaporation, it must be removed from the gaseous power. The latent heat
of evaporation depends on pressure, as recalled in Table 7.6.

Pressure (bar) | Loz (kJ/kg)
1 213.2
18.5 150.4

Table 7.6: Latent heat of evaporation of oxygen (from NIST Chemistry WebBook).

As oxygen is fully evaporated in the domain (Fig. 7.12), the corresponding power to be removed
is:

Pevap = MoLoz = 0.04463[kg/s] x 150.4[kJ/kg] = 6.TkW (7.18)
which finally gives Py, cant ~ 462kW.
The contributions to the power budget in the chamber is shown in Fig. 7.19 with cumulative
integrals as explained in 6.3.3. In both cases ARC and GLOMEC, the cumulative HRR first

grows almost linearly through the chamber, and almost stabilises after x=250mm. Heat losses
are similar in both cases. The following total values are found:
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Figure 7.19: Power budget in the TUM configuration.

Pau.arc = 15.4kW, P, cro = 17.5kW (7.20)

And by adding them (and not forgetting the latent heat of evaporation), the total power is
found as:

In both cases the total power is found quite below the theoretical power of 462kW corresponding
to the burnt gas at equilibrium in adiabatic conditions. Not only it means that equilibrium is
not reached, as indicated by the growing cumulative heat release rate in both cases near outlet,
but it may also point out a lack of convergence of the solutions due to numerical difficulties.
Thus, it is believed that the previous budget might be biased. However the following comments
about the modelling and numerical approach can be made:

The pressure curve of Fig. 7.17a indicates that the flame power is probably to small in
the upstream half of the chamber. This may be due to the lack of subgrid-scale flame-
turbulence interaction, which would enhance the burning rate of the flame, although this
effect is evaluated to be small (see next section).

The simulations lack of convergence due to lack of time, meaning that the analysed
solutions are still transient solutions toward equilibrium.

As already explained, GLOMEC was integrated with a too large timestep, possibly im-
pacting the burnt gas evolution.

The flame front comes into contact with the walls at the middle of the combustion cham-
ber, which calls for specific modeling of lame-wall interaction, not included in the present
work.

168



7.3.4 Flame structure analysis

The inner flame structure is here analysed with species and temperature scatter plots extracted
from time-averaged solutions in the near injection region, as indicated in Fig. 7.2. Both LES
results are again compared to CANTERA as reference and are shown in Fig. 7.20. The
CANTERA strained flame was computed a posteriori using a strain rate in the range of the

observed values in the LES, more precisely at the mean value in the scatter plot zone found to
be Gmeqn ~ 18000571,

0.10+

0.05 1

Probability of occurence

0.00 , :
0 20000 40000 60000

Strain rate s~!

Figure 7.20: Strain rate probability distribution in the red box indicated in Fig. 7.2, for the
case LES-ARC (similar result is observed for GLOMEC).
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Figure 7.21: Scatter plots in the mixture fraction space, from LES-ARC (light dots) and LES-
GLOMEC (dark dots) compared to a reference CANTERA flame at d,eqn = 18000571, Left:
reactants (Fig. 7.21a). Right: temperature (Fig. 7.21b).
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The scatter plots are typical of purely diffusion flames, as was observed in the solution fields.
Turbulence, non-adiabaticity and strain induce significant scattering in the reacting zone, where
the fluctuating strain rate leads to fluctuations in the flame structure. The propellant profiles
of Fig. 7.21a show overall a good agreement between the two simulations, with however some
discrepancies in the lean zone (oxygen side), where the ARC simulation is closer to the CAN-
TERA curve. The temperature profiles in Fig. 7.21b exhibit overall colder temperatures in the
LES with most scatter points located below the temperature curve of CANTERA, and peak
values below the maximum CANTERA value of 3191K. This is due first to the non-adiabaticity
of the LES cases, with important heat loss in this zone as the injection head was set with an
isothermal boundary condition at 500K. Also, oxygen is injected as a gas and at a higher tem-
perature in the CANTERA flame (T = 201K), ignoring gas cooling by evaporation.

As announced in the modelling section, it is checked that the flame mainly burns in a diffusion
regime. This is made the same way as for the CONFORTH, by using a Takeno index [Ya-
mashita et al., 1996] ¢ weighted by the heat release rate wr as in Eq. 6.2: 98.5% of the heat
release flame located in the flame area defined by the Takeno index is found to be in a diffusion
regime, the rest being in premixed regime.

The impact of the LES filter on the flame is now checked. The viscosity ratio ¥ = p;/pam is

used to evaluate the level of subgrid-scale turbulence and is shown in Fig. 7.22 along with the
averaged heat release rate.
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Figure 7.22: Viscosity ratio 1 (left half cut) and heat release rate (right half cut) of the ARC
case with a zoom on the oxygen cone region (right). The images are scaled by a factor 0.5 in
the axial direction for better clarity. The yellow zone indicates 1 < ¢ < 10 and the red zone
indicates 0.1 < Z < 0.3.
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The red zone highlights the mixture fraction field in the range 0.1 < Z < 0.3, therefore in-
dicating the area where the HRR is maximum (both for exo- and endothermic zones of the
flame structure), meaning the zone where most of the combustion process happens. This zone
is well contained in the yellow area corresponding to 1 < ¢ < 10, i.e, well refined LES. This
suggests that the subgrid-scale phenomena are relatively weak in the flame zone compared to
the resolved scales.

Similarly to the CONFORTH test bench, the use of the SRK equation of state is checked look-
ing at the compressibility factor. Figure 7.23 indicates, contrarily to the CONFORTH, that
most of the intense heat release rate is found outside the isocontour Z = 0.95, meaning that the
combustion process happens near to perfect gas conditions. However and as expected by the
cryogenic injection of oxygen, all the cold zone is marked by a compressibility factor Z < 0.95,
showing the necessity of the SRK EoS here.

Hear release rate (W/m3)
-l.de+12 “Se+11 Li] Se+11 1.0e+12

! | E——
Figure 7.23: Instantaneous heat release rate field zoomed on the oxygen region. The white
isoline indicates the compressibility factor Z = 0.95: inside this zone, Z < 0.95.

Finally the flame resolution is checked by evaluating the thermal flame thickness &y, = [ Dy /(2a)]%2.
In the scatter plots zone where the mean strain rate has been evaluated to be a ~ 18000s7!,
this means &, ~ 68um. In this area where the mesh has been particularly refined, the cell
size is about 30um. Thus, two grid points is the minimum but still enough to describe the
temperature gradient in the flame. Of course, the mesh is coarsened progressively in the axial
direction (see Fig. 7.2), but the strain rate of the flame diminishes as well, therefore meaning

a larger thermal flame thickness.

7.3.5 Influence of the liquid fraction parameter at injection

The simulation of the TUM case was particularly difficult to set up and stabilize mainly due
to the injection cone model used for liquid oxygen. Most parameters (like angle of injection,
cone length...) used in the model come from empirical correlations, and many tests led to
the conclusion that the result is quite sensitive to these parameter values. To illustrate this
behaviour, a parametric study is here conducted on one parameter, the liquid fraction «; as
it was found to be a particularly critical parameter. As shown in Eq. 7.11, its value directly
controls the velocity of the injected particles. In the simulations of the TUM case (both ARC
and GLOMEC), the liquid fraction was chosen under the hypothesis that the particles are
injected with the mean liquid velocity at the cone surface (i.e., using the liquid mass flow
rate, the cone surface area and a liquid volume fraction of 1) u; = 5.85m/s. It is actually a
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strong hypothesis because it means that the surrounding gaseous phase has no influence on the
particles when they detach from the cone.

In the following test cases, the value of a; has been decreased by a factor 2, 5 and 10, which
therefore multiplies the injection velocity by the same factors (the cone length and surface is
kept constant, even though it should be changed as described in the model). The GLOMEC
mechanism has been used for this parametric study, as it allows faster computations. As
expected, o has a direct influence on the size of the oxygen field, as shown in Fig. 7.24.
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Figure 7.24: Comparison of the oxygen vapor fields obtained with different values of ;. The
white isocontour highlights Yo = 0.5.

For o;/2 the difference is not significant, but for the cases «;/5 and «;/10, the oxygen field
is clearly longer, by almost a factor 2 in the latter case due to the increased droplet injection
velocity. Of course, this has an impact on the burnt gases composition and temperature, as
shown in Tab. 7.7.

Oél/l 061/5 051/10
T(K) |2749 2950 3030
plkg/m?) | 153 142 159
H20 0.41 038 0.35
CO 0.33 033 0.25
CO2 0.19 0.17 0.17
02 0.06 0.1 0.21
H2 0.02 0.02 0.01
CH4 0.001 0.003 0

Table 7.7: Burnt gases composition at © = 289mm with GLOMEC depending on the liquid
fraction value at injection.

As it may be expected the burnt gas at the chamber exit are further away from equilibrium as
the flame zone is extended. This strong impact of the liquid injection model calls for a more
accurate approach.
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7.4 Conclusions on the TUM test bench

The single injector LOx/GCH4 configuration from TUM has been simulated with AVBP using
the LES methodology developed in the previous chapter, and two chemical models: an ARC
and a global scheme (GLOMEC), both specifically derived for the operating point at 18.5 bar.
Both models are in good agreement in the flame zone, but show some discrepancies in terms
of composition, temperature and wall heat flux, in the burnt gases. It was shown that these
differences were solely due to the chemical models, proving again the interest of using ARCs
in LES of rocket engine combustion chambers. Nonetheless the GLOMEC approach is found
very useful to accelerate the computations and has the capability to give accurate solutions pro-
vided that a larger temperature range is included in the optimization procedure. These ideas are
currently debated at CERFACS to enhance the GLOMEC and globally its derivation technique.

The LES gave a correct prediction of wall heat flux, which is a critical design parameter.
Nonetheless, a number of limitations have been highlighted and are summarized below.

o Turbulent combustion model:
Because the flame is under-resolved, higher integral heat release rate due to increased
numerical diffusion may be obtained as explained in Section 4.5. In the same time,
neglecting the sub-grid turbulent activity (strain rate and wrinkling) may lead to an
under-estimation of the total heat release rate. Finally, the net effect of not applying any
turbulent combustion model remains uncertain.

o Artificial viscosity:
To ensure numerical stability, the use of LAD viscosity was necessary at a substantial
level. The drawback is again the numerical over-diffusion which plays a critical role in
diffusion flames (as investigated in the case of the CONFORTH in Annex B.).

o Chemical reactions in the unresolved boundary layer and flame-wall interaction:
Same remark as for CONFORTH, the chemical reactions in case of WMLES are not
modeled in the present simulations, so that a part of the heat flux is missed and could be
under-estimated by 5-10%, as highlighted in Section 4.5.

Next to chemistry influence, this simulation also highlighted the importance of the liquid phase
modelling which is still challenging. The technique retained for this work, initially developed
in the thesis of Potier [Potier, 2018], is extremely sensitive to the inputs given to the model.
The cone length and the injection angle come from empirical correlations, and drive directly
the oxygen injection zone which is assumed constant. The unique droplet diameter at injec-
tion is also a strong hypothesis that is difficult to verify as no experimental data is available.
Finally another strong hypothesis is the particle injection velocity which was demonstrated to
drastically impact the result.

The technique is obviously limited to stationary cases, as the cone length is fixed by the mesh.
In a more practical way, the Lagrangian framework also leads to repeated numerical problems,
difficult to deal with. Therefore the next step, also currently a topic of research at CERFACS, is
to include the simulation of the liquid core ant its atomization with a diffuse interface method,
where a liquid-gas interface is introduced.
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Part V

General conclusion and perspectives
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This thesis brings several new contents in the field of Large-Eddy Simulation of Liquid Rocket
Engines. A particular emphasis has been put in this work on the oxy-combustion of methane
in the conditions met in thrust chambers since, as recalled in Section 1.3.3, it is foreseen to be
used in future rocket engines thanks to its global lower cost.

The growth of computational power allows now to use finite-rate reduced kinetic schemes in
CFD codes, in particular in the form of reduced schemes such as ARCs. The recently de-
veloped tool ARCANE [Cazeres et al., 2021], developed at CERFACS, allows today to build
such schemes for any operating point, including the extreme conditions found in rocket thrust
chambers. This was performed for the two test rigs simulated in this work: the CONFORTH
and the TUM cases, in Section 4.3.1 and Annex C. respectively. This reduction allowed to
reduce the computational cost to a moderate level keeping a good description of the kinetics
in the LES, despite the complex flame structure found in CH4/02 flames, as demonstrated in
Section 6.3.2. However ARCs can still be costly to use in LES simulations, due to the possible
large difference between the flow and the chemical time step. This statement led to the creation
of a new integration method, called exponential integration, presented in Section 4.4.1, which
can be seen as an implicitation technique for an explicit code, here AVBP (however it is easy
to implement it in other CFD codes and was actually performed during this thesis in a DNS
code). Depending on the test case, the exponential integration allows to run faster reacting
LES, as it was made in the CONFORTH study (Section 6.3.2). The method is already opera-
tional at CERFACS and was tested on other configurations, showing even better computation
acceleration [Pestre et al., 2021]. However the method could be further enhanced, for example
about the mass conservation enforcing method, and such work is already undergoing.

A study about diffusion flames has also been conducted in laminar flames, in order to highlight
the problem of being under-resolved when computing such flames on LES grids. The filtering
and numerical diffusion produce an increase of the heat release rate, i.e., a faster flame. It
was shown in Section 4.5.2 that modifying the diffusion coefficients allows to counteract this
effect, allowing to retrieve the correct heat release overall in laminar flames. However in LES
code like AVBP, it appeared that artificial/numerical diffusion effects can take over the physi-
cal diffusion, limiting in principle the efficiency of the model (Section 4.5.3). Turbulent flames
with subgrid-scale contribution (strain rate, wrinkling) may solve this problem as they tend to
increase the flame consumption speed. It is expected that the final model including both mesh
and subgrid-scale effects will be efficient in a numerical environment such as the one of AVBP.

The progress in chemistry made with the development of ARCs and the exponential integration
allowed to investigate the effect of chemical reactions in boundary layers, in Section 5.3. This
was performed in laminar and turbulent channel flows. By comparing the wall fluxes between
the non-reacting and reacting cases, with a non-resolved and resolved boundary layer, it was
found that the influence of chemical reactions on the wall heat flux is not negligible (about
8-10%) and should be taken into account.

Another topic that was previously highlighted at CERFACS by Potier [Potier, 2018] and Mae-
stro [Maestro, 2018] was the strong influence of the SGS model coupled with the standard
wall-law to predict wall fluxes. This question was addressed in this work in Section 5.2, show-
ing that the coupling between the SGS model (like WALE and Sigma) with the standard
wall-law resulted in errors due to insufficient turbulent viscosity at the wall. From this observa-
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tion a stochastic model was created in order to generate velocity gradient fluctuations (Section
5.2.1), allowing to rise turbulent viscosity values at the wall. The model was demonstrated to
improve the results so far in isothermal flows, but is however not yet ready for anisothermal
flows as presented in Section 5.2.2. The extension to anisothermal flows requires more work
but it should be feasible by including temperature in the developments.

The oxy-combustion of methane was finally studied in two real test benches: the supercritical
5-injectors GCH4/GOX CONFORTH from ONERA (Chapter 6) and the subcritical single-
injector LOx/GCH4 from TUM (Chapter 7). Both make use of ARCs, and showed their
usefulness concerning the accurate description of the flame as well as the burnt gases composi-
tion.

The exponential integration was validated again, this time in a typical 3D LES simulation
that is the CONFORTH simulation, demonstrating its applicability and interest not only in
1D flame calculations but also for industrial configurations. The use of accurate chemistry also
allowed in the CONFORTH test bench to retrieve the complex flame structure of CH4/02
flames, as well as to analyse in detail the near-wall behaviour of the chemistry in a modeled
boundary layer. The comparison with experiment provided satisfactory results, however with
slightly under-estimated wall heat flux and temperature, that may come from different sources.
Finally the TUM test rig was also the occasion to compute a cryogenic case, more realistic of
a real LRE. The LOx injection was modelled following the methodology developed by Potier
7.2.2 since no proper atomization model is yet ready in AVBP. It however showed its limits due
to some uncertainties linked to the models, mainly the injection velocity of the O2 droplets or
the evaporation model, not entirely valid for this dense oxygen cone. Another chemical model-
ing taking the form of a global scheme, the GLOMEC, was also tested on this configuration in
order to reduce the computational cost. It gave similar results compared to the ARC simulation
in the flame zone, but however seemed to show difficulties in the burnt gases part due to its
simplicity and the non-adiabatic conditions of the test rig.

Research on combustion modeling in rocket engine combustion chambers is continuing at CER-
FACS, now mainly focusing on the two-phase flow aspects. This will allow to leverage the
limitations observed in this work of the cone injection model. To this purpose the diffuse inter-
faces approach is currently under investigation and could allow to better describe the complex
atomization process.

176



177



Part VI

Appendices
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A. Calculation of the equivalent heat transfer coefficient
for the CONFORTH walls boundary condition

The computation of he, is extracted from [Martin-Benito, 2019] and was used in the LES sim-
ulation in order to keep the same methodology than CNES. Notations used below are the same
than Fig. 6.5, presented again below for clarity. Radial coordinates (r,z) are used for the
following.

EXPERIMENTAL NUMERICAL
Cooling water e hfecc, T
¥ e T
Te,PE i Tw,RC
\T Inputs for the coupled
PE .
Dbt - Capbiba om - wall law : Rgq, Too
dp
T,
PRI -~ O - SO Qw,LEs
Tw,exp le” G I N Ty LES
TepG . Tepg _HXU'Z' Tz
Hotgases ~~ ~___~ i = il T e

Figure 1: Thermal boundary condition (proposed by CNES). Q. rrs is the LES output, from
which T, 1 gs is then retrieved.

The experimental heat flux ¢ through the cooling water circuit writes:
¢ = h?%CC(Tw,RC —T) (22)

The conduction part of the heat flux through the solid of thickness e, must be taken into
account. Supposing the run in a stationary state, where the axial heat transfer is negligible
compared to the radial heat transfer (0¢/0x = 0):

0 ar

0 = g[TA(T’T)E] (23)
ar
Br) = —NT.r)o (24)
Integrating these equations:
ro(r) = cste (25)

The thermal heat flux between the cold ("PE") and hot ("PG") sides of the material gives:

(26)

Tw,ea:p + Tw,RC) T’w,exp - Tw,RC

o(r)r = A < 9 n (m)

179



The thermal conductivity is supposed constant for this development (A(T),7) = A,) so that the
previous equation is recast as:

In (G72)
Tw,exp - Tw,RC’ = ¢(r)71)\76 (27)
Then:
Tw,ea:p - Tw,RC = Tw,e:vp - Tw,RC + Too - Too (28)
By definition:
ro(r
¢ =h%e(Twre —Tx) = ¢(w, PE) = o(r) (29)
Te,PE
So: o)
ro(r
Ty — T = —— 30
RC rephi (30)
We obtain finally:
wexp — Loo = TP\T
“rp /\w ’I“C’th%fC
Which gives the heat flux between the hot side position and the cooling circuit:
Tw exp ~ Too
¢(erPG) = | (T;A,PZ) (32)
'r'c,PG ( T/\c;fG + T'c,PElh'}:-{Cc)
Since:
¢(TC,PG) = heq(Tw@xp - TOO) (33)

Therefore the equivalent heat transfer coefficient h.,, used as boundary condition in the CON-
FORTH LES simulation (Chapter 6) is deduced:

1
eq — In ( Te,PE )
Te,PG 1
T'e,PG o + e, PERSS,

B. Influence of the LAD parameter in CONFORTH

Prior to the presented simulation of the CONFORTH configuration (Chapter 6), another one
has been performed with exactly the same numerical settings, except for the LAD parameter.
Figure 2 shows a comparison of the flame length between the reference case ("low LAD") and
the previous simulation run with stronger LAD coefficients ("high LAD"). The parameters of
the LAD used in the AVBP computations are given in Table 1.

h (34)

It is clear that the "high LAD" case exhibits a really smaller flame length, about a factor 2.
The LAD is responsible and this is here a demonstration of the influence of an over-diffusion
effect in such rocket engine flames. This enhances the diffusion velocities of the species, which
is a driving factor for diffusion flames: they burn faster (until extinction). The shorter length

180



HIGH LAD

Figure 2: Comparison between the "high LAD" (top half) and the "low LAD" (bottom half)
cases. The white isocontour shows the stoichiometric line Z,; = 0.2, and the black circled area
the burnt gases pockets in-between the flames.

| high LAD | low LAD

Coeff on pressure gradients 3.0 2.0
Coeff on density gradients 3.0 2.0
Threshold 0.0 1.0

Table 1: LAD parameters used in the simulation. The higher the coefficients, the more the stiff
gradients (of P and p respectively) are diffused. The lower the threshold, the more the LAD
activates in the domain.

of the "high LAD" flame is the consequence of this higher consumption speed. Even not shown
here, the influence on the wall fluxes is quite important at the flame location, but is almost
invisible more downstream, in the burnt gases.

The LAD parameters influences therefore the temperature at the stoichiometric line, which is
much higher in the "high LAD" case, and also the zones in-between the flames and next to the
walls. The burnt gases pockets (indicated as "BGP " in the circled area of Fig. 2) are much
hotter in the "low LAD" case.

Thus, the LAD model as artificial viscosity model was found to have a strong impact on the
simulations. Even if acting a lot on the flame behaviour, it is nevertheless necessary to avoid
spurious oscillations: therefore its values must be chosen with care.

C. Analytical reduced chemistry for the TUM configu-
ration

Reduction process

Like for the CONFORTH test bench, ARCANE [Cazeres et al., 2021] is used to derive an ARC
that will be used specifically for the simulation of the TUM’s LOx/GCH, test bench. The
RAMEC mechanism [Petersen et al., 1999] (38 species, 190 reactions, coming from GRI1.2)
is again chosen as the reference scheme for the same reason: it was specifically made for the
methane oxycombustion at high pressures. The chemistry reduction is performed this time for
the same scalar dissipation range (100 < y, < 1500s7!) but with a different pressure range
fitting to the test bench operating point: 17 < P < 23bar.
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Execpt the target operating point (pressure, temperature), the same methodology (chosen
species, error limits, etc...) than for the CONFORTH test bench is used: report to Sections
4.3.1 and 4.3.2. After the reduction process, a 18 transported species (17 reactive + Ny),
4 QSS and 89 reactions mechanism is obtained: about half of the species and reactions are
removed from the RAMEC. The new reduced mechanism, detailed in Table 2, is now tested in
CANTERA against the reference scheme to verify its good behaviour on the targeted operating
point.

Transported ‘ QSS
H2 H O O2 OH H20 HO2 CH3 CH4 CO CO2 | C2H3 CH2CO
HCO CH20 C2H2 C2H4 C2H5 C2H6 N2 CH302 CH30

Table 2: Species contained in the derived ARC.

Validation

Table 3 shows the error induced by the reduction on the range of the chosen parameters, and
is found to be very low both on temperature and the integral of heat release rate.

Case Conditions Tz [ wr
A 17 bar, s = 100s7™!  -0.66% +0.99%
B 17 bar, ys = 1500571 -0.64% +1.00%
C 20 bar, yu = 100057t -0.66% +0.96%
D 23 bar, yg = 100s™!  -0.68% +1.06%
E 23 bar, yo = 1500571 -0.67% +0.97%

Table 3: Validation cases: relative errors of the ARC compared to the RAMEC detailed mech-
anism.

Details about the flame structure is presented for the case C in Fig. 3 (other cases show really
similar shapes and are not presented here). One can observe and excellent agreement both
temperature and heat release profiles. Actually both kinetic schemes match perfectly, except
on the heat release rate profile around Z = 0.28, where the ARC fails to represent the slight
curve pit. However it does not have a strong impact as the integral of heat release rate is only
higher by 0.96%.
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Figure 3: 1D profile of strained diffusion flame: evolution with mixture fraction of the temper-
ature (black) and the heat release rate (red). Thick lines: RAMEC. Lines with markers: ARC.
Case C: P = 20bar, x5 = 1000571,

The validation continues by checking the main species profiles on Fig. 4. Again the ARC shows
a very good agreement with the RAMEC. The biggest deviation is observed on CO, and this
could be then the main responsible of the deviations presented in Table 3.

1.0
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Figure 4: 1D profile of strained diffusion flame: evolution with mixture fraction of the main
species. Case C: P = 20bar, xs = 1000s~ 1.

Finally, the influences of scalar dissipation rate and pressure on temperature and integral of
heat release are tested and presented Fig. 5 and 6.

Both mechanisms have a very similar reaction to the scalar dissipation rate growth, even far
beyond the range of derivation: the temperature never exceeds 1% error, and 5% for the integral
of heat release rate. The differences are found the largest for the high values of x;.

The response to pressure growth is again similar for both chemical schemes, with an error on
temperature remaining about 0.7% all along the range, and less than 1% for integral of heat
release rate.
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Figure 6: Evolution with pressure of the maximum temperature (black) and the integral of
heat release rate (red) at ys = 1000s~!. Thick lines: RAMEC. Lines with markers: ARC.

All these elements show that the specific chemistry derived for the TUM LOx/GCH, test case
will represent with a good fidelity the complex chemical processes involved. It is then used in
the LES simulation.

D. GLOMEC development methodology

Extracted from [Strauss, 2020], on courtesy of Julian Strauss.
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Chapter 3

Global Reaction Mechanism
Development Methodology

This chapter is concerned with the methodology behind the development of the global
oxidation reaction mechanism. Basically, it is to be noted that the methodology is not
restricted to methane oxygen combustion (also called methaneoxry — combustion). From
the beginning it was the purpose to propose a general method to be used by CERFACS,
also applicable to other reactants.

Hence, for better illustration and comprehension, the methodology explained in general
and simultaneously directly applied to the combustion of methane and oxygen at the
operating point of the test case described in the previous chapter. The name of this
mechanism in particular is introduced as GLOMEC which stands for GLObal Oxygen
MEthane MEChanism.

This chapter is subdivided into four sections. At first, it is dealt with notation conventions
and the naming of the employed software tools. Afterwards the methodology is decom-
posed by providing different views of it to clearify and explain the required information

and procedures.
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CHAPTER 3. GLOBAL REACTION MECHANISM DEVELOPMENT METHODOLOGY

3.1 Notation Conventions

Quantities are denoted using a syntax that allows for distinguishing between scalars, vec-
tors, states (e.g. chemical equilibrium or fresh gas) and the reaction mechanism from
which the quantity is obtained. See the logic below (as examples, the scalar mole fraction
of the ky, species at the chemical equilibrium computed by GLOMEC and the vector of all
N species mole fractions at the chemical equilibrium computed by GLOMEC are given):

<> €. 4. (XEQ)GLO or (X%)GLO (3.1)

symbol of the quantity (scalar or vector), e.g. X for a scalar mole fraction or X for

a vector of mole fractions

supplement to 1 and/or index addressing an element of a vector for scalar quantities
respectively the number of elements for vector quantities, e.g. k for the k;;, species,

or N for the number of species
specification of the state of the system, e.g. eq for equilibrium

specification of the reaction mechanism from which the quantity is obtained (for
general validity it is omitted), e.g. GLO for GLOMEC

Computing the difference between two quantities the above notation is using the A symbol
as well as stating the second mechanism from which the quantity is obtained and the kind

of comparison:

ceg. (ATer) T (3.2)

abs

(B

specification of the reaction mechanism from which the the quantity is obtained,

which is compared with the quantity obtained from the other reaction mechanism

@ specification of the kind of comparison, e.g. abs for absolute
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CHAPTER 3. GLOBAL REACTION MECHANISM DEVELOPMENT METHODOLOGY

3.2 Tools and Computations

The method is implemented in a generic way leveraging PYTHON 3 [45] to coordinate
and launch executions of all subprocesses. The scripts underly version control in GITLAB
[43].

Flame properties are computed using the software CANTERA [15] which is an open-
source tool to solve chemical kinetics, thermodynamics, and transport process problems.

The files used as inputs in this work are given in Appendices A.1, A.2 and A.3.

Computing laminar premixed flames is commonly done during the validation of a chemical
reaction mechanism [34]. Thus, the global reaction mechanism methodology incorporates
steady one-dimensional laminar premixed flame computations to obtain the laminar
flame speed s; on the one hand. Note that the flame in the TUM rocket combustor is a
diffusion flame. However, in this work it is preferred to use premixed flames, as diffusion
flames would lead to other to other considerations such as the strain rate which would
substantially complicate the problem.

On the other hand, the adiabatic flame temperature is obtained through chemical
equilibrium (henceforth just called equilibrium) computations at constant pressure and
enthalpy. Note that all equilibrium computations are performed at constant pressure and
enthalpy in this work, since this a validated assumption with respect to deflagrations [34].
Furthermore, the CERFACS in-house tool ARCANE (Analytical Reduction of Chemistry:
Automatic, Nice and Efficient) [7] is employed to optimize thermodynamic and transport

properties for the specified operating point.

All in all, the methodology does not demand for special or hardly accessible tools and the
CPU cost is cheap.
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CHAPTER 3. GLOBAL REACTION MECHANISM DEVELOPMENT METHODOLOGY

3.3 Black Box Model

A very global view of the methodology can be given by a black box model [16]. It focusses

on the inputs and the outputs, while the detailed relations between those remain undis-
closed.

In general, the development of a chemical reaction mechanism means to establish a system
comprising thermodynamics, fluid dynamics and chemistry models as well as initial and

boundary conditions. Therefore, the inputs of the black box model comprise:
» species and species model
« reactions and kinetics parameters

» premixed fresh gas state

thermodynamic and transport properties
o target flame properties

GLOMEC is not obtained directly. It evolves throughout a development process being
called GLOMEC DEVELOPMENT PROCESS or, in short, GDP. Thus, for the
purpose of unambiguity, the reaction mechanism inputted to the GDP is henceforth being
called INITIAL GLOMEC (iGLO) and the the one which is the output of GDP is
called FINAL GLOMEC (fGLO).

A black box model of the GDP is given in Figure 3.1. The inputs are used to construct
INITTAL GLOBAL. Yet, INITIAL GLOMEC is required to be modified in order to
recover a set of certain flame properties correctly. The modifications are performed by the
GDP. In the end, modifications of the species model and the reaction kinetics parameters
are used to construct FINAL GLOMEC.

iGLO GDP tGLO
INITTAL GLOMEC FINAL GLOMEC

species and species model
reactions and kinetics parameters GLOMEC
premixed fresh gas state

DEVELOPMENT
target flame properties \ PROCESS modified kinetics parameters

thermo. and transport properties modified species model

[ 4 [ 4

Figure 3.1: Black box model of GLOMEC development process.
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3.4 GDP Inputs

This section serves to introduce the thermodynamics, fluid dynamics and chemistry models

as well as the initial and boundary conditions employed to construct the system INITTAL
GLOMEC. Moreover, the INITIAL GLOMEC and the RAMEC target flame properties
are given to complete the gathering of all information required by the GDP.

3.4.1 Species and Species Model

The set of considered species (N)*“Z© contains the N = 6 (index k) species methane,
oxygen, water, hydrogen, carbonmonoxide and carbondioxide respectively C'Hy, Oo, H50,
H,y, CO, CO,. The species are not varied throughout the GDP:

N = (N)iGLO — (N)fGLO —6 (3‘3)

N = (N)“L0 — (N)/CLO = {CHy, Oy, H,O, Hy, CO, CO5} (3.4)

These comprise L = 3 (index i) chemical elements hydrogen, oxygen, and carbon respec-
tively H, O and C given as set L:

I = (L)iGLO — (L)fGLO =3 (35)

L = (L)*“0 = (L)/“L° = {H, O, C} (3.6)

Properties such as the species molecular weight, critical temperature, critical pressure and
formation enthalpy are given in Table 3.1.
Moreover, the reference-state thermodynamic properties of the species are obtained via

the NASA 7-coefficient polynomial parametrization [1]:

%(T) = Ao,k + al,kT + a2,kT2 + Cl37kT3 + &4J€T4 , (37)
HO
E(T) = agp + AT+ TRy 4 Bhye Tkt B0 (3.8)
Sy a a a
f’f(T) = ayxln(T) + ag T + %’“W + %‘“T?) + %’“T‘* targ (3.9)

where the superscript 0 symbolizes the reference state, C, is the reference-state species
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heat capacity at constant pressure, H) is the reference-state species enthalpy and Sy is
reference-state the species entropy.

The GDP performs a modification of the coefficients a ;, thus:
iGLO fGLO .
Ajp = (aj,k) = (aj,k) forj=1,...,6 (3.10)

The values for the coefficients aj; of INITIAL GLOMEC for two temperature ranges
([200 K;1000 K] and [1000 K;3000 K]) can be read on the CANTERA *.cti file in Appendix
A2

molecular critical critical formation
weight temperature pressure enthalpy
W Tt P Ah§
[ke;/kmol] K ba] kI /e
0O, 31.10 154.6 50.4 0.0
CH, 16.04 190.6 46.0 -4650.0
H, 2.02 32.94 12.8 0.0
H,0 18.02 647.3 220.9 -13423.3
coO 28.01 132.91 35.0 -3946.0
CO, 44.01 304.2 73.8 -8941.4

Table 3.1: Collection of species properties
(formation enthalpies at 7' = 298.15 K).
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3.4.2 Chemical Reactions and Kinetics Parameters

M = (M)SLO = (M)/9LO = 4 reactions (index j) are taken into account in the GDP,
namely two irreversible fuel breakdown reactions (3.11, 3.12) and two reversible equilib-

rium reactions (3.13, 3.14):

This set of reactions was proposed by Jones and Lindstedt [19] back in 1988 and is derived
from considerations coming along with the two-reaction-zone flame model. The primary
reaction zone is characterized by the conversion of fuel into hydrogen and carbon monoxide,
while the oxidation to water and carbon dioxide takes place in the secondary reaction zone.
The basic idea of how to form the above reactions is to analyse the fundamental reaction
steps in the different zones and then to eradicate the presence of radicals through certain
techniques (e.g. linear combinations of reaction equations) and assumptions. This can be
further studied in works by Mitchell et al. [28], Peeters et al. [30], Warnartz [48], Peters
[32] or Biordi [2].

The kinetics parameters of the reactions are described using the empirical Arrhenius law
which has been introduced in chapter 1. The selected values in Table 3.2 are taken from
an analysis and experiment comparisons performed by Jones and Lindstedt [19]. Yet, only
some of these values are only used in the INITIAL GLOMEC.

A egs] B[] E, [kcal/mol]
reaction 3.11 0.44 x 102 0.0 30.0
reaction 3.12 0.3 x 10° 0.0 30.0
reaction 3.13 0.25 x 107 -1.0 40.0
reaction 3.14 0.275 x 10 0.0 20.0

Table 3.2: INITTAL GLOMEC Arrhenius kinetics parameters.

Temperature exponents (3; and activation energies £, ; remain constant in the GDP.

5 = (Bj)iGLO _ (Bj)fGLO’ B, - (Eavj)iGLO _ (Ea’j)fGLo (3.15)
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3.4.3 Premixed Fresh Gas State

Relevant information concerning the premixed fresh gas state has already been given in
the previous chapter. It is compactly given by Tables 3.3 (devoted to the mixture) and
3.5 (devoted to the fresh gas species). The index f denotes fresh.

unit mixture
fresh gas temperature 7/ K] 250.0
fresh gas pressure P/ [bar] 18.5
fresh gas equivalence ratio ¢/ ] 1.33

Table 3.3: Premixed fresh gas state.

3.4.4 Thermodynamic and Transport Properties

Via ARCANE, thermodynamic and transport properties have been optimized for premixed
flames obtained from RAMEC valid at pressures between 17 bar and 23 bar in order to
take pressure fluctuations into account. The obtained values are also used for INITTAL

GLOMEC and FINAL GLOMEC.

First, the molecular viscosity is computed with the Power Law:

W(T) = 1° ( T) (3.16)

To

with the reference-state viscosity pu° = 0.9514 x 107 pa-s, the reference-state temperature
T° = 3303.4K and the viscosity law coefficient b = 0.65.

Second, species Schmidt numbers Sc¢; are written in Table 3.4 and, third, the mixture
Prandtl number Pr is set to the value of 0.5735. The CANTERA input file containing
the transport properties is given in Appendix A.3.

Oy CHy H, H>0 co CO,
Sey, 851 x 10*  8.03 x 10 2.35 x 10" 6.24 x 10! 9.13 x 10'  1.11 x 10°

Table 3.4: Species Schmitt numbers Sc,.
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3.4.5 Target Flame Properties

The reference reaction mechanism used to define the values of the target premixed flame
properties is a detailed reaction mechanism referred to as RAMEC (RAM accelerator
MEChanism) [33]. RAMEC will be abbreviated with RAM in this work. RAMEC is
based on the Gas Research Institute (GRI) mechanism GRI-Mech 1.2 [13]. Comprising
38 species in 190 reactions, the mechanism is capable of modeling shock tube ignition
delay times for CH4/O mixtures. It is valid for pressures between 40 and 260 atm, inter-

mediate temperatures ranging from 1040 to 1500 K and fuel-rich stoichiometry ( ¢ > 3.0).

RAMEC delivers the values of the target premixed flame properties which are the adia-
batic flame temperature Todtarge
computed for both RAMEC and INITIAL GLOMEC.

A comparison of the values obtained from RAMEC respectively INITTAL GLOMEC yields

that INITIAL GLOMEC overestimates the adiabatic flame temperature, whereas it un-

; and the laminar flame speed sy ;,,..;- They have been

derestimates the laminar flame speed:

unit RAMEC INITIAL GLOMEC
equilibrium temperature 7,4 K] 3381.12 3690.95
laminar flame speed s, [m/s] 1.7421 1.2574

Table 3.5: RAMEC and INITIAL GLOMEC adiabatic temperature and flame speed.
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3.5 Global Mechanism Development Process

After the collection of all necessary inputs, the global mechanism development process can
be launched. The goals of the GDP are recapped:

(10" £ (1))

(3.17)

Tf,Pf,qu

(3.18)

Note these definitions, as the adiabatic flame temperature is obtained from equilibrium
computations in CANTERA:

Tad,target = (Tad)RAM = (Teq>RAM7 SL,target = (SL>RAM (319)

)iGLO )iGLO

(T (3.20)

The differences (absolute and relative) of the target flame properties obtained from INI-
TIAL GLOMEC and RAMEC are:

= (Teq

(ATeq>iij,RAM _ H(Teq)iGLO B (Teq>RAMH 08K 112K — 30085k
(3.21)

iGLO,RAM (ATeq)iiLO,RAM
(ATEQ)rel - (Teqcs ;%AM = (3'22)

iGLO,RAM
(As1) =

1GLO RAM
(s.)" = (s1) H — ||1.2574m/s — 1.7421 m /s|| = 0.4847m /s

abs

(3.23)
. (AS )’iGLO,RAM
(As,) 0 = (LS 3b;AM ~[27.82%] (3:24)
L
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Now, while continuing to deal with th GDP, the black box given by Figure 3.1 will be
gradually decomposed to disclose the methodology in detail.
First, a structural breakdown of the GDP is carried out. That is to say, the process can

be divided into two separate subprocesses:

» adiabatic flame temperature recovery

o laminar flame speed recovery

The adiabatic flame temperature recovery originates from the idea of imposing the target
temperature to the INITIAL GLOMEC equilibrium mixture and then to optimize the
equilibrium species mole fractions such that the conservation of mass and fresh gas total
enthalpy is not violated in a first step. In a second step, species NASA polynomial co-
efficients are adjusted such that an equilibrium can be computed by FINAL GLOMEC
which features the species mole fractions and temperature of the optimized mixture from
the first step.

The laminar flame speed is recovered by an optimization of an as low as possible number
of the reaction’s pre-exponential factors.

An static view of the structure of the GDP [16] is given as a block definition diagram in
Figure 3.2:

global mecha-

nism develop-

ment process

adiabatic flame

laminar flame

temperature
speed recovery

recovery

equilibrium
species mole
fractions

optimization

Figure 3.2: Block definition diagram of the GLOMEC DEVELOPMENT PROCESS.

species NASA
polynomial
coefficient

adjustment
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3.5.1 Adiabatic Flame Temperature Recovery

3.5.1.1 Equilibrium Species Mole Fractions Optimization

Preliminary Considerations
A chemical reaction mechanism must naturally conserve mass and total enthalpy. Mass

conservation can be expressed by the conservation of atoms:

iwm-(SXk:o i=1,...,L (3.25)
k=1
where 1);, denotes the number of atoms of the i, element in the k;, species and 6 X, is
the deviation of the k;, species mole fraction in the mixture.
With regard to the total enthalpy, the total enthalpy of the fresh gas equals the total
enthalpy of the gas in equilibrium. Yet, temperature and species mole fractions are signif-
icantly different. As expressed by Equation 1.18, the enthalpy of a species in a mixture at
a certain temperature hy(7") comprises two fractions, namely the specific sensible enthalpy
hs 1 and the specific standard enthalpy of formation Ah% - Consequently, the total specific

enthalpy of a mixture is calculated as follows:

N N N . N
hi(T) = Y- hoge+ S AR =37 [ cppdT+ 3" AR, (3.26)

k=1 k=1 ke=1"Tref k=1
To be precise, this equation reveals, that the total enthalpy of a mixture is also a function

of the species mole fractions:
htot - f(Xk,T) (327)

Introducing the species mole fractions as a new parameter to compute the total enthalpy
enables the development of a method to impose an arbitrary temperature deviation on
a gas mixture while preserving mass and enthalpy conservation by means of an optimal
species mole fraction variation.

During the GDP, this method can be applied to impose the target adiabatic flame temper-
ature (Tad’target)RAM on the INITTAL GLOMEC equilibrium mixture. A moderate shift of

the species mole fractions is estimated to be reasonable due to the fact that global reaction

mechanisms show imprecise burnt gas species mole fraction predictions in general.
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Stating the Problem in General
The method, which can be deduced from the preliminary considerations, is now being

stated mathematically as an optimization problem [21], [3].

For a given gas mixture with N species, L chemical elements, initial temperature
T° and initial species mole fractions X%, which temperature is deviated by AT,
find a modification of the species mole fractions dX, such that the total specific
enthalpy of the initial gas mizture hy; (X%, T°) best matches the total specific
enthalpy of the modified gas mizture hyy (X +dXy, T+ AT), while conserving

the mass of the mixture.

design variable vector : dXy = (5X1, 60Xa, ..., 5XN>T (3.28)

objective function: f(dXy) = Hhtot(X(])\, +dXpy,T° + AT) — htot(X?\,,TO)H (3.29)

N
constraints : Z Vi 0Xp =0 ,i=1,...,L (3.30)
k=1
design space : dXpy; <0< dXpy, (3.31)

where the subscripts [ and u denote the lower respectively the upper boundaries.

In this set of equation the objective function must be minimized,

min f(dXy) (3.32)

dX y

in order to compute the optimum solution dX* which writes:

T
dX¥, = (5)(1*, 5X5, ..., 6X]*V> (3.33)
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Special attention is paid to the mass conservation constraint given by Equation 3.42. A
closer examination of these equations (conservation of atoms) reveals that the N species
mole fractions of a mixture cannot be varied independently. This is due to the fact, that in
a chemical system with L elements and N species, certain species mole fraction deviations
0X} can be freely fixed, whereas the other deviations are computed as a function of the
fixed ones. The numbers N (index k) of freely fixable and N (index /%) of computed species

mole freaction is defined:
N=N-N&eN=N-L (3.34)

The vectors to note down the mole fraction deviations of the l;‘th respectively the /%th species

in the sets N respectively N are defined:

T T
dX 5 = (65(1, ...,(D?N) , dX = (5)2’1, ...,5XN> (3.35)

where dX 5 1s introduced as reduced design variable vector. As a result the actual design

variable vector dXy can be formed through concatenation of dX 5 and dX E
T r\"
dXy = (dXN, dXN> (3.36)

while dX ; and dX; are related as follows:

wl,l wl,Z s ¢17]\7 6Xl 77”1,1 ¢1,2 e wl,]\? 6X1
@/12,1 @/12,2 e ¢2’N 60X, o 7¢2,1 @/)2,2 SR wz,z\? 0X>
Vo1 Yra ... Ypg) \0Xy Yri1 Yra2 .. Ypy) \0Xgy
N—— —
coef ficient computed input fized
matrix deviations matrizc deviations
A x=dX 5 B b=dX 3

Finally, the species mole fractions X% of the optimized mixture is obtained through adding
the optimized species mole fration deviations dX} to the initial mixture species mole
fractions X&;, followed by normalization so that the sum of all vector elements is equal to

one:

X0, + dX}
X%, = NN+O N o Xf>0Vk=1,...,N (3.38)
Sl (XP + dX;)
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Stating the Problem for INITIAL GLOMEC

With regard to the development of FINAL GLOMEC, the equilibrium species mole frac-
tions of INITTAL GLOMEC are intended to be modified, as the equilibrium temperature
difference between INITTAL GLOMEC and RAMEC is added to the temperature of the
INITIAL GLOMEC equilibrium mixture. Thus, Equations 3.28, 3.29, 3.42 become:

dXy = (6Xcn,, 0Xo, 6Xmo, 0Xu, 6Xco, 6Xco,) (3.39)
rlax,) -
iGLO iGLO iGLO iGLO (340)
5 ) |
where:

AT — (AT6q> RbAM,iG’LO _ (T6q> RAM (Teq)iGLO (3.41)

N
S W 0Xe=0 ,i=1,..., L (3.42)

k=1

which fully written becomes:

0 0 0
H: 4-6Xom, +0-6X5,4 20X, + 2 6Xu,0 +0-6X60+0-8%z5, =0 (3.43)

H: 5XCH4+2'5XH2+2'5XHQO:O (344)

0 0
O: 0-8Xcm, +2-6Xo, +0-8X%5,+1-6Xmo+1-6Xco +2-0Xco, =0  (3.45)

O : 2-(5X02+1'5XH20+1-(5X00+2'5XCOQIO (346)

0 0 0
C: 1-0Xow, +0-6X5,+ 2-8%5, 4+ 0-8X¥m0 + 1-6Xoo +1-6Xp0, =0 (3:47)

c: 1- 5XCH4 +1- (SXco +1- 5X002 =0 (348)
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The number of species with freely fixable and computed mole fraction deviations are

defined as follows:
N=N-L=6-3=3 (3.49)

N=N-N=6-3=3 (3.50)

These N (index k) and N (index k) species are written as sets of species N respectively

N:
N = {H,, CO, CO,}, N = {CH,, O,, H,O} (3.51)

Correspondingly, the vectors to note down the mole fraction deviations of the Ky, Tespec-

tively the ko species in the sets N respectively N are defined as:

T

T
dXN - <5XH27 5XCO7 6XCOQ> , dXN = <(5XCH4, 6X02, 5XH20> (352)

In order to obtain the still unknown computed species mole fraction deviations dXN from
the fixed ones dXN, Equations 3.44, 3.46 and 3.48 are transformed into the subsequent

matrix notation according to Equation 3.37:

4 0 2\ (6Xcm, -2 0 0\ [6Xy
02 1|]|déXo, |=]0 -1 —2|]|6Xco (3.53)
10 0/ \6Xmo 0 —1 —1) \6Xco,
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Developing a Technique to Solve the Problem

The statement of the optimization problem is succeeded by the choice of a technique
to solve it. In this work it is numerically solved leveraging an algorithm which can be
classified as an enumerative and full-factorial one from a methodical point of view [3].
In this approach, all possible combinations of the reduced design variables in the design

space are analyzed. The technique to discretize the design space is illustrated hereafter.

As a repetition, the reduced design variable vector dX describes the deviation of the mole
fraction of the species contained by the set N from the corresponding initial mole fractions
X, In order to avoid a solution suggesting a very strong deviation from the initial mole
fractions the design space is required to be limited by lower and upper boundaries dX;
and dX, on the one hand:

5)21,1 —61 . X? 5X1,u él ' X?

- 50X —& - X0 - 6Xo., . X0
dXy, = 2| _ | ~& K , dXy, = 2u | _ | &r X (3.54)

5XN,Z —E5 XJOV 5XN7" S Xf%

where &;, is a factor to dimension the elements of the vectors dX &, and dX Ko

On the other hand, a discretisation of the allowed range has to be performed with the
goals to both prohibit an explosion of the computational and to make sure that a solution
is found. Equistant points are defined in the ranges limited by the boundaries dX; and
dX,. The step size is defined as follows:

Wetep = GG X7 (3.55)

where (; is again a dimensiong factor. Note that &; must be an integer multiple of (;. The

total number of points Oy, for each ku, species can be computed like this:

_ &2
Ch

o +1 (3.56)
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To better comprehend the above descriptions, also see the Figure 3.3 below:

5)2]2,7[ 6‘X~V];2,U
e e
: ~ : :
S SV S S SN Y
0 G0 ¢ V0 0 0 %0 1
XI?; - ékac X}; X]} + ékac

Figure 3.3: Sketch of design space discretization.

In the end, the discretized design space allows for the construction of a set of reduced

design variable combinations Zgg counting Oz combinations (index m):

Zyx = {dXj, ..., dX$} (3.57)
N

Oz=1]0; (3.58)
k=1

The my;, element of Z is written:

T
dXy = (5}2’;”, 5)2]@) (3.59)

The algorithm performs Oy iterations. In the my, iteration the combination df(;g is
selected from Z and used to compute dX% and dX'y consecutively. For this computation
(solving Equation 3.37), a unique solution is obtained via the Gaussian elimination method
[21]. Then, the objective function f(dXy) can be evaluated. The species mole fraction
deviation dX7; is the optimum one dX} if the following criterion is fulfilled, that is to

say when it is identified to produce the minimum value of the objective function:

dX7 = dX} <= [|fdXD)| < ||fdX3)|| Vr=1,...,m—1,m+1,...,0z (3.60)
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Conclusion
To conclude, it has been shown how the species mole fraction optimization problem is
stated in general as well as for INITTAL GLOMEC and which methods/strategies/criteria

are chosen to solve it in this work. The resulting algorithm is depicted in Figure 3.4.

start

set L, N,
X9, T°, AT

get N, N

2>

set N,

> initialization

set &, G

get Zgx, Oz

set m = 1,
dX*=dX°=0
l J

select
dXy € Zgx

m=m-+1

S-m

get dX

get dXYy

> optimization

no 1o 1A (dXF)I| <

end m < O .
—\% 17Xl

yes

dXy = dXy } solution

/

Figure 3.4: Species mole fraction optimization algorithm.
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Applying the Technique to INITIAL GLOMEC
This very last section of chapter 3.3.1.1 is a full and compact description of the practical
application of this algorithm to INITTAL GLOMEC:

1. Initialisation

Problem Initialization specification Unit
Elements L H,C,0 [-]
Species N CHy, Oz, HO, Ho, CO, CO2 [-]
Free Species N Hy, CO, CO2 [-]
Computed Species N CHy, Og, H2O [-]
Initial Temperature 70 3690.95 K]
Temperature Deviation (ATeq)aRb‘:M’iGLO -309.83 K]
Xeu, 1.22 x 10710 [
X3, 4.27 x 1072 [
X80 4.75 x 107! [
X%, 1.63 x 10! H
X25 2.38 x 107 ]
X2o, 8.11 x 102 -]
Solver Configuration Specification Unit
£, 150 %]
§co 15.0 [%]
tco, 15.0 %]
Cu, 1.25 %]
Cco 1.25 [%]
Coo, 1.25 (%]
o, 15624 -]

Table 3.6: Initialization of GDP species mole fraction optimization.

2. Optimization
The optimization comprises the solving of Equation System 3.53 for each df(;g to
obtain df(;:; and then dX;. As a consequence, the objective function can be evaluted
and the result is checked against the criterion (Equation 3.60) deciding whether
dX7y ., is better than dX'%~! of the prior iteration at minimizing the objective
function. As an example, the evaluation of the objective function with dXOGLO =0
is demonstrated (note that the obtained value is the initial absolute enthalpy error

due to the deviation of the temperature AT):

F(AX®) = || = 1.973 x 10°J/kg — (—1.221 x 105J/kg)|| = 0.752 x 10°J/kg

(3.61)

0

totrer 15 as follows:

Thus, the initial relative enthalpy error Ah

(Ah),., =

r(ax)

Pior ((Xeq)iGLo7 (Teq)iGLO)

H =61.59% (3.62)
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3. Solution
The algorithm finds the solution with the minimum total enthalpy error in the spec-
ified and discretized design space. The subsequent table sums up the total enthalpy

error, the temperature and the species mole fractions of the solution mixture:

Solution Properties Specification Unit
enthalpy h},, -1.221 x 108 [J/kg]
rel. enthalpy error (Ahfot)ml 6.1344 x 10 [-]
Solution Temperature T 3381.12 K]
dX, 8.75 [%]
dXto -6.25 [%]
dX&o, 1.25 [%]
XEn, 1.38 x 1072 H
X5, 7.75 x 1072 [
X¥,0 4.30 x 1071 [
X%, 1.76 x 107! [l
Xto 2.37 x 107! [
Xto, 6.58 x 102 ]

Table 3.7: Solution of GDP species mole fraction optimization.

B [INITIAL GLOMEC eugilibrium
Bl optimized mixture

0.0 L ‘ I I_l
O Qﬂ/ (_,O O’lf

g v
& O R ¢

o =] o
(] w =
;

species mole fraction [-]

Figure 3.5: Bar plot to compare INITIAL GLOMEC equilibrium
and optimized mixture species mole fractions.
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3.56.1.2 Species NASA Polynomial Coefficient Adjustment

Preliminary Considerations

So far, temperature, pressure, mole fractions and enthalpy have been the only quantities
to describe the thermodynamic states in this work. Now, another quantity, namely the
Gibbs free energy G, is introduced as a thermodynamic potential, which is suitable to
describe systems with fixed temperature and pressure [41]. For a system with N species

it writes:

G(T,Pny) = H—TS (3.63)

where H is the enthalpy, T is the temperature, S is the entropy, ny is the number of
particles of species k and uy, is the chemical potential respectively the partial molar Gibbs
free energy of species k. The Gibbs free energy can also be expressed as molar Gibbs free

energy:

G(T,P.X},) = H,, — TSy, (3.65)
N
=1

Furthermore, the Gibbs free energy is used as a criterion indicating whether a thermody-
namic system has reached equilibrium. In equilibrium, the total differential of the Gibbs

free energy must be equal to zero (here formulations for the molar Gibbs free energy are

given):
oG, oG, oG !
eq m =
dG! ( o7 )dT—F(@P >dP+<an>ka 0 (3.67)
N N '
dGt =" Xpdpy, + Y ppdX, =0 (3.68)
k=1 k=1
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Moving an Equilibrium in General

In the following, the known equilibrium computed by reaction mechanism [ featuring
(T°)" and (X;?)! is intended to be moved such that a target temperature 7* and target
species mole fractions X} are reached (constant pressure and total enthalpy). Achieving
this results in a modification of the reaction mechanism I so that a modified one, namely

reaction mechanism 77 is obtained. Thus is it is demanded:

(o) £ (1))

(3.69)

HP

()™ £ Xz # (xi))

The technique proposed in this work, is based on the idea to modify the computation of

(3.70)

HP

the reference-state species entropies S; through linking them with the species chemical
potentials p,. The chemical potential can be directly linked to the chemical equilibrium
(36].

On the one hand, for a perfect gas, the chemical potential ;. of species k is calculated as

follows:
wi(T,P.Xy) = pp(T,P) + RTIn(ay) (3.71)

where ay is the activity of species k and ug(7,P) is the standard chemical potential of
species k being dependent on temperature and pressure, but not on the species mole frac-
tions. Yet, due to the fact that CANTERA is capable of computing the species chemical
potentials directly, no further examination of the species chemical potentials is necessary.
The only thing which is worth being memorized is, that they are a function of temperature,
pressure and species mole fractions.

On the other hand, assuming an ideal, constant partial molar volume solution mixture

and pure species phases, the molar entropy 5, becomes:
N N

Sm(T,P,Xk> == Z XkS;(T) —R Z Xkln(Xk) (372)
k=1 k=1

where the reference-state species entropies s; can be computeted with the NASA 7-

coefficient polynomial given by Equation 3.9:

° . 3.k o A4k 3, A5k g
Sk(T)_R<aLkln(T)+a2,kT+ 5 T+ 3 T° + 1 T +a77k> (3.73)
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A comparison of this NASA polynomial with the two other ones given by Equations 3.8
and 3.7 yields, that the coefficient ary is solely existent in the polynomial dedicated to
the entropy. Thus, this coefficient is the only one which is appropriate for a modification
of the entropy without having an impact on other system quantities. Note, that the Nasa
polynomial coefficients are easily modifyable, as they are explicitly listed in the GDP in-
puts.

Therefore, merging all terms related to the coefficients ay 4, . .., a5 (calling it Cy(T") from
now) and simultaneously freeing the coefficient a7 as another variable parameter, Equa-

tion 3.73 can be turned into:

si(Toar) = R(Ch(T) + az ) (3.74)

In a next step, a substituion of S, in Equation 3.65 with Equations 3.72 and 3.74 yields:

N N
Go(T,P Xy 074) = Hy — T | 3 XpR(CK(T) + azg) — R Xiln(Xy) (3.75)
k=1

k=1

Writing it out, the molar Gibbs free energy G,, becomes finally:

N N N
k=1 k=1 k=1
The examination of equilibria additionally allows for the assumption, that temperature,
pressure and species mole fractions are fixed. Hence, extending the total differential (Equa-
tion 3.67) of the molar Gibbs free energy by a term devoted to the coefficients a,, and

simplifications yields:

T fized Pfixed X fixed
oG oG oG oG, ! (3.77)
eq — _— =
dGm %T + %P + LX){TCLX% + <8(I77k>da7’k 0
oG !
dGed = ™ \d = .
Gl <8a77k> az, =0 (3.78)

Moreover, Equation 3.68 can be simplified:

X fized
N N
4G5 = 3 Xydpy + S fnd X, = 0 (3.79)

k=1 =1
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N
dGST = 3" Xydp, = 0 (3.80)

k=1

Afterwards Equations 3.78 and 3.80 can be set equal:

G, N

aa%k k=1

For an ideal, constant partial molar volume solution mixture and pure species phases

Equation 3.81 becomes (by creating the partial derivate of G, with respect to a;;):

N N

k=1 k=1

Equation 3.82 is now written for only one species k and subsequently simplified as well as

rearranged:

—RT Xday ), = Xdp, (3.83)

1
- 3.84
RTd”k ( )

Finally, the integration of Equation 3.84 delivers an equation to compute which value needs
I

dazk -

to be added to the species coefficients (a7 ;) in order to obtain (a7 ;)!’. The equilibrium
inherent to this modified mechanism features the target temperature 7% and the target

species mole fractions X}, thus fulfilling the demands stated by Equations 3.69 and 3.70.

OX ()] ( *)I ( eq)I
111 1 1 111 1 Hi; Hi;
(Aa7,k)abs - _R(egz Td,uk ~ R lTﬂk] o TRl T T (Teq)l (3.85)
i i
, 1y 14
(=) == (H ) e
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To finish up these theoretical explanations, the transitions from different thermodynamic
states to other ones on account of equilibrium computations using mechanisms I and 1

are illustrated in a state diagram (cf. Figure 3.6):

e using mechanism I, the computation of an equilibrium starting from the fresh gas,
the state featuring the target properties or the mechanism I equilibrium always leads

to a transition to the mechanism I equilibrium

» using mechanism 7/, the computation of an equilibrium starting from the fresh gas,
the state featuring the target properties or the mechanism I equilibrium always leads

to a transition to the state featuring the target properties

-7 X — equilibrium computation
. — mechanism [
---  mechanism I/

Figure 3.6: Equilibrium computations using mechanisms I and /1.
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Moving the Equilibrium of INITIAL GLOMEC

Due to the fact that the optimized mixture has a certain total enthalpy error coming

iGLO,fGLO

from the species mole fraction optimization process, the computation of (Aaz ),y

becomes:

€q *

(Nk (Mk
R(Teq)iGLO - RT* .

)iGLO )iGLO

( 7’k>iGLO,fGLO _ (3.87)

abs,prac

—h*
tot_htot

Applying Equation 3.87 to all N species yields the following differences of the coefficients
a7, when comparing INITTAL GLOMEC and FINAL GLOMEC.

Value Unit
(Aazcm)f;ff,ﬁffw 19.2875 ]
(Aaz o, )Zfﬁﬁffm 0.9692 ]
(Aa7,HQO)fzstijrchLO -0.3549 -]
(A%Hz)ﬁiﬁfw 0.4099 ]
(A7 00 )utmprac 0.0589 8
(ACL?,coz)Z%sLﬁchLo -0.8409 -]

Table 3.8: a,, modifications based on equilibriua computed
from fresh gas or the optimized X} and 7.

Finally, an equilibrium computation starting from the fresh gas and using both the updated

coefficients (a7 ) “1© delivers:

= 3380.92K (3.88)

(Teq) fGLO

Thus, the absolute and relative errors of the adiabatic flame temperature computed by
FINAL GLOMEC can be determined:

(Area) 7HOR H(T@ﬂmw - (Teq)RAMH — |[3380.92 K — 3381.12K|| =

abs,prac prac
(3.89)
AT fGLO,RAM
( ATeq)f(jLO’RAM - ( (q) )bRgM =15.915 x 10°° (3.90)
re Tea

It can be concluded, that the recovery of the adiabatic flame temperature is very accurate

using the demonstrated technique.
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3.5.2 Laminar Flame Speed Recovery

The second target quantitiy, namely the laminar flame speed, is rovered by a modification
of the Arrhenius pre-exponential factors Ay ; (reactions 3.11 and 3.13) aka block "Arrhenius

pre-exponential factor optimization" in the block definition diagram.

3.56.2.1 Arrhenius Pre-Exponential Factor Optimization

In this work no special algorithm is employed to find the optimized values for the pre-
exponential factors. Instead, via trial and error, the following modifications of the INITTAL
GLOMEC pre-exponential factors have been found in order to make the laminar flame
speed computed with FINAL GLOMEC match with the ones computed by RAMEC:

)7 (3.91)

—0.047- (4;,) 7"

(47

) fGLO )iGLO

(A =0.99- (A, (3.92)

With these modifications, the absolute and relative errors of the laminar flame speed
obtained from FINAL GLOMEC can be computed:

abs

iGLO,RAM

GLO RAM
(sL)f _ (SL) H = [|1.7423m/s — 1.7421m/s|| =|0.0002m/s
(3.93)

iGLO,RAM

( L)iGLO,RAM _ (Am)abs {18 %10 (3.94)

rel RAM
St

To put it in a nutshell, very sligth modifications of the Arrhenius pre-exponential factors

of two reactions lead to recovery of the laminar flame speed at the operating point. See
the x. cti files of INITTAL GLOMEC and FINAL GLOMEC in the appendix to see the

absolute numbers of the kinetics parameters.
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E. GLOMEC Arrhenius parameters

Extracted from [Strauss, 2020], on courtesy of Julian Strauss.

# Reaction 1
reaction( "CH4 + 0.5 02 => CO + 2 H2", [856679895039.8787, 0.0, 30000.0]1)

# Reaction 2
reaction( "CH4 + H20 => CO + 3 H2", [300000000.0, 0.0, 30000.01)

# Reaction 3
reaction( "H2 + 0.5 02 <=> H20", [4.974999905341112e+16, -1.0, 40000.0])

# Reaction 4
reaction( "CO + H20 <=> €02 + H2", [2750000000.0, 0.0, 20000.0]1)

Figure 7: Chemical reactions in the GLOMEC mechanism and their Arrhenius parameters,
from left to right in the brackets and following notation of Eq. 2.27: A;, 3;, E;.

F. Paper published in Acta Astronautica

As the paper was split in three parts along the manuscript (Sections 4.3.1, 4.4.1 and 6.3.2), the
full paper is found below.
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ARTICLE INFO ABSTRACT

Keywords: Methane-oxygen burning is considered for many future rocket engines for practicality and cost reasons. As
Large Eddy Simulation this combustion is slower than hydrogen-oxygen, flame ignition and stability may be more difficult to obtain.
Methane oxy-combustion To address these questions, numerical simulation with realistic chemistry is appropriate. However the high

Chemical kinetics pressure and turbulence intensity encountered in rocket engines enhance drastically the stiffness of methane

ir;lﬁssls(:;‘;zt Engine oxy-combustion. In this work, Analytically Reduced Chemistry (ARC) is proposed for accurate chemistry
description at a reasonable computational cost. An ARC scheme is specifically derived for typical rocket engine
conditions. It is validated by comparison with its parent skeletal mechanism on a series of laminar flames. Then
the numerical stiffness of chemistry is overcome with an original approach for time integration, allowing to run
simulations close to the acoustic time step whatever the chemical stiffness. It is demonstrated on laminar cases
that the flame structure is well preserved, and that numerical stability is ensured while decreasing significantly
the computational cost. The performance of ARC with the fast time integration method is finally demonstrated
in a 3D Large-Eddy Simulation of a lab-scale Liquid Rocket Engine combustion chamber, where a detailed
flame analysis is conducted.

1. Introduction In the past decade, Large Eddy Simulation (LES) has been suc-
cessfully applied to LRE to predict the flame, its ignition, wall heat
The space launchers sector currently knows a noticeable evolution transfer or thermo-acoustic instabilities [6-8]. Most studies considered
towards a competitive commercial market, with a price race initiated hydrogen oxy-combustion, which is close to the infinitely fast chemistry
by new private actors. The cost of access to space decreases, and limit and may be treated as such without critical loss of accuracy [9].
the historical actors, mainly governmental space agencies, are chal- The situation is different with methane oxy-combustion, whose slower
lenged to propose cheaper but still reliable solutions for commercial chemistry impacts combustion phenomena [10]. It is therefore neces-
launches. This impacts propulsion systems, for which the concept of sary to include in LES an accurate, but still cost-effective description of
reusability [1] is pushed forward. For Liquid Rocket Engines (LRE), the combustion kinetics. There exists a wide range of kinetic schemes,
hydrogen is replaced by methane, which brings the advantages of from fully detailed mechanisms, containing hundreds to thousands
high density, good specific impulse and lower cost for production species and reactions, to global schemes which only contain few species
and storage, largely compensating for a lower mass energy [2,3]. and one to four reactions. As each chemical species requires to solve
Several projects of methane/oxygen LRE for commercial launches as one additional transport equation in the LES code, the direct integration
well as for deep space missions have appeared throughout the world, of detailed mechanisms is computationally unaffordable in 3D simula-
e.g., Prometheus (CNES/ArianeGroup), Raptor (SpaceX), or the Liquid tions. Even the so-called skeletal mechanisms which are much reduced
Natural Gas (LNG) family (JAXA/IHI). Nevertheless, except for some compared to detailed ones, stay too large for LES. On the contrary, one-
early research in the 1970s-1990s [4], most studies of methane oxy- or two-steps kinetic schemes are very fast but their lack of precision is

combustion in rocket engine conditions are quite recent and many critical for many aspects of the flame.
questions require further investigation [5]. As an alternative, the concept of Analytically Reduced Chemistry

(ARC) introduced some decades ago [11], may be viewed as a good
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Nomenclature

Latin characters

A sum of destruction source terms (scaled by
), s71

strain rate, s1

sum of creation source terms, kg/m3/s
mass concentration, kg/m3

diffusion coefficient m?/s

oo ° ws

ih thermal diffusion coefficient m?/s

mass excess/loss, kg

length of the counterflow laminar diffusion
flame domain, m

diffusive flux, kg/m? /s

number of elements

number of species

pressure, bar

=5

m

©

mass reaction rate, kg/m3 /s
strain rate tensor, s~1
temperature, K

flow velocity, m/s

acoustic velocity, m/s

NE TN Y ZZ S

mass fraction

i

normalized wall distance
Bilger mixture fraction

N S

Greek characters

Ax characteristic mesh size, m

At simulation time step, s

At pom explicit integration chemical time step, s

Atcpp CFL time step, s

8y Kronecker symbol

Sip thermal flame thickness, m

¢ Takeno index

K ratio between the CFL and the simulation
time step

vV reactants and products stoichiometric coef-
ficients

P density, kg/m?

T viscous stress tensor, N/m?2

Ty hom characteristic chemical time scale, s

X scalar dissipation rate, s~!

@ mass chemical source term, kg/m? /s

o7 total (integral) of heat release rate, W/m?3

compromise between complexity and accuracy. An ARC scheme derives
from a skeletal mechanism, in which only the species and reactions
required to correctly predict flame quantities, such as total heat release
rate, adiabatic flame temperature, or flame speed, are kept. ARC then
introduces the Quasi Steady State Assumption (QSSA) [12] for the
fastest species that are immediately consumed after production, and
introduce strong numerical stiffness due to their very short timescale.
These QSS species are kept in the chemical scheme but they are not
computed with a transport equation: their concentration is calculated
from algebraic relations issuing from the condition of zero net chemical
source term. The ARC approach has already shown promising results on
diverse applications [13]. Also, compared to other chemistry reduction
approaches such as neural networks [14,15] or virtual chemistry con-
cept [16,17], ARC has the advantage to keep true reaction pathways.

99

Subscripts

CLASS quantity computed with classical integra-
tion method

EXPO quantity computed with exponential inte-
gration method

e element (atom)

F fuel

Jj reaction index

k species index

mean mean quantity

o oxidizer

st stoichiometric quantity

14 integration volume

Superscripts

corr corrected quantity

n current iteration

n+1 next iteration

Abbreviations

ARC Analytical Reduced Chemistry

ARCANE Analytical Reduced Chemistry: Automatic,
Nice and Efficient

AVBP A Very Big Project

CERFACS Centre Européen de Recherche et de Forma-
tion Avancée en Calcul Scientifique

CFD Computational Fluid Dynamics

CFL Courant-Friedrichs-Lewy

CNES Centre National d’Etudes Spatiales

CONFORTH CONCception et Fabrication d’un bOitier Re-
froidi et d’'une Tuyére — Haut rapport de
mélange

DRGEP Direct Relation Graph with Error Propaga-
tion

HPC High Performance Computing

JAXA Japan Aerospace Exploration Agency

LES Large Eddy Simulation

LOI Level Of Importance

LRE Liquid Rocket Engine

NRI Non-Reflective Inlets

NSCBC Navier-Stokes Characteristic ~Boundary
Conditions

ONERA Office National d’Etudes et de Recherches
Aérospatiales

QSSA Quasi Steady State Assumption

RAMEC RAM accelerator MEChanism

Thus, ARCs are known to keep a realistic description of the true
chemistry [13,18,19], even if it usually means a higher cost compared
to the other mentioned techniques.

ARC schemes already exist in the literature for methane-air com-
bustion [19,20]. They may not be valid for methane oxy-combustion
in LRE conditions, i.e., at very high pressure and in highly strained
non-premixed combustion regime. Deriving an ARC scheme valid for
future LRE technologies is a first objective of this paper.

As already mentioned, methane oxy-combustion at very high pres-
sure leads to extremely small chemical time scales. By construction the
QSSA only reduces the stiffness of the fastest radicals, but does not help
for the main oxidation paths which still introduce time scales typically
10 times smaller than the flow time scale. Implicit time integration is
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a standard way to tackle such problem but it increases the complexity
of the code [21] and remains computationally expensive, especially for
large chemical systems because of the cost of inversion of the Jacobian
matrix [18]. Thus, a second objective of this work is to propose an
original and fast time-integration method of chemistry for LES solvers.
This paper is organized as follows. In Section 2, the derivation of
an ARC mechanism for methane oxy-combustion is derived for high
pressure and high strain rate diffusion flames. Then in Section 3, a
new time integration method for the chemical source terms is proposed
and validated on laminar flames. Then the developed methods are
applied in the LES of a lab-scale LRE combustion chamber in Section 4.
Conclusions and perspectives are finally given in Section 5.

2. Derivation of Analytical Reduced Chemistry for methane oxy-
combustion

2.1. Methodology

Measurements of chemical kinetics in CH,/O, flames at high pres-
sure induce complexity and safety issues which make them rare, if
not inexistant and there is no reference detailed scheme available for
these conditions. Among the chemical schemes found in the literature,
GRI3.0 [22], RAMEC [23] and Slavinskaya [24] are good candidates. As
RAMEC (38 species, 190 reactions), initially coming from the GRI1.2,
was specifically made for methane oxy-combustion at high pressure by
adding several reactions specific of such condition, and was validated
against low-diluted CH,/0, shock tubes experiments, it seems the most
appropriate for the present study.

To target LRE conditions, the reduction is performed for pressure
in the range 49 < P < 59 bar, i.e., above the critical pressure of both
propellants and sufficient to reach the supercritical combustion regime
with injection temperatures of 280K. Using diffusion flames as target
flames, the range of strain rate ay (or equivalently scalar dissipation
rate y,,, recalled in Eq. (1) [25]) must be defined. It is here taken
quite large, representative of conditions met in lab-scale LRE [3,26]:
100 < y,, < 1500 s~!. This corresponds to strain rates in the range
650 < ag, < 9500 s~!, of the same order of magnitude as in [8].

Aot = 2D( 0x )jr M

In Eq. (1), D is the diffusion coefficient of methane and Z the mixture
fraction with Bilger’s definition [27].

The chemistry reduction process goes through several steps which
are realized within an automatic algorithm implemented in the numer-
ical platform ARCANE [28]. First, Direct Relation Graph with Error
Propagation (DRGEP) is performed several times on the detailed mech-
anism to keep only the most relevant species and reactions. Chemical
lumping is then applied to remove the isomeric molecules. Finally, a
Level Of Importance (LOI) criterion is applied on the remaining species
to select the ones to be treated with the QSSA. An overview of these
methods are described in [28,29].

The primary target flame property used to control the reduction
process is the total heat release rate, with a maximum tolerance of
5%. This quantity, linked to the consumption speed, is indeed the first
property to preserve as, similarly to premixed flames, it controls the
flame stabilization and flame length which are used for engine design.

With these constraints, a reduced mechanism with 14 transported
species, 4 QSS species (listed in Table 1) and 68 reactions was obtained
with ARCANE.

0Z

2.2. Validation

The ARC scheme is validated on laminar diffusion flames (computed
with CANTERA [30]) in the target conditions that are solved follow-
ing the steady flamelet equations for mass and temperature, recalled
here [25]:

S . 7 .1 PT
@y =—3px 5 and op = —Zpy-—

(2)
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Table 1
Species contained in the derived
pressure methane oxy-combustion.

ARC mechanism for high

Transported QSs
H, H O 0, OH H,0 HO, HCO CH,0
CH; CH, CO CO, C,H; C,Hy

G,H, C,H, C,H

Table 2
Validation cases: relative errors of the ARC scheme compared to the

RAMEC detailed mechanism, on the maximum temperature (7},,,) and
the total heat release rate (/ @;).
Case Conditions Tax [ o
A 49 bar, y, =100 5! —0.75% +1.29%
B 49 bar, y,, = 1500 s~! ~0.83% +1.62%
C 54 bar, y, = 1000 s~! —-0.80% +1.36%
D 59 bar, y, =100 s~! -0.77% +1.55%
E 59 bar, y, = 1500 s~! —0.83% +1.50%
x 10! &=
~
1.0 g
— o~
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o 0.5 o
= 2000 -
5 00 %
é 1000 05 &
—0.5 =
0.00 0.25 0.50 0.75 1.00
Mixture fraction [—]

Fig. 1. 1D strained diffusion flame: evolution with mixture fraction of the temperature
(black) and the heat release rate (red). Thick lines: RAMEC. Dashed lines with markers:
ARC. Case A: P = 49bar, y,, = 100 s~!. (For interpretation of the references to color in
this figure legend, the reader is referred to the web version of this article.)

X 1012 5?

- =
< 3000 =
2 I g
g 2000 ;
2, = 0 Z
é 1000 E
12

000 025 050 075 100 — T

Mixture fraction [—]

Fig. 2. 1D strained diffusion flame: evolution with mixture fraction of the temperature
(black) and the heat release rate (red). Thick lines: RAMEC. Dashed lines with markers:
ARC. Case E: P = 59bar, y,, = 1500 s~'. (For interpretation of the references to color
in this figure legend, the reader is referred to the web version of this article.)

where @, is the chemical source term of species k and @y is the energy
source term. Overall five test cases are considered to cover all the range
of values of P and y,,. The obtained relative errors, shown in Table 2,
never exceed 0.83% for the maximum temperature and 1.62% for the
total (integral) heat release rate, indicating a very good agreement with
the RAMEC detailed mechanism.

Cases A and E are illustrated on Figs. 1 and 2 respectively. In both
cases an excellent agreement is observed for the temperature and heat
release rate profiles. With a limited number of species and reactions,
even the complex flame structure typical of the LRE conditions is
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Mixture fraction [—]

Fig. 3. 1D strained diffusion flame: evolution with mixture fraction of the main species.
Thick lines: RAMEC. Dashed lines with markers: ARC. Case C: P = 54bar, y,, = 1000 s7'.

g XlOS MT
© el ok & L L Ly === S
23000 AN
5 =
) ~
o, ~
é 2000 1 E
£ 1000 =
£ 20
2 0 =
= 0 20000 40000 60000 80000~
Xst [571]

Fig. 4. Evolution with scalar dissipation rate of the maximum temperature (black) and
the total heat release rate (red) at P = 54bar. Thick lines: RAMEC. Dashed lines with
markers: ARC. (For interpretation of the references to color in this figure legend, the
reader is referred to the web version of this article.)

retrieved. This also means that the intermediate species profiles are
globally well retrieved, as shown Fig. 3. Slight deviation is observed on
the heat release rate profile for case E but without significant impact
on the integral of heat release rate.

Fig. 4 shows the response of ARC flames to strain. Even if derived
over a limited range of y,,, the ARC exhibits a very good agreement
with the RAMEC over a larger range: below y,, = 20000 s~!, the error
keeps lower than 2.5% on maximum temperature, and lower than 2%
on the total heat release rate. It never exceeds 5% on the latter quantity
until extinction.

Finally Fig. 5 shows the evolution with P of the same quantities over
the whole pressure range for which it was derived. The ARC mechanism
reproduces well the increase with P of both quantities in excellent
agreement with the RAMEC detailed scheme. Only a slightly lower
maximum temperature (~ —1.0%) and very similar total heat release
rate (~ —2.0%) are observed for all pressures.

The reduced chemistry has been validated in the case of laminar
flames, although its final use is for turbulent flows (Section 4). Note
that turbulence modifies combustion processes via mixing only, and
does not affect chemistry. Of course it could happen that this reduction
procedure ignores some chemical phenomena which may occur due to
turbulent mixing, leading to reacting mixtures of fresh gas with burnt
gas and intermediate species that are not encountered in the OD and 1D
cases. These chemical processes are however assumed negligible and
are indeed not represented in most turbulent combustion models, such
as flamelet-based approaches for example. Moreover, these processes
are much sensitive to the turbulent flow and ensuring to describe them
in all cases with the same ARC scheme would be impossible.
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x 107
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2.3
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Maximum temperature [K]
Integral of HRR [W/m?]

20.0 02.5 55.0

Pressure [bar]

57.5

Fig. 5. Evolution with pressure of the maximum temperature (black) and the total heat
release rate (red) at y,, = 1000 s~!. Thick lines: RAMEC. Dashed lines with markers:
ARC. (For interpretation of the references to color in this figure legend, the reader is
referred to the web version of this article.)

3. Time integration of stiff chemistry

Although the strongest stiffness has been removed thanks to the
QSSA applied to the fastest radicals, very small chemical time scales
remain as methane oxy-combustion at high pressure is a very fast
oxidation process. Explicit time integration then requires a time step at
least of the order of the shortest chemical time step 4r,,,,,, calculated
in the simulations as:

Yy
At po = Min <G’_k> ,

3)

with @, the source term of the species k and p the mixture density. The
ARC scheme presented in the previous sections leads to a integration
time step of the order of 1x 10~'%s due mainly to the radicals (detailed
in Fig. 7), which may therefore considerably increase the computing
time. This time step is to be compared to the flow time step Atqp;,
imposed by the CFL number (fixed at 0.7) as:

Ax CFL
u+u,

4

Acpp =

with u the flow velocity, u, the acoustic velocity and Ax the character-
istic mesh size. With typical mesh sizes used in 3D LES of LRE, At¢py
is found of the order of 5 x 10™%. As a consequence, the use of ARC
in reactive simulations leads to a decrease of the time step typically
by a factor 50, which directly impacts the computational cost: explicit
computation of the chemical source term is usually one of the most
expensive part in a LES code.

With the ultimate goal to run the reactive simulations with the CFL
time step, a new time integration method for the chemistry is proposed
here. The idea is to take advantage of the simple form of elementary
reactions composing the ARC scheme to make an analytical integration
of the source terms over the time step. This leads to a time evolution
of the concentrations in the form of an exponential function, hence the
name of “exponential method”, and allows to substantially increase the
time step.

3.1. Principle of the exponential integration

For all what follows, one only considers mass quantities (for source
terms, concentrations, etc...).

Consider a species k which is produced and consumed only by
elementary first order irreversible chemical reactions. Its total source
term @, may be recast in the form:

dcy,

ot )

=wy, = Ayc, + By,
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with ¢, the concentration of the species k. The functions A,c, and B,
are the sum of the contributions to destruction and creation respec-
tively, of the reactions j involving species k:

M
- oy
Aic, = Z Vit
Jj=1
M

_ "
B, = Z ViiTi

=1

(6)

where V//cj’ v,/(’j are the stoichiometric coefficients of species k in reaction

Jj and #; the reaction rate.
Assuming A} and B} constant during iteration », the integration of
Eq. (5) is easily found to give at time iteration n + 1:

BN ana BL Bl n
c:ﬂ - <CZ+ A_l;) AN _ A_I; _ A_ﬁ (eAkAt_ 1) +cZeAkAt %)
k k k

where At is the time step of the iteration. The obtained solution is
correct as long as the assumption of constant A} and B in the time
step stays valid. This introduces a new time step limit, still much higher
than the chemical time step, as will be seen in the next sections.

For very small values of Aj, i.e., species creation only or non-
reacting zone, in order to avoid numerical error, Eq. (7) is rewritten
with the second order approximation as:

n
)+ck

The value cZ+ can then be used to evaluate the source term to be
integrated in the equation of transport of ¢, as:

n A2
Y P
k k 2

(3

1

n+l n
c Ck

k
3 )]

Note that the expression for ¢, in Eq. (7) is always positive (provided
cg is positive), so that the approach guarantees positivity of all concen-
trations. Notice also that this expression exactly holds for first order
species only. For second order species, the analytical integration of the
source term is still possible but is more complex. As only few reactions
involve second order species (10 over 136 in the previously derived
ARC), the impact of using first order solution for them is considered
negligible and Eq. (7) is still taken as a good approximation.

The calculation of the source term as in Eq. (9) does not guarantee
atom conservation, which must be then enforced in a second step.
The principle is to correct at each iteration and at each grid point
the error on the total mass of each element, by modifying accordingly
the local concentrations at iteration » + 1. To minimize the impact of
this correction, it is made on the species of largest concentration. In
methane-oxygen flames, three elements are present (H, O, C) and it is
chosen to distribute the associated mass corrections among only three
species having locally the highest concentration (identified as ¢, to ¢,
below).

The mass excess/loss is computed for each element e between
iteration n and n+ 1 as:

N,

s
dm, = Z(CIZH — N,
k=1

) =

(10)

where N, is the number of element e in species k, and N, the number

of species in the chemical system. Then the corrections c;°" of species
e

k, are calculated by solving the linear system:

corr

Mgk, MHky, "Hks ky —dm,

corr
Nok, Mok, Moy |X|C%, |=]|—-dm an
ne i, ne k, e ky C/i:rr —dm;

The corrections c¢®"*. are then used to update the source term
in Eq. (9). The linear system may be solved with a simple Gaussian
elimination process for example.
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The exponential integration algorithm can be summarized as fol-
lows:
1 - Compute c'k’“ with Eq. (7) or Eq. (8), where AZ, BZ use the standard
Arrhenius reaction rates.
2 - Compute element mass error dm,.
3 - Compute concentration corrections c;*”, for as many species as
elements in the chemical system.
4 - Compute the source terms as:

n+l corr _ .n
Ck +Ck Ck

yr 12)

Dy
3.2. Validation in laminar counterflow diffusion flame

The ARC scheme for methane-oxygen combustion, combined with
the exponential time integration method is applied here to a laminar
2D counterflow diffusion flame, now computed with a CFD solver. The
code AVBP [31-33], developed by CERFACS and benchmarked in many
applications [34-37], is used: it solves the compressible Navier—Stokes
equations on unstructured meshes with the second order in time and
space Lax—Wendroff scheme [38]. The perfect gas equations of state is
used. The power-law function is utilized for the molecular viscosity, and
constant Schmidt and Prandtl numbers are used for species molecular
diffusion and thermal conductivity. The conservation equations for
mass, momentum, energy and species write:

% . ‘ZLji » 13)
e T =2 ) @
@‘*‘ 0?}2,-)71( - ‘)ix: [fk,i_ﬁ(m_ﬁiykﬂ +5k rk=1N, (e

where p is the mixture density, u; stands for the ith-component of
the velocity, P the pressure, ; j the viscous stress tensor, E the total
non-chemical energy (including internal and kinetic energy), g; the ith-
component of the heat flux (including heat flux by conduction and
species diffusion), J; ; the ith-component of the diffusive flux of species
k, @y the energy source term and &, the chemical source term of
species k. §;; is the Kronecker symbol, equal to 1 if i j and O
otherwise. In these notations, the operator - represents a Reynolds-
averaged variable and the operator ~ a Favre-weighted variable. For the
following laminar flame computations, all the sub-grid scale terms are
zero, however they are not in Section 4 where a sub-grid scale model
is used.

The opposed jets configuration is set with mass flow rates leading to
equal momentum at both sides in order to get the stagnation plane at
the center of the domain, where the mesh is the most refined. A small
distance (H = 1 mm) between both injectors is used to obtain a strain
rate in the range of the derived ARC while keeping the flow laminar.
With this setup, the targeted mean strain rate is, with u; = 0.54 and
up = 0.27 m/s the fuel and oxidizer velocities respectively:

up +up

H

Fig. 6 illustrates the obtained flame for the Fine mesh (see below).
Due to the velocity difference of both streams, it is not planar and the
solution will be analyzed only along the central axis.

A fine mesh (about Ax 1 pm cell characteristic size at the
stagnation plane) is first used to assess the accuracy of the exponential
integration. Then coarser meshes are used, listed in Table 3, to be more
realistic of LES and to demonstrate the capacity of the exponential
integration to increase the computational time step. Reference solutions
computed with CANTERA are also reported for comparison.

Goan = =809s7!. a7
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Fig. 6. Laminar counterflow flame in AVBP. Left: mixture fraction field. Right: temperature field. The white line corresponds to the stoichiometric line (Z, = 0.2). Axes in

millimeter.
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Fig. 7. Characteristic chemical timescales of the methane—oxygen ARG, in the counterflow diffusion flame conditions.

Table 3

Mesh characteristics for the 2D counterflow flame.
Case Ax[pm] Atepp[ns]
Fine 1 0.194
Coarse 1 10 2.50
Coarse 2 30 5.28

The mesh grid size can be compared to the theoretical thermal flame
thickness of a diffusion flame, computed as:

Dy,
bp =1/ 77— (18)
! 2amean
In the present case, §,;, = 0.298 mm, so that meshes from Fine

to Coarse 2 contain respectively about 300, 30 and 10 points in the
thermal flame thickness.

The characteristic chemical time scales 7,,,,, of each species k of
the ARC scheme in a diffusion flame at the specified strain rate a,,,,, =
809 s~! are presented in Fig. 7. They are computed as introduced by
Eq. (3). It is found that C,Hj is the stiffest species with 7 .,c, 5, =
6.8¢%s. Other radicals are stiff as well, and as already mentioned the
fuel itself, CH, is also among the stiffest species. Note that these time
scales tend to decrease rapidly as the strain rate grows, reaching values
about 10e710 - 10e~!'s. In practice in the LES code, it is needed to
use typically a 1000 times smaller time step than presented in Fig. 7,
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i.e., much smaller than the time steps At-y; for Coarse 1 and Coarse 2
cases of Table 3.

3.2.1. Fine mesh case

Fig. 8 shows the temperature and heat release rate profiles for
the fine mesh case, obtained with standard explicit Arrhenius form
(referred as “classic”) and exponential time integration. An excellent
agreement is observed, with exactly the same flame structure. The tem-
perature profiles match perfectly. The difference of total heat release
rate is only of 0.11% between the two AVBP computations, and about
2.6% between AVBP and CANTERA simulations. The latter may be
attributed to the different numerical solvers and slightly different local
strain rate.

Some species profiles, shown in Fig. 9, confirm the excellent be-
havior of the exponential time integration against the classic one
and the excellent agreement with CANTERA. The species profiles per-
fectly match, with only a slight deviation for CO between AVBP and
CANTERA.

In this particular case, it was found that 4t.,,, > Atcp; so that
the exponential time integration is not useful. The Fine mesh case was
only considered for validation of the exponential time integration. The
computational gain is presented in the next section with cases Coarse
1 and Coarse 2 where At,,,, < Atcpp.-
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Fig. 8. Strained diffusion flame: evolution with mixture fraction of the temperature
(black) and the heat release rate (red). Solid lines: CANTERA (a,,,,, = 809 s™1). Dashed
lines with circle markers: classic time integration. Dotted lines with square markers:
exponential time integration. Fine mesh case. (For interpretation of the references to
color in this figure legend, the reader is referred to the web version of this article.)

3.2.2. Coarse mesh cases and computational gain

Coarse meshes induce numerical diffusion which adds to the lam-
inar diffusion, and artificially increases the scalar dissipation rate at
the flame location. This phenomenon, beyond the scope of the present
work, was highlighted in [39]. The comparison with CANTERA must
be at the same scalar dissipation rate, found to be y,, = 146 s~! and
X = 20971, or equivalently in terms of strain rate a;, = 930 s~! and
a,, = 1335 s7! for Coarse 1 and Coarse 2 cases, respectively.

To measure the efficiency of time integration, the quantity x is
introduced as the ratio between the CFL time step and the effective
simulation time step:

= Aicrr
At

For both integration methods, coarse mesh cases run with the
chemical time step (4t = 4t,,,,), leading to x above 1 as shown in
Table 4. Using classic time integration, a reference solution is obtained
with a time step 25 times smaller than the CFL time step. The value «,,;,
corresponds to the maximum time step keeping a correct time resolu-
tion. As the flow time step Aty is proportional to 4x, k,,;, increases
from 4 for the Coarse 1 case to 10 for the Coarse 2 case. In comparison,
the exponential time integration method allows to increase 4t,,,, (and
therefore decrease «) up to half and fourth the CFL time step for Coarse
1 and Coarse 2 cases, respectively. A reference case with x = 25 is
also computed for exponential integration. As explained in Section 3.1,
the constant reaction factors assumption does not allow larger time
steps for the exponential method. With the exponential method, the
obtained solution has the same accuracy as the solution obtained with
the classic approach. This means, concerning the chemical time step,
an acceleration factor of 2 and 2.5 for Coarse 1 and Coarse 2 reference
solutions, respectively.
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Table 4
Efficiency of time integration « (Eq. (19)) for the classic and exponential time
integration for the coarse mesh cases.

Mesh K,os (classic) Kin (classic) K,or (€XpO) Kyin (€XPO)
Coarse 1 25 4 25 2
Coarse 2 25 10 25 4
2
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Fig. 10. 1D strained diffusion flame: evolution with mixture fraction of the heat release
rate for different time integration methods. Coarse 1 case.
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Fig. 11. 1D strained diffusion flame: evolution with mixture fraction of the heat release
rate for different time integration methods. Coarse 2 case.

Figs. 10 and 11 compares the solutions obtained with the classic and
exponential method, with «,,, and «,,,, as well as with the CANTERA
solution taken at the appropriate strain rate, for the two coarse meshes.

For Coarse 1 case, the heat release rate profile shows less than 1%
discrepancy between all AVBP simulations, and about 2% difference
with the CANTERA flame. Discrepancies are larger for Coarse 2 case,
linked to the very poor grid resolution with about 10 points to describe
the three-peaks flame reaction zone. They stay however very small
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Fig. 9. Strained diffusion flame: evolution with mixture fraction of some species profiles. Solid lines: CANTERA (a,,,, = 809 s7!). Dashed lines with circle marker: classic time

integration. Dotted lines with square markers: exponential time integration. Fine mesh case.
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Fig. 12. Strained diffusion flame: evolution with mixture fraction of the temperature and CH; mass fraction for the considered meshes compared to CANTERA.

between all AVBP cases, and are more noticeable in the comparison
with the CANTERA solution, which does not have this mesh effect.
Interestingly, the classic and exponential methods do not respond
similarly to the time step increase. While in the classic approach, the
solution stays unchanged until the simulation crashes, the increased
robustness of the exponential method allows to converge solutions at
large time steps, but with an increased error.

The non-conservation of mass of the exponential time integration,
described in Section 3.1 is quantified for each element as:

NG

erel —

n+1
k

Ny n+1
Zk;1 Sk Ne.k

- c,’(’)Ne,k

dm (20)

In all fine and coarse mesh cases, dm,,,, is found to stay always
below 1% in each cell and for all elements, which results in a maximum
correction of O(1%) on species concentrations. These are maximum
values, and most of the simulation does not require such correction.
Therefore it is verified a posteriori that the mass correction proposed
in Section 3.1 remains low and has a very limited impact on the
final results. As expected, the mass deviation is directly linked to the
temporal resolution: for example in Coarse 1 case with x = 2, the
maximum correction is about ©@(1%) but with x = 25, it decreases down
to 0(0.1%).

Finally, Fig. 12 shows the temperature and the CH; mass fraction
profiles for the different meshes. The cases Fine, Coarse 1 and the
CANTERA reference, all curves almost perfectly match, proving the
mesh convergence. The Coarse 2 case logically deviates a bit from the
others due its poorer resolution.

4. Application to the Large Eddy Simulation of the CONFORTH
test bench

The ARC methane—oxygen scheme and the exponential time inte-
gration presented in the previous sections are now used in the LES of
a lab-scale combustion chamber representative of LRE conditions, the
CONFORTH configuration owned by ONERA. It has been developed
for the study of wall heat transfers, with pressure ranging from 20
to 70 bar, and with hydrogen or methane oxy-combustion at different
mixture ratios.

4.1. Experimental setup and operating point

The experimental setup is detailed in [26]. The CONFORTH test
bench consists of five coaxial injectors: one central and four others
placed on an external ring. The chamber is circular and ends with
a nozzle. The chosen operating point for the present work is at a
pressure of 54 bar with a rich mixture ratio (details are not given
for confidentiality reasons). The test rig operates then in supercritical
regime. Simulations are run for about two convective times, estimated
from the mean injection velocities to be 8.5 ms (see Fig. 13).
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Fig. 13. CAD of the CONFORTH test bench from ONERA [40].

4.2. Numerical setup

4.2.1. Geometry and mesh

The whole 3D combustion chamber (with the five injectors) is
simulated except the nozzle. The mesh about 33M cells is fully made
of tetrahedral elements, which size from 4x;, = 40 pm at the injector
lips to Ax,,; = 3000 pm in the domain. At the walls, tetrahedra are also
used and y* values scale from 40 to 60 along the chamber. There are
about 10 points to solve the flame thermal thickness. Fig. 14 shows an
overview of the mesh.

4.2.2. Models

The AVBP solver is used, with the same convective scheme and
transport coefficients than for the 2D flames. Furthermore, the subgrid-
scale turbulence model is the Sigma model [41] and constant turbulent
Schmidt and Prandtl numbers (fixed at 0.6 for both) are used for sub-
grid species and thermal diffusions. The Soave-Redlich-Kwong cubic
equation of state is used [42], and local filtering on density and
pressure is applied following the LAD approach [43] to avoid spurious
numerical perturbations. The main governing equations were recalled
from Eq. (13) to (16).

Two simulations are performed: one with the classic time integra-
tion (referred to as LES-CLASS), the other with the exponential time
integration presented in Section 3 (referred to as LES-EXPO). Simi-
larly to the 2D flame computations shown in Section 3, the diffusion
flames which develop in the chamber are artificially thickened by the
mesh and do not require further thickening to be resolved. Subgrid-
scale flame-turbulence interactions however remain, which in principle
should be modeled. In the present case these effects are assumed small
in comparison to the resolved turbulence thanks to the refined mesh
in the flame zone and are omitted. It will be checked a posteriori
that the flames are indeed purely non-premixed and that subgrid-scale
turbulence is weak.
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Fig. 14. CONFORTH test bench mesh overview. Left: cut normal to Z-axis. Right: quarter of injection head normal to X-axis.
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Fig. 15. Boundary conditions: zoom on the top injector (cut normal to Z-axis).

4.2.3. Boundary conditions

The boundary conditions are formulated with the Navier-Stokes
Characteristic Boundary Condition (NSCBC) approach [44]. Inlets are
set with the recent Non-Reflective Inlets (NRI) method [45] which
allows to absorb acoustics while maintaining the injection fluxes. As
the nozzle is not computed, the outlet pressure is set at 54 bar. At
the GCH, and GO, inlets, turbulent velocity profiles are imposed. The
injector walls including the lip are treated with adiabatic slip conditions
with the use of the standard wall-law. The chamber walls make use of
the coupled wall law derived by Cabrit [46], which takes into account
the high temperature gradients expected between the burnt gases and
the walls. The heat transfer through the wall is taken into account
by imposing a heat exchange coefficient profile based on experimental
results with a reference temperature set at T, = 280.15 K. The injector
head wall also uses the coupled wall law, with an isothermal condition
at T =500 K. All boundary conditions are summarized in Fig. 15.

4.3. Results

4.3.1. Computational cost gain

The CFL time step is Atcp; = 7.3 ns while Eq. (3) gives a chemical
time step 4t,,,,, = 0.23 ns, i.e., about 32 times smaller. In practice, the
case LES-CLASS runs with kc; 4¢5 = 20 while the case LES-EXPO runs
with xpyp =10, i.e., a 2 times higher chemical integration time step.

4.3.2. Flame shape

All views presented in this Section are cuts across the Z-normal axis.
Note that for confidentiality reasons, axes have been non-
dimensionalized to new units X’,Y’, Z’, the length X’ = 1 correspond-
ing to the mean flame length found (see Fig. 16).

Fig. 16 contains various averaged fields to compare the two inte-
gration methods, where a typical diffusion flame shape anchored at
the lip is easily recognizable. The fields exhibit differences between
the central and the side flames because of flame—flame and flame-wall
interactions. The central flame is shorter, and it seems that the side
flames are slightly bended towards the walls. Also, the main exothermic
zone of the side flames is shorter next to the walls, due to the colder
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area near the walls. Both time integration methods give very similar
results, also concerning the flame length.

Figs. 17 and 18 shows instantaneous fields of the temperature
with superimposed streamlines. Corner and inter-injector recirculation
zones appear with different sizes, extending to about X’ = 0.6 and
X' = 0.15 respectively in the axial direction. Short flames and fast
thermal expansion lead to a thermally homogeneous flow of hot gases
above 3500 K from X’ = 0.9 and downwards. However looking at
Fig. 18, the burnt gases composition is less homogeneous: due to the
different relative positions of the flames, CO is trapped in the corner
recirculation zone, but entrained downstream by the accelerated flow
between the flames.

4.3.3. Flame structure

It is first verified that the flame is purely non-premixed, using the
Takeno index [47] ¢ weighted by the heat release rate @;, computed
and integrated through the whole domain V, as:

§HR=/§X@T
v

It is found that about 73% of the heat is produced in non-premixed
conditions. The remaining 27%, therefore burning as premixed, are
identified to be at either far from the stoichiometric line, either at the
tip of the flame where the resolution is poorer or either located in-
between the flames, where the mixture is mainly composed of burnt
gas products H,O, CO and CO, but not yet at equilibrium: the mixture
continues to react in a premixed mode to establish the correct CO-CO,
equilibrium.

The flame structure is studied through scatter plots realized in the
red box shown in Fig. 16 on the time-averaged solution. As a major
control parameter of diffusion flames, strain rate statistics are first
shown in Fig. 19. In the LES simulations, the resolved strain rate along
the flame is computed as:

2D

a, = (6;; —nmnj)S; (22)

where n;, n; are the components of the flame normal, S;; is the resolved
fluid strain rate tensor, and §;; is the Kronecker symbol.

In the considered area, 75% of the turbulent flame see a strain rate
below 5000 s~1, with a peak of the probability around 3000 s~1. At
this pressure, the extinction strain rate of a methane-oxygen flame is
of the order of 3x 10° s~!, far above the maximum strain rate observed
(of the order of 1.5 x 10° s~!) which means that the present turbulent
flame never quenches in the studied zone.

As announced in the model description, the subgrid-scale flame-
turbulence interaction is evaluated. To do this the ratio of the turbulent
viscosity over the laminar viscosity is shown on Fig. 20. One can see
that this ratio is quite low (below 10) in most part of the flame.
This is explained by the fine mesh at the flame location, as shown in
the top-half of the figure. Towards the flame tip, the mesh coarsens
quite rapidly which results in higher values for the viscosity ratio, but
at this location most of the heat release has already been produced.
This low turbulent viscosity indicates a small flame-turbulence sub-grid
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Fig. 16. CONFORTH test bench. Cuts of averaged fields of heat release rate, mixture fraction and velocity obtained with the classic (left half) and the exponential (right half)
methods, with the stoichiometric line in white (Z,, = 0.2). The red box indicates where the scatter plots are realized (see next Section). (For interpretation of the references to

color in this figure legend, the reader is referred to the web version of this article.)

0.00 0.25

_ Temperature (K)

2342000 3700
- ’h |

" e

0.75

Fig. 18. CONFORTH test bench. Instantaneous CO mass fraction field of the classical integration case with streamlines.

intensity, which can be therefore neglected, following the same idea as
in [48].

The maximum temperature gradient in the flame controls the ther-
mal flame thickness which is calculated with Eq. (18) and is found to be
between 220 > §,, > 49 pm for strain rates of 3000 < a < 30000 s~!. With
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a cell size going from 40 to 80 pm in this area, the mesh refinement is
considered sufficiently fine to solve correctly this gradient.

To complete these statements about simulation quality, as the com-
putations were long to converge and required many integration time
steps, an error accumulation study is performed following the technique
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Fig. 19. CONFORTH test bench. Strain rate distribution in the classical integration
case.

described in [49]. An average cell size is considered and compared
to the domain lengths in each direction, providing a 3D relative in-
tegration error. Taking into account the total number of iterations
performed, in the case of the LES-CLASS case the accumulation error
estimate due to computation duration is found to be less than 2%,
which is acceptable.

Scatter plots of temperature with mixture fraction are shown in
Fig. 21 for the two cases and compared to the CANTERA solution
at strain rate 4000 s~!, which corresponds to the mean value in
the zone defined by the red box of Fig. 16. They confirm that the
flame is substantially stretched but stays far from quenching. Note
that ARC remains valid for strain rates largely exceeding its range
of derivation presented in Section 2: this is a known advantage of
ARC as demonstrated in [13]. The two AVBP simulations give very
same results, which are however different from the laminar CANTERA
solution. The maximum temperature is lower in AVBP with about 400 K
gap, which can be explained by the fact that the LES flames are simply
not adiabatic. It can be noticed that in the rich side of the flame, a
group of points seems slightly out of the curves: they are found in the
premixed zone, in between the flames.

To go further in the flame structure analysis, statistics of the time-
averaged heat release rate in the mixture fraction space are shown
in Fig. 22. In the figure, both the time-averaged and the standard
deviation in the zone defined by the red box of Fig. 16 are plotted.
The two AVBP computations are again very similar. However, due to
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Fig. 21. CONFORTH test bench. Scatter plots of temperature in the zone defined by
the red box of Fig. 16 for cases with classical and exponential integration, compared
to the temperature profile of a laminar flame at equivalent mean strain rate.
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Fig. 22. CONFORTH test bench. Time-averaged heat release rate: mean of the points
located in the red box of Fig. 16 and their standard deviation, for cases with classical
and exponential integration, compared to heat release rate profile of a laminar flame
at equivalent mean strain rate.
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Fig. 20. CONFORTH test bench. Details of the mesh in the central flame (top) and ratio of turbulent over laminar viscosities (bottom) for the averaged solution of the classical

integration case. White isoline shows the stoichiometric mixture fractions.



S. Blanchard et al.

Acta Astronautica 190 (2022) 98-111

'T‘ ].O 1 —o— O 1 —e— H,
. —e— H,0O —e— OH
] —e— CHy —o— CHj
= —o— CO, —o— CO
I mm= Total LES HR instant —o— CH,
% O 5 T CANTERA, a = 4000s~* 1 mm Total LES HR instant
S CANTERA, a = 40005~
—
5]
—
=
£ 0.0¢ :
=
=
5]
N
T@ 0 5 4 i
E .
—
o
.
0.0 0.2 0.4 0.6 0.0 0.2 0.4 0.6

Mixture fraction [—]

Mixture fraction [—]

Fig. 23. CONFORTH test bench. Instantaneous heat release rate and species contributions to the heat release (curves fitted on scatter plots in the red box of Fig. 16) for the

classical integration case.
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Fig. 24. CONFORTH test bench. Instantaneous chemical source terms (curves fitted on scatter plots in the red box of Fig. 16) for the classical integration case.

the time-averaging operation, the complex shape with two exothermic
and one endothermic peaks, as observed in the laminar flame solution
at the representative strain rate of a,,,, = 4000 s~!, is not recovered.

To better elucidate the LES flame structure, the instantaneous heat
release rate (together with the main species contributions) is plotted
against the mixture fraction in Fig. 23. To obtain a typical curve, a
reduced number of instantaneous solutions have been used to build
scatter plots in the red box of Fig. 16 from which a fitted curve
was extracted. Only the LES-CLASS case is shown, as same results
were obtained for the LES-EXPO case. The instantaneous LES results
clearly recover the whole complex, three-peaks flame structure, which
confirms that time-averaging is responsible for the smooth heat release
rate profile of Fig. 22. The species contributions explain the origin of
the endothermic peak due to the species C,H, and H, and, to a less
extent, CO,, while the main exothermic zone is due to C,H, and CHj;.
This highlights the importance of some species which are usually not
found in simpler chemical schemes.

The flame can also be described in Fig. 24 where instantaneous
chemical source terms are plotted (curves fitted on scatter plots). The
first exothermic peak in the lean side around Z = 0.1 is due to the
oxidation of CO in CO,. The main exothermic peak between 0.2 <
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Z < 0.3 corresponds to the consumption of the reactants O, and CH,,
the production of H,O and CO, and the oxidation of radicals such as
OH, CH; and C,H,. Finally the endothermic zone on the rich side is
associated to the production of C,H, and H, and the consumption of
CO,.

Time-averaged species profiles are plotted in Figs. 25-27. For the
propellants CH, and O,, AVBP results fit correctly the CANTERA lam-
inar flame solution, with little dispersion. The main products H,0, CO
and CO, show more discrepancies, in particular the CO-CO, equilib-
rium is slightly moved. Smallest species like CH; and OH exhibit larger
differences compared to the laminar flame. In all those figures, note
however the perfect match between the LES-CLASS and LES-EXPO case,
demonstrating the validity of the exponential time integration method.

5. Conclusion

An Analytical Reduced Chemistry (ARC) scheme has been derived
for a specific range of conditions usually met in lab-scale Liquid Rocket
Engines (with here the example of the CONFORTH test bench from
ONERA), which allows a strong reduction — and associated computing
time gain. The complex structure due to the extreme flow conditions is
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Fig. 25. CONFORTH test bench. Scatter plots of CH, and O, from the time-averaged
solution in the red box of Fig. 16.

LES — CLASS H;O
LES — EXPO Hat)
—— CANTERA. a = 40001 Hy(»
'T‘”_;g. LES — CLASS 00
b LES — EXPO €CO
L~ — CANTE ‘ 000t C0
2 LES - CLASS co,
T 2t LES — EXPO 0O,

— CANTERA, o= 40005 " COs

Mass frac

|J.II|
Mixture fraction [—|

Fig. 26. CONFORTH test bench. Scatter plots of H,0, CO and CO, from the

time-averaged solution in the red box of Fig. 16.

0,06 1

LES

CLASS Hy
XPO Hy
, o= 4000s" Hy
CLASS CH
EXPO: CHy
ERA, o = 40005~ CHy

[IRIZ

5 — EXPO OH
CANTERA, a = 4000s~' OH

0.2

Mass fraction

[IXL13

(0 1.6

Mixture fraction [—]

Fig. 27. CONFORTH test bench. Scatter plots of H,, CH; and OH from the
time-averaged solution in the red box of Fig. 16.

well retrieved with a minimum number of species and reactions. It is
now feasible thanks to the user-friendly derivation code ARCANE.
Even with this reduction, the ARC scheme remains highly stiff due to
some intermediate species and the fuel itself that cannot be treated with
the Quasi Steady State Assumption. It therefore leads to prohibitively
small computational time steps for Large Eddy Simulation (LES). In
order to overcome this issue a new integration method for the chemical
source terms has been proposed. Based on exponential integration, it
ensures positive concentrations and reinforces the simulation stability.
It allows to relax the constraint of using a small computational time
step, even with stiff ARC chemistry. The mechanism allows to study
in details chemistry inside the flame. The flame structure complexity
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demonstrates the need to use semi-detailed chemistry for this type of
configuration. In the presented test cases, the exponential integration
allows a significant decrease of the computational cost for the same
simulation quality than with the explicit integration. The ARC and
exponential integration method described in this paper make it possible
to perform LES of methane oxy-combustion with accurate chemistry in
realistic Liquid Rocket Engines configurations.
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