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Scalar Dissipation Rate based Flamelet Modelling
of Turbulent Premixed Flames

Hemanth Kolla

Lean premixed combustion has potential for reducing emissions from combus-
tion devices without compromising fuel efficiency, but it is prone to instabilities
which presents design difficulties. From emissions point of view reliable predic-
tions of species formation rates in the flame zone are required while from the
point of view of thermo—acoustics the prediction of spatial variation of heat re-
lease rate is crucial; both tasks are challenging but imperative in CFD based
design of combustion systems. In this thesis a computational model for turbu-
lent premixed combustion is proposed in the RANS framework and its predictive
ability is studied.

The model is based on the flamelet concept and employs strained laminar
flamelets in reactant—to—product opposed flow configuration. The flamelets are
parametrised by scalar dissipation rate of progress variable which is a suitable
quantity to describe the flamelet structure since it is governed by convection—
diffusion-reaction balance and represents the flame front dynamics. This para-
materisation is new. The mean reaction rate and mean species concentrations
are obtained by integrating the corresponding flamelets quantity weighted by the
joint pdf of the progress variable and its dissipation rate. The marginal pdf of
the progress variable is obtained using f—pdf and the pdf of the conditional dis-
sipation rate is presumed to be log—mnormal. The conditional mean dissipation
rate is obtained from unconditional mean dissipation rate which is a modelling
parameter. An algebraic model for the unconditional mean scalar dissipation rate
is proposed based on the relevant physics of reactive scalar mixing in turbulent
premixed flames. This algebraic model is validated directly using DNS data. An
indirect validation is performed by deriving a turbulent flame speed expression us-
ing the Kolmogorov—Petrovskii-Piskunov analysis and comparing its predictions
with experimental data from a wide range of flame and flow conditions.

The mean reaction rate closure of the strained flamelets model is assessed using
RANS calculations of statistically planar one—dimensional flames in corrugated

flamelets and thin reaction zones regimes. The flame speeds predicted by this



closure were close to experimental data in both the regimes. On the other hand,
an unstrained flamelets closure predicts flame speed close to the experimental
data in the corrugated flamelets regime, but overpredicts in the thin reaction
zones regime indicating an overprediction of the mean reaction rate.

The overall predictive ability of the strained flamelets model is assessed via cal-
culations of laboratory flames of two different configurations: a rod stabilised V-
flame and pilot stabilised Bunsen flames. For the V-flame, whose conditions cor-
respond to the corrugated flamelets regime, the strained and unstrained flamelets
models yield similar predictions which are in good agreement with experimental
measurements. For the Bunsen flames which are in the thin reaction zones regime,
the unstrained flamelet model predicts a smaller flame brush while the predic-
tions of the strained flamelets model are in good agreement with the experimental
data. The major and minor species concentrations are also reasonably well pre-
dicted by the strained flamelets model, although the minor species predictions
seem sensitive to the product stream composition of the laminar flamelets.

The fluid dynamics induced attenuation of the reaction rate is captured by
the strained flamelets model enabling it to give better predictions than the un-
strained flamelets model in the thin reaction zones regime. The planar flames
and laboratory flames calculations illustrate the importance of appropriately ac-
counting for fluid dynamic effects on flamelet structure and the scalar dissipation
rate based strained flamelet model seems promising in this respect. Furthermore,
this model seems to have a wide range of applicability with a fixed set of model

parameters.
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Chapter 1

Introduction

Combustion is a phenomenon that occurs all around us: a burning candle, a do-
mestic boiler, an aircraft engine etc., to name a few instances. Since the dawn
of the industrial age, energy derived from combustion of fuels has improved the
quality of human life in almost every respect, albeit with consequences for the
environment. Until the 1990s the main concerns with fossil fuel combustion were
emissions of Oxides of Sulphur and Nitrogen which are known to cause atmo-
spheric pollution (smog, acid rain, ozone layer depletion etc.). The scenario,
however, has since emerged to be more dire. It is now widely accepted that
emission of green house gases (GHG) is having a calamitous impact on our en-
vironment. According to IPCC (2007) “many natural systems are being affected
by regional climate changes, particularly temperature raise” and “most of the
observed increase in global average temperatures since the mid-20*" century is
very likely due to increase in anthropogenic green house gas concentrations”.
This report estimates that combustion of fossil fuels in the domestic, industrial,
energy and transportation sectors contributes the most (71%) to total GHG emis-
sions of which CO, constitutes a major portion (57%). While alternative energy
sources such as wind, tidal and solar energy are being widely explored, because of
economic and technological reasons fossil fuels and alternative hydrocarbon fuels
such as bio—fuels are likely to provide a bulk of the growing energy demand for
the foreseeable future. This is particularly true for high power density applica-
tions, such as transportation. It is hence imperative that combustion devices are

designed to be cleaner and more efficient, as recommended by IPCC (2007), to



help mitigate the effects of GHG emissions.

Lean premixed combustion, which burns a homogeneous mixture of fuel and
excess oxidiser, has the potential for significantly reducing emissions from com-
bustion devices while improving their efficiency (Correa, 1992; Heywood, 1976;
Lefebvre, 1999). Land based gas turbine engines in the energy sector that burn
gaseous fuel are already able to operate in this mode (Davis & Washam, 1988).
This has not yet been realised for aircraft engines since they burn liquid fuels
that require a substantial amount of time to vaporise and mix which can result in
operational difficulties such as autoignition or flashback (Correa, 1992; Lefebvre,
1999). Instead, a fuel rich mixture is first burnt in a primary zone followed by
the injection of additional air to burn the residual fuel and achieve an overall lean
combustion (Mongia, 1998). The reacting mixture in such a scenario is not per-
fectly premixed and has compositional inhomogeneities but future technologies
in the aviation sector are likely to move towards premixed combustion (Correa,
1998; Rolls-Royce, 2005). Current generation reciprocating engines: spark ig-
nition (Takagi, 1998; Zhao et al., 1999) and compression ignition engines (Lee
& Lee, 2007; Yao et al., 2009) also burn inhomogeneous mixtures that are lean
overall. However, even in combustion of inhomogeneous mixtures, the classi-
cal premixed mode is expected to play a major role in determining the overall
combustion characteristics (Westbrook et al., 2005). While attractive from the
efficiency and emissions point of view, lean premixed combustion is very sus-
ceptible to instabilities (Lieuwen et al., 1998; Shih et al., 1996) due to the high
sensitivity of heat release rate to mixture composition, and this can contribute
to rough combustion, unless sufficient care is taken in the design.

Computational simulations are widely used in the design of combustion de-
vices as they greatly reduce the time and expense of the design cycle and provide
information at a level of detail that is difficult to obtain from experiments. How-
ever, most combustion devices operate in the turbulent regime and numerically
resolving the entire range of spatial and temporal scales that characterise turbu-
lent flames in realistic geometries is not computationally tractable even with the
state—of—art computing resources. To circumvent this, modelling strategies are
employed whereby the need to resolve all the scales is avoided by mathematical

treatments such as averaging, filtering, of the governing equations. As a result of



these treatments, terms arise representing the interaction among various physical
processes: fluid dynamics, thermodynamics, molecular transport and chemical
reactions. These interactions are quite complex in turbulent combustion and not
well understood. Consequently, computations of turbulent combustion rely heav-
ily on theoretical and mathematical models that provide a description of these
underlying physical processes. Hence, the study of turbulent combustion mod-
elling is important, not only because it helps us to understand the fundamental
physics, but because it is essential in the design process. It is evident that the
premixed mode of combustion is likely to play a major role in the drive towards ef-
ficient, clean and quiet combustion devices. While significant advances have been
made in understanding and modelling turbulent premixed combustion (Borghi,
1988; Bray, 1980; Peters, 2000; Veynante & Vervisch, 2002) a lot remains to be
achieved. For instance the prediction of heat release rates and species concentra-
tions, important from the noise and emissions perspectives, presents a formidable
challenge which is yet to be satisfactorily addressed. The development of a pre-
dictive model for turbulent premixed combustion applicable over wide range of
conditions encountered in practical devices is an ongoing activity in the com-
bustion research community. The present study attempts a contribution to this
endeavour.

In Direct Numerical Simulations (DNS), which represent one extreme of the
computational paradigm, all the scales of the flow and flame are resolved. Al-
though this is attractive, the inclusion of detailed chemical kinetics and trans-
port processes in DNS tremendously increases the computational expense re-
stricting the computational domain size to typically few cm®. At the other ex-
treme, Reynolds—Averaged Navier-Stokes (RANS) simulations solve governing
equations for average quantities with no attempt to resolve any of the scales.
The unclosed terms arising in the RANS governing equations, typically involv-
ing correlations of turbulence and thermochemical quantities, require modelling.
The most challenging aspect of RANS is the modelling of terms that are dic-
tated by the turbulence—chemistry interactions since these interactions are highly
non-linear. In Large Eddy Simulations (LES) governing equations of filtered
quantities representing the dynamics of energy containing large scale motions of

turbulent flow are solved. The influence of smaller scales are represented using



models. However, the chemical scales are typically smaller than the smallest tur-
bulent scale, the Kolmogorov scale, in turbulent flames of practical interest and
the turbulence—chemistry interaction is unresolved and requires modelling even
in LES (Pope, 1990). Most LES models are extensions of RANS modelling ideas
(Poinsot & Veynante, 2001) and hence turbulent combustion modelling in the
RANS paradigm is pivotal.

Many concepts/quantities in the realm of combustion modelling embody turbulence—
chemistry interactions; one such quantity, the scalar dissipation rate, is the focus
of this work. The mean scalar dissipation rate is the average rate of decay of
scalar fluctuations and denotes the rate of scalar mixing at the smallest scales.
Conventionally, mixture fraction, a conserved scalar, is employed to describe the
thermochemical state in non—premixed flames, and its dissipation rate is dictated
entirely by the turbulence. The scenario is different for premixed flames (Bilger,
2004b) whose thermochemical description is usually via the reaction progress
variable, a reactive scalar, whose dissipation rate is dictated by the turbulence
as well as the flame front dynamics. While the modelling of mean dissipation
rate of the mixture fraction is well understood, that of the progress variable is
not. Nonetheless, scalar dissipation rate is a central parameter in most modelling
approaches (Bilger, 1976; Bray, 1980; Klimenko & Bilger, 1999; Pope, 1985) since
it is linked to the fundamental quantities in turbulent combustion (Veynante &

Vervisch, 2002). The main objectives of this work are:

(i) to formulate a RANS computational model for turbulent premixed combus-

tion based on scalar dissipation rate,

(ii) to study the associated problem of mean scalar dissipation rate modelling

in turbulent premixed flames, and

(iii) to validate the models using DNS and experimental data over wide range

of turbulent flame conditions.

The outline of this thesis is as follows. The background on premixed flame
modelling is first presented in Chapter 2 giving an overview of the available mod-
elling methodologies. The discussion is restricted to laminar flames and RANS

modelling of turbulent premixed flames. Chapter 3 focuses on scalar dissipation



rate; its physical meaning, significance in turbulent combustion and its modelling
challenges. The formulation of a turbulent premixed combustion model based on
the scalar dissipation rate is presented in Chapter 4. This model is based on the
“flamelet” concept which views turbulent flame as an ensemble of laminar-like re-
action layers - flamelets. Strained laminar flames in an appropriate configuration
are chosen to represent the flamelets and the choice of scalar dissipation rate to
parametrise these flamelets results in a wide range of applicability of the model.

The closure of mean scalar dissipation rate, required in the formulation pre-
sented in Chapter 4, is studied in Chapter 5 and a new algebraic closure is
proposed based on recent findings. This model is validated using DNS data.
Validation using experimental data is not possible since direct measurements of
this quantity are scarce. However, its indirect validation is performed in Chapter
6 by obtaining an expression for turbulent flame speed from the scalar dissipa-
tion rate model and comparing it with experimental data from a wide range of
configurations and conditions.

The computational model is applied to turbulent flame calculations and re-
sults are presented in Chapter 7. The calculations of a test problem: planar
one—dimensional flame are discussed first. The results of laboratory flame cal-
culations of different configurations are discussed and conclusions are drawn re-
garding the regime of applicability of the model. Some limitations of flamelet
modelling in predicting pollutants are identified and possible ways to improve

this are discussed. Chapter 8 discusses the scope for future work.



Chapter 2

Background on Premixed Flame
Modelling

The classical modes, namely premixed and non-premixed, are logical starting
points to study combustion. In non—premixed flames the fuel and oxidiser enter
the combustion zone from separate streams and the flame is located at the sto-
ichiometric interface. The oxidiser and fuel are supplied to the flame zone via
diffusion. In premixed flames the fuel and oxidiser are mixed at the molecular
level prior to entering the combustion zone and the flame propagates into the
unburnt mixture at a speed, relative to the fluid motion, determined by the rates
of reaction and thermal diffusion. The conventional compression ignition engine
is a typical example of the former while a spark ignition engine is an example of
the latter.

However, in practice one mostly encounters combustion situations that lie
in between these two classical extremes. As noted in the introduction, many
practical devices involve combustion of inhomogeneous reacting mixtures, which
is broadly called as partially premized combustion, which can be further cate-
gorised into stratified premized and premized/non—premized combustion (Bilger
et al., 2005). In stratified premixed combustion the inhomogeneous mixture is
either entirely fuel-lean or fuel-rich and the local flame structures are only of the
premixed type whereas in premixed/non—premixed combustion the mixture in-
cludes both rich and lean compositions and flame structures of both premixed and
non—premixed type are likely to occur. The role of premixed mode in partially

premixed combustion is evident and the implications for modelling are obvious.



2.1 Laminar Flames

Premixed combustion models are often, though not always, an integral part of
the modelling strategies for partially premixed combustion (Domingo et al., 2002;
Hélie & Trouvé, 2000; Jiménez et al., 2002; Peters, 2000).

The focus of this work is premixed flame modelling and in this chapter an
overview of the existing models is presented. The term ‘modelling’ is best de-
scribed as an effort to provide a mathematical description for physical phenomena.
The modelling of the fundamental phenomena in laminar flames is discussed first
and then the Reynolds—Averaged—Navier—Stokes (RANS) modelling of turbulent

flames is presented.

2.1 Laminar Flames

The mathematical framework for laminar combustion is provided by the gov-
erning equations of fluid motion: mass and momentum conservation, and the
transport of thermochemical quantities: species concentrations and energy. For a
multi-component gaseous reacting system with N species and M reactions these

equations written in tensorial notation are (Williams, 1985a) :

e continuity equation

dp  Opu;
— =0 2.1
e momentum conservation
apuz apulu] 80’1‘]‘ al
- — Ya a,ly 22
8t + 8xj 81']‘ + p ; f ’ ( )

where f,; is the i component of the body force acting on species a. The

stress tensor is defined in terms of the pressure and viscous stress tensors

e conservation of species «

opY, n 0

where V, ; is the molecular diffusion velocity and w, is the total rate of mass

[p(ul + Va,i)Ya] = waa a = 1N: (23)

production by chemical reactions.



2.1 Laminar Flames

e conservation of energy

Odpe  Opuse 0q; ou; al .
A, - - — 047 Ya aiVai Q7 24
or " or, | om Uﬂaxj+pzl faiVai+ (24)

a=

where ¢; is the energy flux in direction ¢ due to thermal conduction and Q in-
cludes effects such as ignition source, radiative flux etc. The energy equation

is often recast in terms of enthalpy or temperature using the identity e =

T
> o Yaha — p/p and the caloric equation of state h, = A%, + / Cpadl.

The pressure is obtained from the equation of state

My,
p=pR,TY = (2.5)
a=1 Wa

For multi-component mixtures simplifications are often made for the molecular
diffusive flux terms ¢; and V,, ;. Typically Dufour effects are neglected and the heat
flux vector is expressed as ¢; = —A(0T1'/0z;) + p >, haYaVa,i. The expression for
species diffusive velocity, after neglecting Soret effects, is very complicated and
usually the approximation of Curtiss & Hirschfelder (1949) is employed which
yields the Fickian form

Vo LO0Xe 1%
’ X, 0x; Y, Ox;
where the equivalent diffusivity, Do, is given by Dy = (1 —Ya)/(32)20 Xi/ Dka)
and Dy, is the binary diffusivity of species k and «. This expression is based on
the approximation that all the species are in trace quantities relative to one major
species, which is reasonable since in most cases air is used as the oxidiser and the
Nitrogen concentration is much larger compared to the rest of the species. The
relative magnitude of the thermal and mass diffusivities is given by the Lewis
number of a species defined as Le, = Dy, /D, where the thermal diffusivity is
defined as Dy, = A/ (pC,) and C, is the mixture specific heat. The Prandtl
number is the ratio of the momentum and thermal diffusivities and is defined as

Pr = v/ Dy, where the kinematic viscosity is v = u/p.



2.1 Laminar Flames

If the system of M reversible reactions is expressed using the stoichiometric
coefficients as ) v, My = > vi;M, for j =1,...M where M, is the chemical

aVaj

symbol for species «, then the total mass production rate of species « is given by

N

= W, Z ) Ky TTIXT% = Koy H NEYS
a=1
The forward reaction rates are usually expressed in the Arrhenius form, K;; =
A;TPiexp(—T,;/R,T) where A; and f3; are constants and T, ; is the activation
temperature for reaction j. The reverse reaction rate is obtained from K, ; =
Ky /K., ; where K., ; is the equilibrium constant.

The above mathematical framework is not specific to a combustion mode
and the differences between the premixed and non—premixed modes emerge only
through the boundary conditions. In principle the above system of equations can
be solved numerically if appropriate initial and boundary conditions are spec-
ified. In practice the detailed chemical mechanisms for typical hydrocarbons
involve tens of species and hundreds of reactions which means the dimension of
the system of equations (2.1)—(2.4), equal to (N + 5), is large. Furthermore the
system of equations is stiff due to the exponential dependence of reaction rates
on temperature and a wide range of length and time scales are involved. This
requires special numerical techniques to obtain a solution. Nonetheless compu-
tational codes for canonical flame configurations have been developed (Bradley
et al., 1996; Kee et al., 1985; Lutz et al., 1997; Somers, 1994) and are widely used.
Canonical flames are usually one-dimensional (1D) or quasi-one-dimensional and
their spatial scales are relatively small; the thickness of a freely propagating planar
unstrained flame, which is a canonical flame, is typically less than a millimetre.
Multi-dimensional flames are seldom computed with the detailed thermochem-
istry due to the enormous computational cost involved. Instead the thermochem-
istry is tabulated using a set of reduced number of representative scalars (Maas
& Pope, 1994; van Oijen & de Goey, 2000) and only transport equations of these
scalars are solved along with equations describing the fluid flow. Such a strategy

is also widely used in turbulent flame computations which are discussed next.



2.2 Turbulent Flames

2.2 Turbulent Flames

For turbulent flames the computational expense is further compounded because
they are inherently unsteady and are comprised of cascade of eddies that span a
wide range of length and time scales. Direct numerical simulations solve the full
set of equations described in Sec. 2.1 and resolve all the scales! involved. Hence
they are prohibitively expensive and are restricted to computational domains
that are orders of magnitude smaller than engineering devices. However, for
engineering applications one is mostly interested in the statistical moments rather
than the instantaneous values of temperature, velocity etc. These statistical
moments are obtained economically by solving the Reynolds—Averaged Navier—
Stokes (RANS) equations.

2.2.1 RANS Governing Equations

By averaging Eqgs. (2.1) and (2.2) one obtains, respectively, the continuity equa-

tion 95 oot
P PU;
2% s =0 (2.7)
and the momentum equation
dpu; | Opuyuy dp 0 <_ _77>
=—— 4+ — Ty — puiu) | 2.8
at " o, ar, "oz, \T9 T PN (28)

for the mean motion, when the body forces are assumed to be negligible. The
over bar denotes Reynolds averaging and tilde denotes density weighted (Favre)
averaging: u; = pu;/p. The Favre fluctuation is denoted by a double prime i.e.

—
"y, 1"

i = u; — u;. In the above equation the Reynolds stresses, ujuf, are unclosed.

Uu;

One could solve transport equations for the six components of the symmetric
Reynolds stress tensor, but these equations contain further unclosed terms and at

some point modelling closures will be required?. Instead a two—equation approach

for reacting flows the numerical resolution requirement is more stringent compared to non—
reacting flows since the scales of chemical reactions are often smaller than the turbulence scales.

g i
2the transport equations for u// u} contain the triple correlations u;'u7uj. In general trans-

port equations of correlations of fluctuating quantities will contain higher order correlations.

10



2.2 Turbulent Flames

(Jones & Launder, 1972) is widely followed whereby the Reynolds stresses are

closed using the Boussinesq approximation

—— ou; Ou; 20y 2_-
PU;/UH = (am + axj, o gaxi 5ij) + gpk@j ) (2.9)
7 i

and the turbulent viscosity is modelled as p; = ﬁC’“p /€. Modelled transport

equations are solved for the Favre averaged turbulent kinetic energy, k (Bray
et al., 1992)

opk | opik _ [< +&>a/%

ot Or;  Ox Scw) O, TP (2.10)

and its dissipation rate, &,

Ope | Opuig _ 0 [( &y 0F (2.11)

ot " om  om |\ s, aa:}+cal?k;; Ceop

The production term in the above equations is P, = — pu;’ uf(0u;/0rj)—u u?(0p)0x;).
The values for the model constants in Eqs. (2.9)-(2.11) are: C,, = 0.09, Sc; = 1.0,
Sc. = 1.3, C;y = 1.44 and C.5 = 1.92. This two—equation approach, known as
k—& approach, was originally proposed (Jones & Launder, 1972) for non-reacting
turbulent flows but it is retained in many turbulent flame calculations due to its
simplicity and low computational expense. However, the pressure related terms
are usually neglected for non—reacting flows.

As noted earlier, computations of turbulent flames can be made tractable by
describing the thermochemistry via few representative scalars instead of solving
for all the reactive species. For premixed flames the most commonly used scalar
for this purpose is the reaction progress variable, c. The progress variable is typ-
ically defined as either normalised fuel mass fraction or normalised temperature?
such that it takes a value of zero in unburnt mixture and 1 in the burnt mix-
ture. Alternative definitions of progress variable have also been proposed (Bilger,
2004a; Bilger et al., 1991). Here we use the temperature based definition,

T-T,

CETb_Tu,

(2.12)

3The two definitions are equivalent strictly for the case of a single step irreversible reaction
and when the Lewis number of the fuel is equal to 1 (Poinsot & Veynante, 2001).

11



2.2 Turbulent Flames

where T, is the unburnt mixture temperature and 7T is the adiabatic flame tem-

perature. The transport equation for the instantaneous progress variable is

dpc  Opu,c 0 Oc )
— D — 2.1
ot " om oz (p Cax]-) T (2.13)

which can be obtained from Eq. (2.4) (Poinsot & Veynante, 2001) by setting the
body forces and Q to zero and assuming that the work done by pressure and
viscous stresses are negligibly small, which is reasonable for flames in low Mach
number flows. The diffusivity and the reaction rate of the progress variable are
D, and w respectively. If the specific heats of all the species are assumed to be
equal to the mixture specific heat, C,, then D, is equal to the thermal diffusivity

Dyp,. The reaction rate can be written from Eq. (2.6) as

N
-,
. a=1
w=—=-" 2.14
Cp(Ty — T,,) ( )
The transport equation for the Favre averaged progress variable, ¢, is

ope  Opic 0 9 _—\ -

—_—

The two terms, the turbulent scalar flux, u/¢”, and the mean reaction rate, w, on
the right hand side in Eq. (2.15) are unclosed. The turbulent scalar flux can be

closed similar to the Reynolds stresses using a gradient transport hypothesis as

o e [ Oc¢
e — . 2.1
puic Sc. (83:1) (2.16)

However this closure contradicts the phenomenon of counter—gradient transport

(Bray et al., 1981; Moss, 1980) which is known to occur in turbulent premixed
flames and will be discussed in Section 2.2.3.

A closure for mean reaction rate, w, is more challenging and is the primary
concern of premixed flame modelling. The difficulty in closing w can be illustrated
using a simple case involving single irreversible reaction between fuel (F) and oxi-
diser (O) giving rise to a product (P). The mean reaction rate in this case is related

to the mean fuel consumption rate via & = Qwr/C,(T, —T,,), where Q is the heat

12



2.2 Turbulent Flames

released per unit mass of fuel consumption. Using an Arrhenius form for the rate
constant the fuel consumption rate is written as wr = Ap*T°YrYoexp(—T,/T).
The mean of this quantity, and hence &, cannot be expressed as a simple function
of )71:, Yo and T mainly because of the non—linear exponential term. Using a Tay-
lor series expansion for the mean fuel consumption rate gives (Libby & Williams,
1980; Poinsot & Veynante, 2001)

- o T, TN2T?  YIY)
wp = APPTPYrYpexp (—T> 1+ (T) — + 2 (2.17)
T T/ T? YrYo

The second term in the square brackets is not small compared to the first term
since T, is usually large, and it can only be neglected for unrealistically small tem-
perature fluctuations (Libby & Williams, 1980). The higher order terms in such
an expansion involve powers of (7, / f) and neglecting these terms results in large
truncation errors. The third term involving m is also not negligible and its
closure is difficult. Furthermore, for a general case involving multi—step chemistry
this expression becomes more complicated and difficult to estimate. Thus, the
closure of & using the moments is difficult and alternative methods are employed.
Modelling of this quantity is usually based on physical ideas of the interaction
between the turbulent flow and the chemical reactions; the turbulence—chemistry
interaction. A laminar premixed flame has a well defined velocity and length scale
while turbulent flows are characterised by a range of length and time scales. The
influence of turbulent flow on a premixed flame can be qualitatively described
by the relative magnitude of the flame and the turbulent flow scales. This gives
rise to the concept of turbulent combustion regimes which forms a first basis for

model development.

2.2.2 Regimes of Turbulent Premixed Combustion

Damkohler (1940) was among the first to describe turbulent flame behaviour
based on combustion regimes. He envisaged a regime where all the scales of the
turbulent eddies are much larger than the flame scales and inner structure of the
flame front is virtually undisturbed in the “flamelet” limit. This occurs when the

Damkohler number, Da, is much greater than 1. The Damkohler number is the

13



2.2 Turbulent Flames

ratio of the integral turbulent time scale to the chemical time scale

Da = Tt Afw
T. 0/s9

(2.18)

where A is the integral length scale, v’ is the turbulent root mean square (RMS)
velocity and s is the laminar flame speed. The Zeldovich flame thickness is
defined as 6 = Dy, /s where the thermal diffusivity of the unburnt mixture is
Dy, . In the other extreme, Da < 1, all the turbulent time scales are smaller than
the chemical time scale and the species are mixed by the turbulent motions at a
rate faster than the chemical reactions. This limit is called “perfectly stirred” limit
(Libby & Williams, 1980). In the flamelet regime the turbulence wrinkles and
contorts the flame front which increases its area and results in greater reactant
consumption per unit time. The flame brush propagates at a greater speed, S,
than the laminar flame speed, s¢. A simple expression proposed by Damkohler
(1940) gives St/s) ~ Ap/A. =1+ (u'/s9), where Ar is the area of the wrinkled
turbulent flame and A, is its projected area. Thus, the turbulent flame speed, S,
incorporates the influences of turbulence as well as chemistry and has been the
subject of many theoretical and experimental studies. This quantity is studied
in more detail in Chapter 6.

The Klimov—Williams criterion (Klimov, 1963; Williams, 1976) introduces
the notion that even when Da > 1, the smallest eddies which are of the Kol-
mogorov scale, 7, can penetrate and disturb the flame front. This occurs when
the Karlovitz number, Ka, defined as (Peters, 1986)

Ka= < = (1)2 (2.19)

Tk Nk

is larger than unity implying that the Kolmogorov eddies are smaller than the
flame thickness. The Kolmogorov time scale is 7. Peters (2000) refines this idea
by noting that the laminar flame has three distinct layers: a preheat layer, an
inner reaction layer and an oxidation layer. The reaction layer is typically one—
tenth of the flame thickness and hence the Kolmogorov eddies have to be much
smaller to penetrate this layer. The regime diagram of Peters (2000) is shown in
Fig. 2.1. The turbulent Reynolds number is defined as

14



2.2 Turbulent Flames
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Figure 2.1: Turbulent combustion regime diagram of Peters (2000).

Re = 2 (2.20)

Uy,

and for a unity Prandtl number, Re = (4'A)/(s90). The region bounded by
the Ka = 1 and Ka = 100 lines is the “thin reaction zones” regime where the
Kolmogorov eddies are smaller than the flame thickness and enter the preheat
layer but are unable to penetrate the reaction layer. For Ka > 100 the entire
flame structure is disturbed by the turbulent eddies and reactions occur over
a distributed region in space. Below the Ka = 1 line lie the “corrugated” and
“wrinkled flamelets” regimes which are separated by u//s§ = 1 line. In the former
the flame front is likely to be corrugated with possibility of isolated pockets of
burning mixture while in the latter the flame front is merely wrinkled with its
layer like structure intact. It must be stressed that the regimes in Fig. 2.1 are
based on qualitative ideas and make many simplifying assumptions. Modified
combustion diagrams based on experimental observations have been proposed
by Chen & Bilger (2001b). Poinsot et al. (1991) construct a regime diagram
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2.2 Turbulent Flames

using rigorous analysis of flame/vortex interactions from DNS data. Nonetheless,
such qualitative ideas are widely used in model formulation and as guidelines to
estimate the regimes of applicability of various models.

Interesting modelling simplifications can be made in the classical limits of
combustion regimes. In the perfectly stirred limit the turbulent time scales are
faster than the chemical processes and fluctuations in the thermochemical quan-
tities are small since they are quickly mixed by the turbulent motions. The mean
reaction rate in Eq. (2.17) can then be reasonably approximated to that evaluated
using only the mean quantities (Libby & Williams, 1980). On the other hand,
in the flamelet limit it can be assumed that the flame front structure is laminar—
like; the “laminar flamelet” approximation. The mean reaction rate can then be
deduced from the reaction rate in a laminar flame - typically a canonical flame -
and the statistics of the flamelets at a given location. The perfectly stirred limit
is unlikely to be attained in practical devices and in most cases the scenario is
somewhat closer to the flamelet regime (Peters, 1986). Many turbulent premixed
(and non-premixed) combustion models are based on the flamelet concept. These

and other models, specifically for premixed flames, are discussed below.

2.2.3 Bray—Moss—Libby Model

The Bray—Moss-Libby (BML) model (Bray, 1980; Bray & Libby, 1976; Bray &
Moss, 1977) provides a thermochemical closure centred on the progress variable
pdf. This pdf is expressed as the sum of the probabilities of finding unburnt, fully

burnt and the burning gases at a location by

ple=Cixt) = a’(x,0)3(Q) + F (6 DL — O+ 7", OF(C) . (2:21)
unbur?ltr gases burn?rgases burnir?gr gases

where 0(¢) and (1 — () are the Dirac delta functions and ( is the sample space

variable for ¢. Normalisation of the pdf yields the conditions:

1
a"+ 5"+~ =1, and /0 f(¢) d¢=1. (2.22)

The mean value of a thermochemical quantity, ®,, can be written as

3, = /O B.(C) p(C) dC (2.23)
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which upon substituting Eq. (2.21) gives

1

To = @0u(0) +F0() 47 (D) [ (O FO A (220

0

For flames with large Reynolds and Damkdhler numbers that are well within
the flamelet regime, the flame front is thin and the probability of finding the
burning gases is small compared to the probabilities of unburnt or burnt gases.
The burning gas component v* ~ O(1/Da), is negligible compared to a* and *
and the mean quantity ®, has contributions mostly from the unburnt and fully
burnt gases when Da is large.

Simple relations can be obtained by noting that the Favre averaged progress

variable ¢ is )
pe=re= [ 9lQ) PO dc = p (2.25)

where pj is the density of the burnt gases. If the combustion occurs in low Mach
number flows then the density can be expressed as p = p,Tu/T = pu/(1 + (),
where p, is the unburnt density and the heat release parameter is defined as
7=T,/T, — 1= p,/py — 1. This yields (Bray, 1980)

ﬁzpu/ol 2 (6) dC and ﬁézpu/ol 1f7< PO A, (226)
which can be combined to give
P=3 iuTé ’ (227)
and (1+7)é 1—¢
*:m and o = T (2.28)

Thus, the thermochemical state of the mixture is completely determined by ¢
which can be obtained from its transport equation, Eq. (2.15), provided the tur-
bulent scalar flux and the mean reaction rate are modelled.

The turbulent scalar flux in Eq. (2.15) is sometimes closed via a gradient
transport hypothesis as noted in Section 2.2.1 which assumes that, by analogy
to molecular transport, the turbulent transport is positive in the direction of
negative gradient of ¢. However, counter—gradient transport, where the scalar

flux is positive along positive ¢ gradient, has been observed in experiments (Bray
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et al., 1981). This is explained in BML framework by noting that the scalar flux

can be expanded as

—~ b

u/c" = (we—u;e) = é(1—¢)(u, —uy), (2.29)

i_

where @ and u¥ are the mean velocities conditioned in the burnt and the un-
burnt gases respectively. Since the burnt gases have lower density they are pref-
erentially accelerated by the pressure gradient compared to unburnt gases i.e.,
u? > u¥. Hence u,;/?/ is positive in the direction going from the unburnt to the
burnt side; the direction of positive mean pressure gradient as well as positive ¢
gradient. Thus the BML model provides a theoretical basis for the correct be-
haviour of turbulent scalar flux, however, the conditional mean velocities need to
be modelled.

The main modelling challenge, the closure of w, remains unresolved in the
BML approach. This is because the mean reaction rate, when evaluated using
Eq. (2.24), will be O(y*), which is assumed to be negligible. Alternative ap-
proaches have been developed to close the mean reaction rate.

Bray (1979) analyses the transport equations of ¢ and ¢” and deduces that,
under the BML assumptions, the mean reaction rate is proportional to the mean

scalar dissipation rate, €., as

2
20, — 1

w =

pée (2.30)
where .

_ Jp €90 pl¢) d¢

Jo @(¢) p(C) dC

and the value of C,, is typically 0.7. The mean scalar dissipation rate is defined

: (2.31)

as N
- oc' oc”

= _ p 9¢ o

péc = pDeg -5

Unfortunately, the mean scalar dissipation rate is an unclosed quantity and its

(2.32)

closure for premixed flames is challenging. One could use classical models de-
veloped for passive scalars in non-reacting turbulence which give pe, = pc’? /1.

Under the BML assumptions 2 ¢(1 — ¢), and by estimating the turbulence
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time scale as 7, ~ k/Z, one recovers the Eddy Break-Up (EBU) model of Mason
& Spalding (1973)

W~ Crgpy—c” ~ Cgpy p = ¢(1 —¢). (2.33)

Tt

E
o

An obvious limitation of the EBU model is that it contains no information about
the chemistry. In the above framework this stems from the modelling of €. based
on passive scalar mixing concepts and further details on this will be discussed in
Chapter 5.

Another approach is to estimate the mean reaction rate from the number of
times the flame front crosses a given point (Bray et al., 1984). Mathematically,
this is expressed as

W= Wy (2.34)

where vy is the flame crossing frequency and wy is the reaction rate per flame
crossing. If the flame front is infinitely thin the progress variable signal at a

location resembles a telegraph signal whose analysis yields

where the mean period of the telegraph signal, T, is typically set equal to 7;. The

reaction rate per flame crossing is expressed as

. PuST,
= 2.
wf |0_f| ( 36)

where |oy| is a flamelet orientation factor (Bray et al., 1984).

2.2.4 Flame surface density models

Perhaps the most widely employed approach, which is complementary to the BML
methodology, is to express the mean reaction rate per unit volume as a product
of reaction rate per unit flame area times flame surface density, ¥ (Marble &
Broadwell, 1977)

@ = pulse)s™ (2.37)

where s, is the flame consumption speed and the notation ( ) denotes averaging

over the flame surface. The flame surface density is the mean flame surface area
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2.2 Turbulent Flames

per unit volume. Algebraic expressions for the flame surface density have been
proposed based on the flame crossing frequency analysis (Bray et al., 1989) and
fractal theories (Gouldin et al., 1989).

Pope (1988) presents a definition for the surface density of ¢ = ( iso-surface
as,

Y= (IVele =) p(¢) (2.38)

where (|Vc|c = () is the average of |Vc¢| conditioned on ¢ = ¢, and p(¢) is the
marginal pdf. A balance equation for ¥ is given by (Candel & Poinsot, 1990;
Pope, 1988; Trouvé & Poinsot, 1994)

A 7 SZ -

T P LR Il S

where s4 is the flame surface displacement speed, ar is the tangential strain rate

)3, (2.39)

and n; is the i component of the unit vector normal to the flame surface. These

quantities are defined as (Poinsot & Veynante, 2001)

ou; 1 Dc
oz; * 1 (|vc\ Dt|€ C) (2.40)

In typical implementation of this equation in turbulent flame calculations the

ar = (0ij — nin;)

last term on the left hand side (LHS), the normal propagation term, is neglected.

"
i

The convective term is written as (u;)s = u; + (u!)s, and the tangential strain
rate term is split into terms corresponding to the mean flow field and turbulent
fluctuations. The last term in the right hand side (RHS), the curvature term, is
treated as a destruction term which is modelled such that it prevents the transport
equation from predicting an infinite growth of flame surface area. Numerous
modelling closures for the tangential strain rate and the destruction terms have
been proposed and these are summarised by Poinsot & Veynante (2001) and
Veynante & Vervisch (2002).

If the flame front is assumed to be planar unstrained laminar flame then the
consumption speed in Eq. (2.37), s, is close to s9. However the turbulence eddies
are likely to wrinkle and stretch the flame front and alter its consumption speed.
Bray & Cant (1991) account for the stretch rate, , via (s.)s = I,s9, where the
“stretch factor”, defined as

1

I,= 3 se(k) p(k) dr | (2.41)
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2.2 Turbulent Flames

is the ratio of the mean flamelet consumption speed to unstrained laminar flame

speed.

2.2.5 G-Equation Level Set Formalism

Peters (2000) developed a level set formalism based on the well known G-equation
(Williams, 1985b) that describes the kinematics of flame front propagation. The
scalar GG is defined such that its value is GG, at the flame front, but away from
the flame front its value is not uniquely defined. To ascribe a meaningful field
value in a turbulent flame, the fluctuating scalar G is interpreted as the distance
between the mean and the instantaneous flame front measured in the direction
normal to the mean turbulent flame. The mean flame front location is given by
G = G,. The variance 572 thus becomes a measure of the flame brush thickness.
The transport equation for G is (Peters, 1999)

aG

— K=
e ‘axi

o6

(%vi

J0G L 0G
gy T PUim— =PSr

o (2.42)

The first term on the RHS represents the normal propagation of the turbulent
flame front while the second is a curvature term. The turbulent flame speed, S,
needs to be modelled and it is obtained as Sp = s (1 + ;) where gy is the ratio
of the increase in turbulent flame surface area to that of the laminar flame. A
balance equation for oy, valid in the corrugated and thin reaction zones regimes,
was derived by Peters (1999) leading to algebraic expressions for the turbulent
flame speed, S7.

To describe the thermochemical state of the mixture, a rescaled quantity z,,
is derived from the scalar G as

G -G,
N

(2.43)

where z,, is the normal distance from the flame front. One-dimensional laminar
flamelet equations are solved to yield ®, as a function of x, which, along with

presumed pdfs are used to obtain the mean quantities, ®,, in the turbulent flame
(Herrmann, 2006).
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2.2 Turbulent Flames

2.2.6 PDF transport approach

The motivation behind the pdf transport approach is that an exact closure for
the mean reaction rate can be obtained if the joint pdf of all the thermochemical
scalars is known. Revisiting the case of the single step reaction in Section 2.2.1,

the mean fuel consumption rate can be closed exactly as
zp = ///WF(YF,Yo,T) p(YF,Yo,T) dYF dYO dT s (244)

where p(Yr, Yo, T) is the joint pdf of the species mass fractions and temperature.
Thus, for a multi—-component system with N species, the one—point joint compo-
sition pdf, p(®), provides a closed form expression for the reaction rates, where
the vector ® = (Y1,Ys,...YN,T). An evolution equation for the mass—weighted
joint pdf, p(®), is (O’Brien, 1980; Pope, 1985)

0pp@® 0 _ .
—pai(_) 5’x +Za¢ { )pp@)] =

o 10i0
g, (w2 7 +Zaq> (<

where the molecular diffusion flux is J; o, = V; 4Y,. The three terms on the LHS,

including the reaction source term, are closed. The first term on the RHS denotes

lo)pi@) . ()

the turbulent transport in the physical space and it is usually modelled using the
gradient transport hypothesis. However, the need to model this term, as well as
the unclosed terms in the momentum equation, can be avoided if the evolution
of the joint velocity—composition pdf is solved. The second term on the RHS
denotes molecular mixing in composition space and poses the main modelling
challenge for this approach (Pope, 1990).

The joint pdf at each location has a large dimension, (N+1), and conventional
numerical techniques such as finite differences are unsuitable for solving the pdf
equation. Instead, Monte-Carlo methods are employed whereby a large num-
ber of notional fluid particles are introduced whose compositional distribution
approximates the joint pdf. The advantage of this method is that the computa-

tional expense increases only linearly with the pdf dimension (Pope, 1985) making
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2.2 Turbulent Flames

the approach computationally tractable for any arbitrarily large chemical mech-
anism. However, in practice, the implementation of pdf transport approach is

complicated and expensive compared to other approaches discussed earlier.

2.2.7 Presumed PDF approaches

The two main difficulties associated with the pdf transport approach: numerical
solution of the pdf equation and the large dimension of the joint pdf, can be
simplified by representing the thermochemistry using fewer scalars and by pre-
suming a shape for the scalar pdf. The BML model and the G-equation approach
described earlier are examples of this where the progress variable and the scalar
G, respectively, determine the thermochemical state. Presuming a pdf shape also
allows separating the complex thermochemistry calculation from the flow field
calculation. The mean thermochemical quantities, including mean density and
reaction rates, can be calculated a priori and tabulated as functions of scalar
moments and looked up during the turbulent flame calculations. The number
of scalar moments required for the tabulation is dictated by the presumed pdf
shape. For instance, the BML pdf requires only the first moment, ¢, whereas the
beta—pdf, which is widely employed (Bradley et al., 1994; Poinsot & Veynante,
2001; Schneider et al., 2005), requires the first two moments: ¢ and ¢”. These
need to be obtained from their transport equations.

Fundamental differences between various presumed pdf approaches arise de-
pending on the number and definition of the representative scalars employed, and
their relationship to the thermochemistry. In the laminar flamelet models, which
are based on the flamelet approximation, the relationship is constructed from
canonical laminar flame calculations. For example, the mean quantities can be
evaluated from Eq. (2.23) by presuming p(¢) and taking ®,(¢) to correspond to
a laminar flame. Similarly, the mean reaction rate can be obtained from laminar

flame values, w((), as
5= [0 9(6) d. (2.46)

This is the basis of the laminar flamelet approaches proposed by Bradley et al.
(1994), van Oijen & de Goey (2000) and Gicquel et al. (2000). However, other

approaches to construct the mapping exist, as will be discussed in Section 2.2.9.
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2.2 Turbulent Flames

2.2.8 Conditional Moment Closure

Conditional Moment Closure (CMC) is based on the hypothesis that in turbu-
lent flames the fluctuations of all thermochemical quantities are well correlated
with the fluctuations of just one scalar: mixture fraction in non—premixed and
progress variable in premixed flames. Hence, while the fluctuations about the un-
conditional mean can be significant, the fluctuations about a mean conditioned
on such a scalar are small. The unconditional mean is related to the conditional

B = [ (@ale=0) 00) dc (2.47)

Note that the above equation, which is mathematically exact, is very similar
to Eq. (2.23) which is an approximation. In CMC the conditional mean scalar
values, Qo = (P, |c = (), are obtained from their respective transport equations.
For the case of premixed flames this equation is written as (Klimenko & Bilger,

1999)

9*Qq
a2

9Qq

0Qq
(A1 22 1 (puif)

S = (pIONLIC)

. 1 0Qq
+(@alQ) = GO + e, + ey
(2.48)
where the reaction rate terms, w, and w, are as in Egs. (2.3) and (2.13) respec-

tively and the instantaneous scalar dissipation rate is

Oc Oc

N.=Doi—

(2.49)

Equation (2.48) has been arrived at independently by Klimenko (1990) using
the joint pdf equation, and by Bilger (1993) using a decomposition about the
conditional mean as Y, (x,t) = Q.((,X,t) + ya (X, t), where y, is the conditional

fluctuation. The term eg, is (Swaminathan & Bilger, 2001a)

9 00u\ /0Qu & (1 ac de 0 (00,
eQa:zh%(pD“axi)+< 8{6%5(“ lﬁApDaa%)'+pDa&maxi<éx >#>
(2.50)

and it represents the contribution of molecular diffusion which becomes negligible

when Re is large. However, the second term in the above equation arises from
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2.2 Turbulent Flames

differential diffusion effects and might have to be cautiously considered (Swami-
nathan & Bilger, 2001a). The last term on the RHS in Eq. (2.48) is

ayoa ayoc 0 Gya

and it can be modelled as (Klimenko & Bilger, 1999)

(&

Yo

1 0

e 1(0) 0

where u! is the conditional fluctuation of velocity u;.

Q

({puiyalC)p(C)) (2.52)

Modelling of the conditional velocity, (pu;|(), was investigated by Swami-
nathan & Bilger (2001a) and some simple closures seem promising. On the other
hand, modelling of the conditional mean scalar dissipation rate, (IV.|(), is yet to
be addressed satisfactorily (Swaminathan & Bilger, 2001b)* and it appears to be
inextricably linked to the unconditional mean dissipation rate, €.. For the con-
ditional reaction rates a first order closure can be obtained by writing a Taylor
series expansion of (W,|¢), similar to Eq. (2.17), and noting that the conditional

fluctuations are negligible which gives (Klimenko & Bilger, 1999)

<d)a(§/1, YN,T)|<> ~ <wa<Q1, ....QN, QT>|C> = wa(Ql, ....QN, QT) (253)

This first order closure has been found to be remarkably good for the conditional
reaction rates of major species and progress variable, but not so for minor species
since their conditional fluctuations are not small (Swaminathan & Bilger, 2001a).
For such species, conditioning on more than one scalar might be necessary.
Apart from modelling of the conditional scalar dissipation rate, the main
difficulty in implementing CMC for premixed flames seems to be with the suitable
definition of the progress variable (Klimenko & Bilger, 1999). It is worth noting
that CMC is considerably more expensive than the approaches discussed earlier,
except possibly the transported pdf approach. The number of transport equations

to be solved for the thermochemistry is equal to (N + 1) times the number of

4For non—premixed flames the conditioning variable, the mixture fraction, is a conserved
scalar and its pdf equation leads to an expression for the conditional scalar dissipation rate
under certain conditions (Klimenko & Bilger, 1999). This is considerably more difficult when
the conditioning variable is a reactive scalar, such as ¢ for premixed flames.
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2.2 Turbulent Flames

points in the conditioning variable space. However, the rigorous mathematical
framework of the CMC is likely to provide better predictions of pollutants and
their formation rates compared to other approaches that are based on physical

or phenomenological arguments.

2.2.9 Chemistry Tabulation

Tabulating the thermochemistry is a crucial aspect of most of the modelling
approaches described in the previous sections, with the exception of CMC?. In
the pdf transport approach an on—the-fly computation of the reaction rates in
the (IV 4 1)-dimensional composition space is time consuming unless a reduced
chemical mechanism is considered. In presumed pdf approaches (G—equation and
flamelet) chemistry tabulation is an integral part of their formulation. Hence
strategies have been developed to simplify the detailed chemical kinetics and
tabulate the chemistry as functions of few scalars.

The Intrinsic Low Dimensional Manifold (ILDM) approach identifies that for
every reacting system of N species, there exists subspaces of much smaller di-
mension, n,, in which reactions proceed according to slow time scales (Maas &
Pope, 1992b). At each point in this subspace there is local equilibrium with re-
spect to (N — ny) fastest time scales and any point away from this subspace is
attracted to it via these faster processes. Hence the dynamic evolution of the
reacting system can be parametrised in terms of only ng variables and these com-
pletely determine the thermochemical state of the mixture. The physical and
mathematical foundation of this approach and its implementation are discussed
in (Maas & Pope, 1992a,b, 1994). ILDM performs a simplification of the detailed
chemical mechanism as opposed to reducing it. In reduced chemical mechanisms
certain fast chemical reactions are identified and the assumption of partial equi-
librium for these reactions is invoked at the start of the reduction process. These
assumptions provide poor approximations beyond certain composition range. In
ILDM, the chemical reactions corresponding to the fast time scales are identified
locally at each point in the subspace and different initial compositions optimally

approach this manifold.

5The BML model also does not require the tabulation since it does not attempt to resolve
the chemical structure of the flame front.
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Gicquel et al. (2000) note that at low temperatures the chemical time scales
are not disparate and hence ILDM provides a poor approximation in such re-
gions. This is remedied by a Flame Prolongation of ILDM (FPI) (Gicquel et al.,
2000) which is conceptually similar to the Flamelet—Generated Manifolds (FGM)
approach of van Oijen & de Goey (2000). Both involve generating a manifold
from freely propagating unstrained planar laminar flame calculations, which is
used to tabulate the thermochemistry in terms of a progress variable. Physically,
when applied to turbulent flame calculations, FPI and FGM can be viewed as
laminar flamelet models where the turbulent flame front has the same structure
as that of an unstrained laminar flame. Bradley et al. (1994) propose a stretched
laminar flamelet model that accounts for the influence of fluid—dynamic stretch
rate on the reaction rate. While the focus of their approach was on the closure of
the mean reaction rate, w, it could be extended to provide a closure for the mean
species concentrations also. In Chapter 4, an alternative flamelet approach based
on the scalar dissipation rate will be presented. This approach is motivated by
physical considerations. But first it is worth emphasising the role played by scalar
dissipation rate in turbulent premixed flame modelling, and this is discussed in

the next chapter.
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Chapter 3

Scalar Dissipation Rate

This chapter focuses on the scalar dissipation rate which is unclosed yet cen-
tral in many modelling approaches. The mathematical definition and physical
meaning of this quantity will be discussed first. Simple relations between chemi-
cal reaction rates and the scalar dissipation rate in premixed and non—premixed
flames will be presented. The role of mean scalar dissipation rate in turbulent
combustion modelling will then be illustrated. Although the main interest of this
study is lean premixed flames, non—premixed flames are discussed for the sake of
completeness and to emphasise the central role of the scalar dissipation rate in

turbulent combustion in general.

3.1 Definition and Physical Meaning

—

It is worthwhile to examine the balance equation for the scalar variance, ¢’*. By
substituting ¢ = ¢ + ¢’ in Eq. (2.13), multiplying by ¢’ and then averaging the
result leads to the exact equation (Bray, 1980; Veynante & Vervisch, 2002)

Ope” + Optisc” + opuic” _ 0 (pDcaC”2) + 2c"38 (pD ac)
J

ot ox; 0x; 0x; Oz 8%
oc ac’ Oc’
—2p u”c”— 20" —2pD—— : 3.1
p ox; —1—\(4)/_/ P 8@ ox; (3-1)
\‘,_/ reaction
production dissipation

Modelled form of the above equation is particularly relevant to presumed pdf

approaches since the pdf shapes requiring the first two moments are popular
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3.1 Definition and Physical Meaning

choice among modellers. The three terms in the LHS denote the unsteady, mean
convection and the turbulent transport terms. The first two terms in the RHS
denote the influence of molecular transport, and are negligible for large Reynolds
numbers. The third term denotes a production of scalar fluctuations due to
gradients in the mean, if the scalar flux, ,Buf;’?’ , is gradient type. The fourth term
denotes the reaction rate contribution and needs to be modelled. This term is

related to the mean reaction rate (Bray, 1979) by

W' = de —we = (Cp, — O)w . (3.2)

The last term in the RHS of Eq. (3.1) is the mean scalar dissipation rate, €.,
defined earlier by Eq. (2.32) and it is unclosed. This term has a negative sign
in Eq. (3.1) and for a simplified homogeneous case with no ¢ gradients and no
reaction, it denotes one half of the rate of decay of scalar fluctuations. Since the
absence of fluctuations implies a well mixed fluid, the mean scalar dissipation
rate can be physically interpreted as the rate at which turbulent mixing occurs at
the molecular level (Cant & Mastorakos, 2008). Mathematically, it is the average
of the instantaneous dissipation rate

—— 0dc Oc oc’" oc oc” oc”
N, = pDpee = 4+ 99D, 2 Do 2

(3.3)

since the contribution of the gradients of mean progress variable is negligible
compared to the gradients of fluctuations. Hence pN, =~ pe,.

The EBU model of Mason & Spalding (1973), mentioned in Section 2.2.3, is
based on the physical idea that in the limit of fast chemistry, the mean reaction
rate is limited by the rate at which the reactants are brought into contact with
hot products by the turbulent mixing. Bilger (1976) provided a mathematical
basis for this physical argument by considering the mixture fraction formulation
in non—premixed flames. Considering a two—feed problem, assuming all species
have equal diffusivities, Bilger (1976) defines the mixture fraction as
T — Zi,

§= 7 7 (3.4)

where Z; is the mass fraction of any element 4, and the subscripts 1 and 2 denote

the two feeds. The mixture fraction is a conserved scalar and satisfies L(§) = 0
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3.2 Role in Turbulent Combustion Modelling

where the linear operator

) o 0 )

The conservation equation for species « can be written as L(Y,) = w,. If the
species concentrations are assumed to be functions of mixture fraction alone, then

through simple transformation one obtains (Bilger, 1976)

. oY, 0%Y,, oc 9g\ 0%,
e a_fL(g) - 0¢? ( Da% a%) o o¢? pe (36)

and the mean reaction rate is directly proportional to the mean scalar dissipation
rate i.e. wq ~ €¢. The definitions of N¢ and €, are analogous to N, and €, respec-
tively. For premixed flames, one can similarly work with the progress variable
and, noting that L(c) = w from Eq. (2.13), obtain

oY, 0%y,
Vg = L N, .
Yo T The g2 P

Again the dependence of mean species reaction rates on the mean scalar dissipa-

(3.7)

tion rate, €., is apparent. However, this analysis leads nowhere useful for premixed
flame modelling since, in the first instance, closure of & is itself unknown and,
further, the modelling of €. is challenging. In contrast, modelling of € is relatively
easier. Nonetheless, these simple results suggest that the mean scalar dissipation
rate fundamentally represents the turbulence—chemistry interaction both in pre-
mixed and non—premixed scenarios. Inevitably, it appears directly or indirectly

in most combustion modelling approaches, as we shall see in the next section.

3.2 Role in Turbulent Combustion Modelling

Veynante & Vervisch (2002) analyse the various mathematical tools of turbulent
combustion and conclude that the scalar dissipation rate is a key parameter and
often a stumbling block in modelling. In presumed pdf approaches, which are
conceptually the simplest, the mean scalar dissipation rate is required in the
variance equation, Eq. (3.1). Provided the turbulent scalar flux and reaction
terms are closed for the ¢ equation, the scalar dissipation rate presents the only

additional closure problem. In CMC the conditional mean scalar dissipation rate
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3.2 Role in Turbulent Combustion Modelling

appears as an unclosed term in Eq. (2.48) and it is related to the mean scalar

dissipation rate as (Swaminathan & Bilger, 2001b)

e - /0 (NIC) 5(¢) dc. (3.8)

For transported pdf approaches, as discussed in Section 2.2.6, the only un-
closed term is the molecular mixing term which is the last term in the RHS of
Eq. (2.45). An elementary implementation of this approach would involve solv-
ing the transport equation of the pdf of a single scalar. The molecular mixing
term for such a case becomes equal to (Klimenko & Bilger, 1999; O’Brien, 1980;
Swaminathan & Bilger, 2001b; Veynante & Vervisch, 2002)

1 0 02

pDVe) | C) p(Q)] = “ac [(p Ne[€) p(C)] (3.9)

iy ac WV

involving only the conditional mean dissipation rate, when the Reynolds number
is large. On the other hand, in solving transport equations of multi-component
pdfs, stochastic mixing models are used to mimic the molecular mixing process.
A key ingredient of these models is the scalar mixing frequency, 7!, which is the
inverse of the decay time scale of scalar fluctuations and is related to the scalar

dissipation rate by

== . (3.10)

The mixing frequency is usually estimated from the decay time scale for turbulent

velocity fluctuations, 7, via

=yt = O¢% , (3.11)

and for a passive scalar Cy, is about 1.0 (Spalding, 1971). Bilger et al. (2005) point
out that such mixing models based on passive scalar dynamics involve no explicit
coupling between reaction and mixing, although pdf simulations have been suc-
cessful in predicting complex phenomena such as local extinction in non—premixed

turbulent flames. However, the need to include the coupling is acknowledged by

Subramaniam & Pope (1998) and Mitarai et al. (2005).
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3.2 Role in Turbulent Combustion Modelling

3.2.1 Non—Premixed Combustion

Passive scalar mixing models have been quite useful in non—premixed flame mod-
elling. In the class of laminar flamelet models, spawned by the work of Peters
(1984), the dissipation rate of mixture fraction assumes a special role. Attaching
a coordinate system to the stoichiometric mixture fraction surface, Peters (1984)
performs a Crocco-type transformation from (xy, z9, 23, t) system to (£, Zs, Z3, 1)
system where, by definition, ¢ is locally normal and Zs and Z3 are locally tangen-
tial to the stoichiometric surface. This leads to the flamelet equations in terms
of the mixture fraction
Y, 0%Y,
Pa—tl = pLVe¢ oe?

+a — R(Y,) . (3.12)

The derivatives with respect to Z, and Z3, denoted by the operator R, and
the unsteady term are of lower order in the inner reaction zone (except close
to extinction) (Peters, 1984). Under such conditions the structure of a burning
flamelet that defines Y, (€) is parametrised only by the dissipation rate, N¢. This
is identical to Bilger’s result, Eq. (3.6), except for the unsteady term. Thus the
statistics of the mixture fraction and its dissipation rate are sufficient to describe

the thermochemistry of a turbulent flame via

o N&q 1
Bo= [ [ @ale N e, Vo) de ane. (3.13)

where N¢, is the dissipation rate at extinction. The mean dissipation rate, €,
required for the statistics of V¢ can be obtained from a transport equation but it

is usually closed algebraically using a simple model
~ g =
e Cez & (3.14)

where C¢ = 1.0 and it is obtained from Eq. (3.11) .

the definition of scalar dissipation rate in (Peters, 1984) includes a factor of 2, i.e., N¢ =
2D(9¢/0x;)%. Accordingly the constant C¢ takes a value of 2.0 in that work.
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3.2 Role in Turbulent Combustion Modelling

3.2.2 Premixed Combustion

Bilger (2004b) suggests that the heat release is unlikely to influence the fine—scale
structure of turbulence strongly in non—premixed flames since the local dilatation
at the flame front is much smaller than the turbulence strain rate. However, in
premixed flames, the strong local dilatation will be subdued only under intense
turbulence conditions. Hence, models based on passive scalar ideas might be
reasonable for the former but are unjustifiable for the latter. Furthermore, the
parametrising scalars for premixed flame modelling are invariably reactive. In
flamelet combustion the gradients of reactive scalars are steepened by chemical
reactions which is not incorporated in the current mixing models (Subramaniam
& Pope, 1998). Consequently, attempts at tailoring the stochastic mixing models
for premixed flame calculations have been few. Pope & Anand (1984) solve the
transport equation of p(¢) for a single step chemistry, and consider the closure
of the mixing term for the two extreme conditions: distributed reaction zones
and wrinkled flamelets regimes. For the former regime passive scalar type mixing
models were retained. For the latter, the mixing term was not explicitly modelled.
Instead, invoking the flamelet assumption, the mixing term combined with the
reaction term was expressed as a local function of the progress variable and was
obtained from planar laminar flame results. Lindstedt & Vaos (2006) report
premixed flame calculations for conditions that are far from the classical extremes,
with a mixing model using modified model constant C, which includes a chemical
time scale.

Despite its modelling difficulties, the scalar dissipation rate is mathemati-
cally linked to the fundamental quantities in premixed combustion (Veynante &
Vervisch, 2002). The direct relation between the mean reaction rate, w, and the
mean scalar dissipation rate, €., is already shown in Eq. (2.30). When combined
with Eq. (3.7) it shows that the mean reaction rate of species a, w,, is propor-
tional to €., similar to the case of non—premixed flames. It is also related to the

flame surface density from Eq. (2.38) as

5= (VD)

c=C)p(Q) - (3.15)
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3.2.3 Stratified/Partially Premixed Combustion

Recent modelling strategies for partially premixed combustion have employed
both reactive and passive scalars: progress variable to track the reaction zones
and mixture fraction to denote the local stoichiometry. Bray et al. (2005) sug-
gest that an appropriately defined progress variable can be a suitable scalar to
represent the thermochemistry in partially premixed flames. One possible def-
inition, suggested therein, is as a normalised fuel mass fraction with a mixture
fraction dependence. The reaction source term for such a progress variable then
introduces a dependence on the mixture fraction dissipation rate, N¢, and an
additional parameter; the cross scalar dissipation rate?,
o0& Oc

Ox; Ox;

Libby & Williams (2000) and subsequently Ribert et al. (2004) have formulated

a presumed pdf approach for partially premixed systems where the joint pdf,

p(&, ¢), consists of two Dirac delta functions in the (&, ¢) space. The strength and
the location of the delta functions are determined by, in the least, E, €7, ¢ and

¢” for which transport equations are solved. The shape presumed for the pdf

constrains the cross correlation to satisfy

g =\ erer (3.17)

which is not necessarily physical. Robin et al. (2006) attempt to relax this con-
straint by presuming a pdf shape with four Dirac delta functions and solving a
transport equation for the cross correlation, 575" , which requires the closure of
the mean cross scalar dissipation, pTgc Thus, it appears that models of partially
premixed flames need to address the closure of the mean cross scalar dissipation,
apart from the mean dissipation rates of individual scalars.

The cross scalar dissipation rate can be expressed as (Bray et al., 2005)

Nﬁc = (é£ ’ éC> V NﬁNc (318)

where é¢ and é. are the unit vectors normal to the § and ¢ iso-surfaces. The dot

product (é¢ - é.) could assume a value between -1 and 1 in a turbulent flame and

%for the simple case of all species having unity Lewis numbers D; = D, = D.
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3.3 Summary

it is possible that the mean value is negligible (Bray et al., 2005). However, this
is only speculative and further study is required to justify any assumptions of the

magnitude of the cross scalar dissipation on physical grounds.

3.3 Summary

The role of scalar dissipation rate in turbulent combustion was studied in this
chapter. Simple mathematical relations that link the scalar dissipation rate to the
fundamental quantities in turbulent combustion were presented. From modelling
point of view, conditional and unconditional mean scalar dissipation rates are
central to most modelling methodologies. For premixed flames, closures for the
reaction rates of chemical species and the progress variable are of interest and
these are seen to be proportional to the progress variable dissipation rate, N.. It
is instructive to study a balance equation for N.. Swaminathan & Bray (2005)

present the equation

. 2 2
dpN, N dpu; N, _ 0 (pDcaNc) Py (D 0%c )

ot o0x; Ox; 0z “Ox ;0T
Oc [Ou; Oui| Oc ou; Jc Ow
— oD, J 2oN, —* 49D, —— = 3.19
P Oz [(%k + 895]-] o0xy, tep ox; + ox, Oxy ( )

where the dependence of D, on temperature is assumed to be negligible. In the
above equation the first and second terms in the RHS denote the diffusive flux
and dissipation respectively. The third term is governed by the interaction of
the fluid—dynamic strain rate with the gradients of progress variable. The fourth
term arises due to density jump across the flame front and the last term represents
the correlation between progress variable gradient and chemical reaction. This
equation suggests that the balance of NV, is intricately linked to the fundamental
processes that affect the flame front dynamics. The observations on the central
role of N, and its close coupling to the physical processes influencing the dynamics
of the flame front provide motivation for formulating a flamelet model based on

the scalar dissipation rate, which is discussed in the next chapter.
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Chapter 4

Strained Flamelet Formulation for
Premixed Flames

In this chapter the formulation of a mathematical model for turbulent premixed
flame computations is developed using the flamelet concept. The objective is to
describe how the mutual influence of turbulence and flamelets at the scales rele-
vant to combustion can be captured, with a specific interest on the mean reaction
rate modelling, within the framework of the laminar flamelets approach. The ex-
isting models based on flamelet ideas will be briefly summarised before presenting
a new formulation which is based on a scalar dissipation rate parametrisation.
Closures for the unknown terms, the joint pdf of progress variable and scalar
dissipation rate and the requisite moments, will be discussed. The choice of a
canonical laminar flamelet configuration will then be discussed which results in
the final closure.

In laminar flamelet modelling the turbulent flame is viewed as an ensemble of
thin locally one-dimensional laminar structures called flamelets. Experimental
studies (Chen et al., 1996; Dunn et al., 2007, 2009) indicate that even at very
high turbulence intensities, while the flame front is disrupted by the turbulence,
flamelet-like structures can still be discerned. Numerical studies (Poinsot et al.,
1991) have demonstrated that flamelet type combustion is likely to extend to
regimes well beyond those suggested by classical ideas. However, the success of
this modelling method depends on the approach used to ascribe the influence of
turbulence on flamelets. The flame front is contorted and strained by the eddies

but if the flame scales are much smaller than the typical small (Kolmogorov)
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scales of turbulence, such as in the wrinkled flamelets regime, then the effects
of turbulent straining can be ignored. Some existing models such as FGM (van
Oijen & de Goey, 2000), FPI (Gicquel et al., 2000) and the flamelet model of
Bradley et al. (1988) are based on such an implicit assumption; the turbulent
flamelet structure corresponds to a freely propagating planar unstrained laminar

flame. They provide a closure for the mean reaction rate as

o= / () P(C) dC, (4.1)

where w,(() is the reaction rate in an unstrained planar laminar flame.

At higher turbulence intensities, such as in the thin reaction zones regime,
the influence of turbulence straining is unlikely to be negligible. It is well known
from asymptotic theories (Clavin, 1985) that the consumption speed, s., depends

on the fluid dynamic stretch rate, x, as
Se(k) = s7 — Lk, (4.2)

where L is the Markstein length. The stretch rate can be written as (Candel &
Poinsot, 1990)
K =ar+ Sq/r (4.3)

and it incorporates the effects of both the strain rate, ay, and the flame front
curvature, r. The displacement speed, s4, denotes the speed of advancement of
the flame relative to unburnt mixture while the consumption speed, s., denotes
the rate of reactants consumption by the flame. Bradley (1992) and co—workers
(Bradley et al., 1994, 1998, 2005) propose a flamelet model that accounts for the

stretch rate effects as

W= //w(g,n) p(C, k) d¢ drk . (4.4)

They assume that ¢ and s are statistically independent which allows the joint
pdf to be decomposed as p(¢,x) = p(¢) p(k). Further, noting that there is
a correspondence between consumption speeds and reaction rate profiles, they

write, by analogy to Eq. (4.2),

w(C, k) = f(K) @o(C) - (4.5)
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4.1 Scalar Dissipation Parametrisation

~

Empirical correlations for f(x) in terms of £ were obtained from numerical calcu-
lations of spherical laminar flames (Bradley et al., 1996, 1998). Their final closure

for the mean reaction rate can be expressed as

5= [ 0) p(0) de. (46)
and the “burning rate factor”,
kg
Po= [ ) plo) ds (4.7

incorporates the stretch effects and is analogous to the factor I, in Eq. (2.41).
The positive and negative extinction stretch rates are denoted by n; and r,

respectively.

4.1 Scalar Dissipation Parametrisation

The stretch rate dependence of the consumption speed given by Eq. (4.2) is
strictly valid for low stretch rates (Poinsot & Veynante, 2001). Accordingly, at
high stretch rates the validity of the analogous relationship, Eq. (4.5), as well as
Eq. (2.41) might be questionable. Bradley et al. (1998) indicate that the Mark-
stein number correlations proposed for f(/{) are likely to be valid only for weakly
curved corrugated flames. On the other hand, a recent DNS study (Hawkes &
Chen, 2006) showed significant burning in turbulent flames at strain rates much
larger than the extinction strain rates of symmetric counterflow laminar flames.
Therefore, it is proposed to use a scalar dissipation rate parametrisation, instead

of the stretch rate, in the form of

5= [ [atco pc.v) v dc. (45)

where ) is the sample space variable for the scalar dissipation rate N.. Physically,
this implies that the influence of turbulence dynamics on the flame front is tracked

using the local scalar dissipation rate.
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4.1 Scalar Dissipation Parametrisation

4.1.1 Motivation

There are many reasons for choosing the scalar dissipation rate to parametrise

the flamelets. To emphasise a few of these:

e On a physical basis, the mixing of cold and hot fluid parcels on the flame
surface is required to sustain combustion and the rate of this mixing is given

by the scalar dissipation rate.

e As discussed in Section 3.3, scalar dissipation rate is governed by the
convection—diffusion—reaction balance and represents the flame front dy-

namics whereas the stretch rate represents flame front kinematics.

e The progress variable gradients, and hence N., are mainly produced by
chemical reactions. It can be expected, as is also evident from Eq. (3.7),

that locally the reaction rate is strongly correlated with the dissipation rate.

e It can be inferred from the asymptotic analyses of Libby & Williams (1982)
and Libby et al. (1983) that the flamelet structure is closely related to
gradient of ¢, and hence N., both at low and high stretch rates.

Furthermore, in the implementation of the stretch rate parametrisation, when
one considers the distribution of stretch rates acting on a turbulent flame front
at a given spatial location, it is not distinguished whether the stretch rate corre-
sponds to a location on the burnt side, the unburnt side or within the flame front.
When embedding the laminar flamelets, however, the stretch rate characterising
a flamelet is defined at a location on the unburnt side only according to Bradley
et al. (1996). On the other hand, the use of a scalar dissipation rate parametrisa-
tion automatically allows such a distinction to be accounted for. This is because
the scalar dissipation rate is defined at every location in the laminar flamelet.
One could also define a stretch rate at every location in the laminar flamelet but
existing models do not follow such an approach.

The scalar dissipation rate parametrisation proposed here is some what similar
to the non-premixed laminar flamelets formulation of Peters (1984), Eq. (3.13).
However, in Eq. (3.13), the flamelet structure is characterised by a single dissi-

pation rate value, that at the stoichiometric mixture fraction, whereas here the
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4.2 Choice of Flamelet Configuration

dissipation rate at every location in the flamelet is considered. Also, statistical
independence between the mixture fraction and its dissipation rate is typically
assumed which is strictly valid when the mixture fraction pdf is Gaussian (Gao
& O’Brien, 1991). Such an assumption might be drastic for the progress variable
since it is a reactive scalar and its pdf is unlikely to resemble a Gaussian. The
assumption of statistical independence is eschewed and the joint pdf is written

using the Bayes theorem as

p(¢, ) = p(¢) p(YIC) - (4.9)

The mean reaction rate in Eq. (4.8) now becomes

az:t/‘LéA%mlb@;w>p@mc>dw p(C) d (4.10)

One could solve for the pdfs from the transport equations but a simpler framework
to test the scalar dissipation rate parametrisation is followed by presuming these
pdfs which will be discussed in Section 4.3. The quantity w((, 1) is to be obtained

from strained laminar flames which is the focus of the next section.

4.2 Choice of Flamelet Configuration

To put the current reaction rate closure in perspective it is helpful to write
Eq. (4.10) as

EZA@MPQMH (4.11)

The difference in various modelling methodologies can be illustrated in the way
the conditional mean reaction rate, (w|¢), is evaluated!. In the unstrained flamelets
closure given by Eq. (4.1), (w|() = w,((), whereas the stretch rate based closure
of Bradley and co—workers is equivalent to (w|() = P, w,(¢). But, in the current

closure

@m:/ﬁmwpwow. (4.12)

Ny

! As noted in Section 2.2.8, in CMC a closure for (&|¢) is obtained by evaluating the Arrhenius
type reaction rate expression using the conditional mean species mass fractions and temperature.
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4.2 Choice of Flamelet Configuration

The value of w(¢,v) and the limits N; and Ny will be dictated by the choice of
the flamelet configuration as different configurations exhibit different responses to
stretching (Law, 2006). Since stretched premixed flamelets can be established in
a variety of configurations such as spherical flames, planar flames in Reactant—to—
Reactant or Reactant—to—Product opposed flows etc., it is important to choose a
configuration that reasonably represents the turbulent flame characteristics (Pe-
ters, 1984). Two configurations that are widely considered (Dixon-Lewis, 1990) in
the context of flamelet modelling are the purely strained steady planar flames; the
opposed flow symmetric Reactant-to—Reactant (RtR) and asymmetric Reactant—
to-Product (RtP) flamelets shown schematically in Fig. 4.1. In these flamelets,
the stretch rate is equal to the strain rate as there is no curvature. It is worth dis-

cussing the salient characteristics of these flamelets and their response to straining

N
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-
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before identifying the configuration of choice.
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Figure 4.1: Schematic of purely strained planar laminar flamelet configurations:
(a) Reactant—to—Reactant (RtR) and (b) Reactant—to—Product (RtP).

4.2.1 Reactant—to—Reactant Flamelet

In the RtR configuration the reaction zones move towards the stagnation plane
as the strain rate is increased. The response of the flame structure - the reaction
rate or species concentration profiles versus a flame coordinate - to strain rate
depends on the mixture Lewis number, Le. The mixture Lewis number is defined

as the ratio of thermal diffusivity of unburnt mixture, Dy, , to the diffusivity of
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4.2 Choice of Flamelet Configuration

the deficient species. For equidiffusive mixtures (Le = 1) the flame structure is
insensitive to strain rate changes (Dixon-Lewis, 1990; Law et al., 1994) whereas
for non—equidiffusive mixtures the burnt temperature, Tj, and the reaction rate,
w, decrease (increase) with strain rate for mixtures with Le greater (less) than
unity (Sung et al., 1996). When the strain rate is high enough the reaction zone
reaches the stagnation plane and is progressively truncated leading to an abrupt
extinction caused by the depletion of the radical pool by the diverging streamlines
(Dixon-Lewis, 1990).

4.2.2 Reactant—to—Product Flamelet

In RtP flames at low strain rates the reaction zone is on the reactants side far
from the stagnation plane and is characterised by reactive—diffusive balance with
convection of lower order. As the strain rate is increased the reaction zone pro-
gressively moves closer to the stagnation plane and at sufficiently high strain
rates it crosses over and locates on the products side. Under such conditions the
convective flux of reactants is away from the reaction zone but the diffusion is
able to overcome the negative convection and ensure a net positive flux of reac-
tants enabling an attenuated chemical reaction (Libby & Williams, 1982). This
is evident in Fig. 4.2 which shows w™ profiles of lean methane—air flames in RtP
configuration at various strain rates as a function of distance from the stagnation
plane located at © = 0. The equivalence ratio, ¢, of the mixture is 0.6. The su-
perscript + denotes a quantity normalised appropriately using p,, s and 67. The
thermal thickness is defined based on the temperature gradient in the unstrained

laminar flame as (Poinsot & Veynante, 2001)

T, — T,
50 b

L= AT dn) (4.13)

The reactants stream is in the region x < 0 and the products stream is in the
region x > 0. The strain rate, a, corresponding to each profile is noted in the
figure and its value, as per convention, is equal to the maximum velocity gradient
on the unburnt side of the flame. These profiles are calculated using the OPPDIF
code (Lutz et al., 1997) and the GRI-3.0 chemical mechanism. The product
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4.2 Choice of Flamelet Configuration
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Figure 4.2: Normalised reaction rate, w™, profiles of RtP flames of lean CH,—air
mixture (¢ = 0.6), at various strain rates, plotted against the distance from the
stagnation plane.

stream boundary conditions i.e. equilibrium compositions and temperature are
obtained using the STANJAN code (Reynolds, 1986).

In RtP flames there is no abrupt extinction as in RtR flames but an extinction
regime can be identified when the reaction rate becomes negligible and there is no
net additional product creation (Libby & Williams, 1982). The approach to this
regime is smooth for adiabatic equidiffusive flames, although, abrupt extinction
could occur if the Lewis number is sufficiently far from 1 or under non—adiabatic
conditions (Libby et al., 1983). In this work however, only adiabatic flames are
considered. Another distinction is that RtP flames have a negative displacement
speed when the reaction zone is located on the products side whereas negative
displacement speed is not possible in RtR flames.

Hawkes & Chen (2006) used DNS data to examine the suitability of the RtR
and RtP configurations for flamelet modelling and found that the RtP configu-
ration reproduced the overall turbulent flame characteristics well over a range of
conditions. The trends of displacement and consumption speeds versus the strain

rate in turbulent flames were in reasonable agreement with those in the RtP
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4.2 Choice of Flamelet Configuration

flames, whereas, the RtR configuration showed trends that were qualitatively op-
posite to the DNS data. Furthermore, the turbulent flames were observed to burn
at strain rates much larger than the extinction value of RtR flames and burning
at such high strain rates was better explained by the RtP flames. This too is
evident from Fig. 4.2 which shows considerable reaction rate even at a = 3363 /s
whereas the extinction strain rate for the lean methane-air flame (¢ = 0.6) in
RtR configuration is about 200/s (Law et al., 1986). Also, negative displacement
speeds observed in DNS studies by Gran et al. (1996) and Hawkes & Chen (2006)
can be explained by the RtP but not the RtR configuration. Based on the above
considerations the RtP configuration is chosen in the present formulation.

The quantity w(c = ¢, N. = 1), required to evaluate w, is obtained from a
series of RtP flame calculations i.e. w((,¥) = wrp((, ) in Eq. (4.12), where the
subscript RP denotes RtP flamelets. It is clear from Eq. (4.8) that w is equal to
the volume under the surface defined by the product of wrp((, ) with the pdf
p(¢, ). The surface of W' (¢, NI) obtained from RtP flamelets is shown in Fig. 4.3
for the lean methane—air mixture and in Fig. 4.4 for lean propane-air mixture.
For lean methane—air mixture having Lewis number, Le, less than 1, the surface
has a simply connected topology since the value of N, increases monotonically
with strain rate for all c. However, for the lean propane—air mixture having Le >
1, as the strain rate increases N, decreases first as noted by Sung et al. (1996) and
then increases. Hence, the surface in Fig. 4.4 is folded but it is still integrable.

The response of w(c, N.) to the strain rate is better understood when these
surfaces are viewed as a series of w vs N, curves for different values of the sample
space variable ¢ as shown in Fig. 4.5. Data from the laminar flame calculations
are used to plot representative curves in this figure. The area under each curve
weighted by the conditional pdf, p(1|(), is equal to (w|() in Eq. (4.12). It is also
worth noting that the limits N; and N, are in general different for different (.
The curves shown in Fig. 4.5a are for Le < 1 case and those in 4.5b and 4.5c are
for Le > 1 cases. The unstrained flame value, N,, gives N; and the extinction
limit gives Ny for the Le < 1 case. However, for the Le > 1 case the upper
limit Ny corresponds to the extinction limit but the lower limit N; corresponds
to an intermediately strained value since N, lies between the two. This results

in the reaction rate being multivalued for a certain range of the dissipation rate.
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4.2 Choice of Flamelet Configuration
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Figure 4.3: The surface of w* (¢, N) from RtP flame calculations of lean CHy—air
mixture, ¢ = 0.6.

Physically, this implies that in the domain ¢ € [Ny, N,], there exist two states:
a higher and a lower burning state. Mathematically, the integration of such a

curve, shown schematically in Fig. 4.5d, can be performed in two ways:

(i) The total integral can be written as I; + I5. The area of the “C” portion,
bounded by the solid curve and the dashed line, is I and I is the area
under the solid curve in the domain ¢ > N,. The dashed line is defined by

=N,

(ii) Either the upper or lower branches of the “C” portion can be neglected
which yields a single—valued curve in the domain ¢» € [Ny, N,|. The integral
of this single-valued curve will be I; and I, is the same as before. It is
more likely that the higher burning state occurs in turbulent flames of large
Damkohler number and hence neglecting the lower branch is probably more

physical.

Preliminary calculations show that the two approximations above yield mean
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4.3 Shapes of the PDFs
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Figure 4.4: The surface of ™ (¢, N) from RtP flame calculations of lean C3Hg—air
mixture, ¢ = 0.8.

reaction rate values very close to each other for Le > 1 mixture. This will be ev-
ident from calculations of statistically planar one-dimensional flames in Chapter
7. It must be noted that the characteristics of a w(c, N.) surface are governed by
the mixture Lewis number and not its equivalence ratio. Rich methane—air mix-
tures with Le > 1 have the same characteristics as the lean propane-air mixture
and this is evident from Figs. 4.5b and 4.5c. The proposed modelling formulation
is equally applicable for both rich and lean mixtures. We now turn the attention
to the other unknown quantities in Eq. (4.11); the pdfs p(¢) and p(¢|().

4.3 Shapes of the PDFs

As noted in Section 2.2.3, a BML type shape for p({) has the drawback that
it neglects the contributions from the reacting part of the flamelet, 0 < { < 1
yielding a zero mean reaction rate value. One approach to overcome this is to

relate the burning mode, f(¢) in Eq. (2.21), to the inverse of the progress variable
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Figure 4.5: Representative curves of wt vs N conditioned on the progress vari-
able ¢ for three cases: (a) methane-air, ¢ = 0.6, Le = 0.96, (b) propane—air,
¢ = 0.8, Le = 1.83 and (c) methane—air, ¢ = 1.4, Le = 1.17 . The ¢ = 0.7 curve
for the propane-air case is shown in (d) and its integration is discussed in the

text.
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4.3 Shapes of the PDFs

gradient in an unstrained laminar flame (Bray, 1980; Bray et al., 2006)
ac 17"
d(xz/6)]

Another alternative is to reasonably presume p(() to be a beta—pdf (Poinsot &

70 = [ (4.14)

Veynante, 2001) as has been done in many earlier works (Bradley et al., 1994;
Schneider et al., 2005). The BML-pdf is valid in the limit of large Da and in
this limit the normalised variance, g = cA”E /¢(1 — ¢), becomes nearly equal to
1. However, experimental studies of Chen & Bilger (2001a, 2002) show that
for flames with moderate Da, even though the pdf resembles the BML model
with peaks at 0 and 1, the contribution of the burning mode is non—negligible.
Furthermore, the peak values of g in the flame brush were as low as 0.4 and
the beta—pdf reasonably represents the experimental pdfs (Chen & Bilger, 2002).
Accordingly, the beta shape is presumed for the density weighted pdf

PO = rs i & =P (4.5

where the parameters are

aza(a{:a-q), mﬂ,b:a<i—1>. (4.16)

2
c’ C

The gamma function is defined as
+oo
['(z) = / ettt dt. (4.17)
0

Note that p(¢) is related to the density weighted pdf via (Swaminathan et al.,

1997)

p6) = 2 - 1T ). (4.18)

Since the progress variable gradient is produced by chemical reactions and

the flamelets are spatially intermittent inside the flame—brush, one can take the
conditional dissipation rate pdf, p(u|(), to be log-normal. Experimental (Chen
& Bilger, 2002) and DNS (Swaminathan & Bilger, 2001b) studies show that the

scalar dissipation is log—normally distributed. However, this is an open issue and
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4.4 Conditional Mean Scalar Dissipation Rate

further experimental and DNS studies examining this pdf are required. Presum-

ing the log—normal shape one can write

1 1 ,
PO = e { bl — | (41)

where the mean and variance of natural logarithm of the conditional dissipation

rate, In(¢|¢), are respectively denoted by py, and 0%, . These two quantities are
related to the conditional mean, (N.|¢), and conditional variance, G%_, of the

dissipation rate respectively through the relations (Peters, 1984)
(N.|C) = exp(pn, + 0.5012\,0) and G?VC = (N.|¢)?(exp azzvc —1). (4.20)

A nominal value of oy, is taken to be 0.3 and this value is found (Rogerson et al.,
2007) by analysing the DNS data of Nada et al. (2004). The sensitivity of the
model predictions to the value of oy, is a subject for future studies. Now, it is
clear that only the conditional mean dissipation rate (IN.|() is required to get the
pdf using Eq. (4.19).

4.4 Conditional Mean Scalar Dissipation Rate

Klimenko & Bilger (1999) consider the closure of the conditional mean scalar
dissipation rate in the context of CMC and prescribe an approach based on the
pdf transport equation. The equation for p(¢) can be written as (Veynante &
Vervisch, 2002)

20O+ ol 1) )+ 2 6 9(0) =~z o (NI p(Q)) - (421

The terms in the LHS can be integrated twice to yield closed form expression for
[(N.|C) p(€)], subject to the appropriate pdf boundary conditions. The resulting
closure for (N.|¢) will be consistent with the pdf equation. This approach was
originally developed for the mixture fraction pdf, p(§), whose transport equation
has no reaction term. Although more rigorous, this is difficult to adopt for the
case of a progress variable due to the presence of the reaction term. However, it

is worth exploring in future studies.
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4.4 Conditional Mean Scalar Dissipation Rate
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Figure 4.6: Profiles of N.(()/N.(¢*) for three mixtures: (a) CHy—air of ¢ = 0.6;
(b) CHy—air of ¢ = 1.0 and (c) C3Hg—air of ¢ = 0.8. The unstrained flame is the
solid and strained flames are dashed curves.

Alternatively, a closure based on physical arguments can be developed. In
the context of strained flamelet approach, since the turbulent flame is treated as
an ensemble of strained laminar flamelets, the conditional dissipation rate can be
taken to be

(Ne[¢) ~ /NC(C,a) p(a) da , (4.22)

where N.((, a) is the scalar dissipation rate in a flamelet subject to a strain rate a.
The asymptotic studies of RtP flames (Libby & Williams, 1982; Libby et al., 1983)
showed that the strain rate primarily influences the progress variable gradient at
the inner reaction zone, denoted by (* in the discussion below, which in turn

dictates the gradient at other locations. Thus, one may expect

Ne(¢,a) = Ne(¢,a) f(C) - (4.23)

This approximation is evaluated in Fig 4.6 using the results of laminar flames
calculations for different values of @ and for three mixtures; lean (¢ = 0.6) and
stoichiometric (¢ = 1.0) methane-air and lean (¢ = 0.8) propane—air mixtures.
Figure 4.6a and 4.6b are for the methane-air flames and Fig. 4.6c is for the
propane-air flame. These curves are obtained from calculations using the PRE-
MIX (Kee et al., 1985) and OPPDIF codes and detailed chemical mechanisms.
The mechanism of Sung et al. (1998) for propane-air mixtures is used. The solid

curve in Fig. 4.6 corresponds to the unstrained laminar flame while the dashed
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4.4 Conditional Mean Scalar Dissipation Rate

curves correspond to increasing strain rates upto a point where the reaction zone
just reaches the stagnation plane in an RtP opposed flow configuration. This
strain rate value is 500/s for lean CHy—air, 1800/s for stoichiometric CHy—air and
1200/s for lean C3Hg—air respectively. The inner reaction zone corresponds to the
location of maximum fuel consumption rate and it remains reasonably constant
at (* ~ 0.8, 0.7 and 0.62 respectively, over the range of strain rates considered
in these flames. Although the collapse of the curves in the thermal regions is
not ideal, it is reasonable for the most part of flames where chemical reactions
are expected to be intense, providing good support for the approximation in Eq.
(4.23).

Substituting the approximation (4.23) into Eq. (4.22) results in (V,|¢) =~
(N.|¢*)f(C), which, when combined with Eq. (3.8), gives

& /0 (NLICY £(C) B(C) de (4.24)

leading to
e 1(¢)

Jo (0 B(C) dC
Any of the curves in Fig. (4.6) can be taken to approximate f(¢) and hence we

(Nel¢) (4.25)

choose the curve corresponding to the unstrained flame.

The Eqgs. (4.11), (4.12), (4.18), (4.19) and (4.25) constitute a closure for the
mean reaction rate w provided a model for the mean scalar dissipation rate, €., is
available. The mean reaction rate can be calculated a priori and tabulated as a
function of ¢, CA”5 and €.. The progress variable mean, ¢, and variance, CA”E , can be
obtained from solving their transport equations (2.15) and (3.1) respectively. The
mean scalar dissipation rate, €., can also be obtained from a modelled transport
equation or an algebraic model. However, as noted in Chapter 3, existing models
are based on passive scalar ideas whereas c is a reactive scalar. The next chapter
is devoted to the challenging but important task of providing a closure for €.

A consistent closure can also be written for the mean species mass fraction as

Vo= [ 0410 p(0) e, where, (Vale) = [ Varo (60 p010) b (426

Ny
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4.5 Summary

The upper limit, N, is determined using the extinction limit given by (Libby &
Williams, 1982)
1.
d
fo 1W.RP(C) ¢ <01
Jo @o(C) dC

This criterion is a practical limit and not a theoretical one. The upper limit, N,

(4.27)

can be infinity in principle but for ¢ > N, there is negligible chemical reaction.
Also, the limits N; and N5 do not cover the negative stretch rate regime and this

is a limitation of the RtP configuration.

4.5 Summary

A strained flamelet model for turbulent premixed combustion is proposed. The
flamelets are parametrised using the scalar dissipation rate, N, since the stretch
rate parametrisation is not valid for high values of stretch. The scalar dissipation
rate is defined at every location in the flame front and asymptotic studies (Libby
& Williams, 1982) have shown that IV, is closely related to the flamelet structure
both at low and high stretch rates which motivated its choice as a parameter.
Strained laminar flames in Reactant—-to—Product (RTP) opposed flow configura-
tion are chosen to represent the flamelets since recent DNS studies (Hawkes &
Chen, 2006) have shown that they reproduce the turbulent flame characteristics
well. A closure for the mean reaction rate, w, of the progress variable, ¢, is ob-
tained using Eq. (4.8) and presuming shapes for the pdfs of the progress variable
and the conditional scalar dissipation rate. A G—pdf is used for the marginal pdf
p(¢) and a log—normal pdf is used for p(INV.|(). The required conditional mean
scalar dissipation rate, (N.|(), is to be obtained from the mean scalar dissipation
rate, €., which needs to be modelled. The modelling of €. is studied in the next

chapter.

o2



Chapter 5

Modelling of Mean Scalar
Dissipation Rate

The modelling of unconditional mean dissipation rate of the progress variable is
addressed in this chapter. This quantity is a central modelling parameter in the
flamelet formulation described in the previous chapter, as well as other modelling
approaches. An exact transport equation for this quantity, which was derived in
a recent work (Swaminathan & Bray, 2005), will be presented first. Modelling of
various leading order terms of this transport equation will be discussed leading
to an algebraic closure for the mean dissipation rate. The algebraic model will
be validated by making comparisons with DNS data.

It is worthwhile to make a few observations on the common practices of mean
scalar dissipation rate modelling. By far the most popular closure is the classical
passive scalar model given in Eq. (3.11), with the constant Cy = 1.0. The quantity
Cy = (&/ o )/(E/k) is the ratio of turbulenceto-scalar time scales and a constant
value is based on the notion that the scalar fluctuations decay rate is proportional
to the velocity fluctuations decay rate. Hence this model is sometimes referred
to as “linear relaxation model”. Based on an initial survey of experimental data,
Pope (1985) questions the universality of value of Cj, especially for scalar fields
in decaying turbulence. However, the DNS study of Eswaran & Pope (1988) later
confirmed that, even for a wide variation in the initial value of scalar integral
length scale, Cy tends to a value of about 1.0 after some early transients. Although
this model is applied in a variety of scenarios, it is strictly valid for a passive

scalar transport in incompressible turbulence. However, it has often been used to
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5.1 Transport Equation

model the mean and the cross dissipation rates involving reactive scalars without
sufficient justification. Chomiak et al. (1991) prescribe a modification to C, with
a dependence on the Prandtl number, Pr, and the Reynolds number, Re, but
suggest that the reactiveness of a scalar has no influence. It will be shown later
that when the physics of reactive scalars are appropriately accounted, a chemical

time scale appears in the scalar dissipation rate model naturally.

5.1 Transport Equation

An exact transport equation for €. was derived by Swaminathan & Bray (2005) :

ope.  Opu;e, O O€. 92 \?
= D.— ) —-2p( Do—F+— v+ Ty +T54+ 7T, (5.1
ot + c%j 8mj p al‘j P 61’]‘ 8xk tht+hhtdst 4< )
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T, =— I — 20D, | !
! 8x]~ p (u] 8$k> 6xj 8£L'k
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Ty = 2pe.—
2 pe 8:171
oc ( acr ou! e ol o AN
T; = —2pD. L1 —2pD. — —20D, | — i’}
5 P Ox; \ Oxy Oxy, P Oz Oxy, Oxy, P (8;@- 8:ck) oy,
rl?gl T‘; 1?3,3

Ty

oz, Oy,
when the diffusivity D, has a weak dependence on temperature. A similar equa-
tion was also derived earlier but with a constant density approximation by Borghi
and co-workers (Borghi, 1990; Mantel & Borghi, 1994; Mura & Borghi, 2003).
The various terms in Eq. (5.1) have the following meaning. The left hand side
represents temporal and convective changes of €.. The molecular diffusion and
dissipation are denoted by D; and D, respectively. The effects of dilatation rate
is represented by T, which results from the density change across the flame front
and hence this term is absent in the equation derived by Mantel & Borghi (1994).

This term is generally positive representing a source contribution to €, evolution.
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5.2 Modelling of Dominant Terms

The turbulence—scalar interaction is represented by 75 and the predominant con-
tribution to this term comes from T3, (Chakraborty & Swaminathan, 2007a;
Swaminathan & Grout, 2006) which is traditionally considered to be positive.
The influence of chemical reaction is denoted by Tj.

For large Reynolds and Damkohler numbers, the order of magnitude analysis

(Swaminathan & Bray, 2005) showed the following balance at leading order:
T2 + T32 + T4 — Dg ~ (. (52)

All of these terms are unclosed and need to be modelled. Swaminathan & Bray
(2005) discussed the past modelling studies underpinned by passive scalar tur-
bulence physics. It has been recognised recently (Chakraborty & Swaminathan,
2007a; Swaminathan & Grout, 2006) that the heat release strongly influences
turbulence scalar interaction and models based on passive scalar ideas need to
be revised. Accounting for these findings led to precise modelling of these terms
by Chakraborty et al. (2008). Our interest is on a simple algebraic model for
the mean scalar dissipation rate which can be obtained from the leading order
balance in Eq. (5.2). Modelling of the terms in this equation follows the study
of Chakraborty et al. (2008) in a broad sense and the details of these models are

discussed in the next section.

5.2 Modelling of Dominant Terms

The modelling of each of the terms in Eq. (5.2) is considered in this section.

5.2.1 Dissipation—Dilatation correlation, 7,

The term 75 denotes the correlation between dissipation and dilatation rates
and a model for this term can be obtained by adopting the BML-type pdf from
Eq. (2.21). Since the dilatation rate is zero everywhere except inside the flame

front, T5 must be proportional to v* as

Ty = 2y / PNV - (C) dC . (5.3)
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5.2 Modelling of Dominant Terms

In the limit of large Da the internal structure of the flamelet is less likely to be
disturbed by the turbulence and hence, making use of Eq. (2.30), Swaminathan
& Bray (2005) propose:

4K, S\ _~
Tz:m(%) e (54)
where
_ (02 JApNA(V - w)}g () d¢
Kc‘<si) TonfOdc (5:5)

The notation {}9 denotes quantities corresponding to an unstrained laminar
flame. It is clear that the values of K. cannot be chosen arbitrarily once the
internal flamelet structure is specified. The values of K, for methane—air and
propane—air mixtures at various equivalence ratios are given in Table 5.1. These
are calculated from planar laminar flame results. The values for stoichiometric

methane—air flames at elevated pressures are also given in Table 5.1.

Table 5.1: T3 Model constants K. and K.

CHy—air, p = 1 atm CHy—air, ¢ =1 CsHg—air, p = 1 atm
o | T | KJr | K/t |p(atm) | 7 | K7 | KS/T| ¢ T | K.Jt | KT
0.6 | 458 | 0.24 | 0.82 1 6.48 | 0.18 | 0.87 | 0.6 | 4.74| 0.27 | 0.85
0.7 15.17] 0.21 | 0.83 1.5 6.51 | 0.18 | 0.86 | 0.7 | 5.36 | 0.23 | 0.86
0.8 570 | 0.19 | 0.84 2 6.52 | 0.19 | 0.85 | 0.8|591 | 0.20 | 0.88
0.9 6.17| 0.18 | 0.85 3 6.54 | 0.20 | 0.85 [ 09]6.36 | 0.19 | 0.90
1.0 1 6.48 | 0.18 | 0.87 5 6.56 | 0.21 | 0.85 | 1.0 | 6.62 | 0.18 | 0.92
1.1 1642 | 0.19 | 0.88 10 6.59 | 0.23 | 0.84 | 1.1 ]6.59 | 0.20 | 0.94
1.2 16.17 | 0.23 | 0.89 20 6.62 | 024 | 0.84 | 1.2 ]16.36 | 0.24 | 0.96
1.4 1564 | 029 | 091 1.4 1583 | 031 | 0.99

It was shown in earlier studies (Chakraborty et al., 2008; Rogerson & Swami-
nathan, 2007) that for large Da flames the weight of the burning mode can be
expressed as v* = pe./ [ pN? f(¢) d¢. Using this v* one obtains

Ty =2 (S—L) K:pé, (5.6)
5

where

- (20) L 1O o

T\ TN RO & oD
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5.2 Modelling of Dominant Terms

The model in Eq. (5.6) is similar to that in Eq. (5.4) but with a distinctly different
model constant. The values of K for various cases are also listed in Table 5.1 and
it is evident that the variation in K} /7 with equivalence ratio, ¢, is less than 10%,
while the variation in K./7 is nearly 60% in methane-air flames. A similar trend
is also noted for propane-air flames. Even for elevated pressures, K./T varies
substantially whereas K¥/7 remains almost constant. The sensitivity of K./7 to
the equivalence ratio is because of N7 sensitivity to the flamelet structure. This
high sensitivity is not desirable from the modelling point of view and thus the
model in Eq. (5.6) is preferred. The comparison of this model with DNS data
was observed to be very good in earlier studies (Kolla et al., 2009; Rogerson &
Swaminathan, 2007).

5.2.2 Turbulence—Scalar interaction, T3

The tensor scalar product of turbulent strain rate and scalar gradient represents
the turbulence-scalar interaction denoted by T3, in Eq. (5.1). This term can be

written as

Ts59 = —2pec(acos b, + Bcosbs + ycosb,) , (5.8)

using the eigenvalue decomposition, where «, 3 and v are the eigen values of the
turbulent strain tensor Ou}/dz;. The eigen values are ranked as a@ > 3 > v, «
being the most extensive principal strain rate and ~ being the most compressive
principal strain rate. The relative orientation of the scalar gradient vector with
respect to the eigen vector corresponding to « strain rate is denoted by 6,. Thus
it is clear that the source or sink nature of T3, is dictated by the predominant
alignment of the scalar gradient with the eigen vectors. It is well known (Ashurst
et al., 1987; Batchelor, 1952) that the scalar gradient preferentially aligns with the
most compressive principal strain rate in turbulent flows yielding a source contri-
bution from T35. Recent studies (Chakraborty & Swaminathan, 2007a; Hartung
et al., 2008; Swaminathan & Grout, 2006) clearly showed that the scalar gradient
aligns preferentially with the most extensive principal strain rate in regions of
intense heat release. This is because of the competition between dilatation rate
and turbulent strain rate (Swaminathan & Grout, 2006).
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5.2 Modelling of Dominant Terms

The dilatation rate can be scaled as ~ 759/09 while the turbulent strain
rate can be scaled as ~ £/ k. When the dilatation rate overcomes the turbulence
strain rate, T3, becomes negative and it dissipates the scalar gradient. To capture
this behaviour, a model for T3, is proposed as below following recent studies
(Chakraborty & Swaminathan, 2007b; Chakraborty et al., 2008). The turbulent
strain rate effect is modelled as Cspe.(¢/k) while the strain rate due to heat
release is modelled as —7Cype.(s9/89), where C3 and Cy are model constants.

Combining these two contributions, one gets:

€ ~
T3y = [03 - 7'C'4D3L] (z) P €c, (5-9)

where

(/o)

(€/k)

is the local Damkéhler number. In a similar expression proposed earlier (Chakraborty
& Swaminathan, 2007b; Chakraborty et al., 2008), a density weighted Damkohler

number Daj = (p,Day,/p) was used instead of Day,. The model constants

(5.10)

C3=15 and Cy=1.1(1+Ka)* (5.11)

are suggested by Chakraborty & Swaminathan (2007b). These forms were pro-
posed so that Eq. (5.9) reduces to the classical expression signifying a source,
when Da;, — 0 and/or Ka — oco. Also, the classical form is recovered when
T=0.

The classical model for €. from Eq. (3.11), which is strictly for a passive
scalar, can be written as €. = Cy(€/ /%)2’75 , where, as noted earlier, Cy is the ratio
of integral time scales of turbulent velocity fluctuation to scalar fluctuation. This
model can also be obtained by balancing T35 and D, in Eq. (5.2) when the scalar
is passive (Mantel & Borghi, 1994). Hence C5 in Eq. (5.9) is directly related to the
time scale ratio, C,. For a passive scalar the time scale ratio is typically about 1
but in premixed flames its variation is large (Mantel & Bilger, 1995; Swaminathan
& Bray, 2005). These analyses showed that Cy ~ 0.05 within the flame-brush.
The classical model with Cy ~ 1 will over predict the scalar dissipation rate and it

is also evident that this model is strictly not valid for turbulent premixed flames.
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5.3 Algebraic Model for €,

In order to satisfy this change in the time scale ratio the model constant C is
modified as
Cypm 0 (5.12)
(1+Ka™)
so that (5 & 1.5 when Ka is large and C5 would decrease as Ka decreases. For

the present work m is taken to be 0.5.

5.2.3 Flame front curvature, (7, — D)

It was shown by Mantel & Borghi (1994), Mura & Borghi (2003) and Swami-
nathan & Bray (2005) that (T — Dy + Dy) is related to the flame front cur-
vature contribution and accordingly an algebraic model was proposed for this
using flamelet theories. However, D, is a closed term and the order of magnitude
analysis by Swaminathan & Bray (2005) showed that it is not of leading order
when the Damkohler and Reynolds numbers are large. Thus, after excluding D,
a revised model was proposed by Chakraborty et al. (2008) based on DNS data

analysis. This model is

~2
€c

(Ty — D) = —p3 ﬁé(l—é)’

(5.13)

where ' = 6.7, is a model constant. Since RS ¢(1 — ¢) for high Da flames,
Eq. (5.13) can be rewritten as
~2

(Ty— Do) = -5 < . (5.14)

2
Cl/

The recent analysis by Chakraborty et al. (2008) showed that dissipative na-
ture of Dy overwhelms contribution from T, thereby making (T, — Ds) negative

throughout the flame brush, which justifies the negative sign in Eq. (5.13).

5.3 Algebraic Model for e,

Apart from the classical model, algebraic models for €. have been proposed in the

past. The recent models are briefly discussed first before deriving and analysing a
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5.3 Algebraic Model for €,

new model. Combining the relation w ~ p,s¢3 (Bray et al., 1989) with Eq. (2.30),
Vervisch et al. (2004) obtained

(20, -1 e ?
PEc = (T) pusL‘—‘|VC| (m) ) (515)

where = = 3/|V¢| is the flame wrinkling factor commonly used in the flame
surface density modelling. However, to evaluate €. from Eq. (5.15) one requires
to model = which is beyond the scope of this study. Furthermore, such modelling
attempts can be viewed as relating two unknowns, €, and X, via a third unknown
w. The last factor containing 2 is introduced intuitively to ensure that €. goes
to zero when 2 goes to zero. An interesting comparison of this model to DNS
data is shown by Vervisch et al. (2004). Fiorina et al. (2005) employ this model
for RANS calculations with a nominal value for the unknown quantity =.

Borghi and his co-workers (Borghi, 1990; Mantel & Borghi, 1994; Mura &
Borghi, 2003) proposed a model:

_ 20, 9 =\ —
e~ (1 n CSL> (C 5) ¢ C. =01, Cp=021, (5.16)

= D=
3Vk k
when <\/Z/ s%) > (0.067, based on the analysis of €. transport equation but with

constant density assumption. This limitation is remedied by Swaminathan &

Bray (2005) in the following model by allowing the density to vary across the

flame front:

e~ (1 + 2056‘9—0{) (CDCi + ODi) &2, Cp, = 0.24. (5.17)
3 \/% )3 L

The relaxation of the constant density assumption allowed a chemical time scale
to appear naturally and explicitly in the model. If the laminar flame scales are
used to normalise Eq. (5.17), it follows that €. scales as (s9/09) for large Da
flames (Bray & Swaminathan, 2006). Such explicit scaling is not apparent in the
other models for the scalar dissipation rate.

The model constant Cp, is proportional to K, in Eq. (5.4) and hence the
scalar dissipation rate model given by Eq. (5.17) is sensitive to the flamelet struc-

ture. Furthermore, the classical model for T3, based on the alignment of scalar
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5.3 Algebraic Model for €,

gradient with the most compressive eigen vector of turbulent strain rate, is used
to deduce Eq. (5.17). Thus this model does not incorporate the change in the
alignment characteristics noted earlier in subsection 5.2.2. To account for the
correct physics, a new model is derived by using Egs. (5.6), (5.9) and (5.13) in
Eq. (5.2):

—~

&~ é ( K:% +[Cs — TC4DaL]%> . (5.18)
It should be noted here that this model is strictly valid for large Damkdohler
number and it is straightforward to see that €. scales as (s /d9) in this limit. It
is worth mentioning that Eq. (5.18) includes the chemical time scale, which is
important (Swaminathan & Bray, 2005), and it incorporates the correct physics
of turbulence-scalar interaction which is absent in Eq. (5.17). Furthermore, the
heat release parameter 7 appears explicitly in Eq. (5.18) unlike in the earlier
models. These models predictions will be compared to DNS data in Section 5.4

while our immediate attention is focussed on realisability of the model given by
Eq. (5.18).

5.3.1 Realisability

Duclos et al. (1993) noted that f @ dv given by various flame surface density
models has to be finite for realisability. This condition from Eq. (2.30) implies
that €, must be bounded within the flame brush. Furthermore, Eq. (2.30) suggests
that €. should be zero at the flame brush boundary. Also, €. — 0 when =0
as noted by Vervisch et al. (2004) which is equivalent to the condition given by
Duclos et al. (1993). This was the reason for adding the last factor proportional
to ¢ in Eq. (5.15). It is straightforward to see that Eq. (5.18) satisfies all of
these criteria. The remaining concern is on simple physical realisability, i.e., the
semi-positive definiteness (€. > 0) of the scalar dissipation rate. Equation (5.17)
automatically satisfies this criterion but it is not obvious for Eq. (5.18).
This equation is rearranged as
~ 1 59 g

~ = (2K — 1Oy 2k 4 02 ) e, 1
€e 7 ([ ; 7'6’4]52 +03k:)c (5.19)
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5.4 Validation

It is clear that a sufficient condition for the physical realisability is

2K
C—Cy>0. (5.20)

T

The constant Cy is 1.1(1 + Ka)™%* and thus C; < 1.1 for any value of Ka. On
the other hand K}/7 > 0.8 for methane-air and propane—air mixtures as in Ta-
ble 5.1!. For hydrogen-air mixtures, the laminar flame calculations yield K*/7 ~
0.65 (Rogerson & Swaminathan, 2007). Hence, although K is weakly depen-
dent on fuel, the sufficient condition (2K}/7 — C,) > 0 will always be satisfied
thereby making the current model unconditionally realisable. 1t is worth noting
that while the models for T; and T35 along with their respective constants were
proposed independently to capture the relevant physics, the algebraic model for
€. is automatically unconditionally realisable. Furthermore, if a density weighted
Damkohler number is used instead of Day, in Egs. (5.9) or (5.18), then the suffi-
cient condition becomes [2K} /7 — (p./p)C4] > 0 which is not guaranteed always
since p,/p = (1 4 7¢). The unconditional realisability of Eq. (5.18) noted above
is an indication that correct physics is captured by the model. However, DNS
comparisons presented in the next section provide more rigorous validation for
the model.

5.4 Validation

The algebraic scalar dissipation rate model derived in the previous section is
validated using DNS data in this section. Before discussing these results, the
attributes of the DNS data are briefly discussed first.

5.4.1 Attributes of DNS data

Five different DNS datasets are considered in this study. The main attributes of
these data sets are given in Table 5.2 and are also shown in the regime diagram in
Fig. 5.1. All these cases directly simulated the propagation of a premixed flame

in three dimensional homogeneous turbulence. Turbulence inflow and outflow

Tt is believed that even for higher hydrocarbons including paraffins and aliphatic
compounds, K} /7 ~ 0.8 to 0.9. This needs to be verified with either flame calculations or
experiments.
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5.4 Validation

boundary conditions were applied in the direction of mean flame propagation
and periodic boundary conditions were used in the other two directions. It is
evident from Table 5.2 and Fig. 5.1 that the flames cover a range of combustion
conditions, viz. the wrinkled flamelets, the corrugated flamelets and the thin

reaction zones regime, all with Da>1.

Table 5.2: Initial parameters of DNS data used.

Flame «'/s§ A/§ Re Da Ka

R1 1.41 283 56.7 20.1 0.37

R2a 0.85 78.0 106.8 91.8 0.2

R2b 1.70  39.0 106.8 229 0.8

R2c 3.40 19.5 106.2 5.7 3.2

R2d 3.38 41,5 201.7 123 1.5

1000 — Distributed reaction
zones
100 - AT
Ka :}p,Qx" Thin reaction
u'/sg, - zones
104 Da = Ka:l
e=1 T
P???—,‘"“RQd Corrugated
- Rl” R2b
14 $#R2a
Wrinkled
0.1 \ \ \ \
0.1 1 10 100 1000
A/S

Figure 5.1: Attributes of the DNS data on the combustion regime diagram.

The case R1 was simulated by Rutland & Cant (1994) using a single ir-

reversible reaction with large activation energy. In R2 cases a stoichiometric
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5.4 Validation

hydrogen-air flame was simulated (Nada et al., 2004) with detailed kinetic mech-
anism involving 27 reactions and 12 reactive species. Reactant mixtures preheated
to 700 K were used. The DNS data at about 4.4 initial eddy turnover time from
the case R1, and at about 2.5 initial eddy turnover time from the set of R2 cases
are considered for the present analysis. Full details of these DNS can be found
elsewhere (Nada et al., 2004; Rutland & Cant, 1994).

5.4.2 Comparisons with DNS data

It is to be noted that the models discussed in Sections 5.2 and 5.3 were developed
using DNS data which are completely different from the DNS data used here.
The predictions of various scalar dissipation rate models given in Section 5.3
are compared to the DNS results in Fig. 5.2. The superscript ‘4’ denotes that
€. is normalised using s¢ and 09 appropriately. The progress variable ¢; is the
local temperature increment (7" — T,) normalised by the maximum temperature
increment observed in the respective DNS. Since model of = is kept beyond the
scope of the present study, model prediction of Eq. (5.15) is not shown. One-
fourth of the values predicted by the classical model, Eq. (3.11), are also shown in
Fig. 5.2. The values of model constants used are those given in Section 5.3. Since
the R2 DNS considered hydrogen-air mixture, K*/7 = 0.65 is used but for R1 case
K/7 =0.85. It is evident from Fig. 5.2 that Eq. (5.18) satisfactorily predicts the
scalar dissipation rate demonstrating the model capability across the combustion
regimes. While there is a slight over prediction for the R1 and an under prediction
for the R2b and R2d cases, the overall agreement might be considered reasonable.
The predictions of Eq. (5.17) also appear reasonable although an over prediction
is observed for the R2a case. However, this model does not incorporate the correct
scalar gradient alignment physics as noted in Section 5.2. Figure 5.2 also shows
that Eq. (5.16) under predicts the scalar dissipation rate while the classical model
over predicts the values by nearly a factor of four. It was observed that the Ka
dependence of C3 in Eq. (5.9) is required for correct prediction of €. by the model
in Eq. (5.18). This modification to Cj allows for a slow change of Ty effects

across the flame—brush.
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Figure 5.2: Comparisons of €, predicted by various models with DNS data.



5.5 Summary

5.5 Summary

An algebraic model for the Favre averaged scalar dissipation rate, €., is derived
for high Damkohler number turbulent premixed flames. This model is based on
the leading order balance of an exact transport equation for €., which includes
the effects of dilatation, interaction of turbulence and scalar gradients, chemical
reaction and dissipation processes. The model for €. is examined for its physical
realisability and it is shown that the proposed model is always unconditionally
realisable. Predictions of this new algebraic model are compared to DNS data of
turbulent premixed combustion in different regimes and the agreement is found
to be satisfactory.

Direct validation of the €. model with experimental data could not be per-
formed since extensive measurements of this quantity are currently scarce. Accu-
rate measurement of €. is made difficult by the stringent resolution requirements
for measuring the steep scalar gradients (Bilger, 2004b). However, an indirect ex-
perimental validation is possible via the turbulent flame speed; a quantity which
has been widely measured in a variety of flame configurations and over a wide

range of conditions. Such an indirect validation is performed in the next chapter.

66



Chapter 6

Turbulent Flame Speed

The aim of this chapter is to provide an indirect experimental validation for the
algebraic mean scalar dissipation rate model via turbulent flame speed. The an-
alytical framework that establishes a mathematical link between these two quan-
tities is presented first that yields an algebraic expression for the latter from the
model for the former. The characteristics of this flame speed expression will be
examined in relation to some well known theories. Attention is then paid to the
various definitions of turbulent flame speed adopted in experiments so as to iden-
tify the definition that corresponds to the algebraic expression being considered.
Experimental data are accordingly chosen for validation and comparisons, which

will be discussed.

6.1 Expression for Turbulent Flame Speed

Turbulent flame speed, Sr, is a fundamental quantity in turbulent premixed
flames. It signifies the intensity of burning and it is influenced by the dynamics of
both large and small scales of turbulence, and turbulence—chemistry interaction.
It has been the subject of a large number of theoretical and experimental studies
(see for example Bradley (2002); Driscoll (2008)) and it is known to be central
in many premixed flame modelling methods such as the Flame Surface Density
(FSD) models (Veynante & Vervisch, 2002), the Turbulent Flame speed Closure
(TFC) (Zimont, 2000) and the G—equation approach (Peters, 1999). Many of the

existing flame speed expressions are based on semi—empirical scaling laws (Giilder,
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6.1 Expression for Turbulent Flame Speed

1990) while others have used the physics of passive scalar dynamics (Kerstein &
Ashurst, 1992; Ronney & Yakhot, 1992; Yakhot, 1988). As noted in Chapter 3
the fine scale mixing rate strongly influences the burning rate in turbulent flames
and hence the flame speed. Consequently, the reactive scalar physics inherent in
the €. model discussed in the previous chapter will have implications on St as
well. This provides the motivation to test the €. model by making turbulent flame
speed predictions. This is made possible by the Kolmogorov—Petrovskii—Piskunov
(KPP) analysis (Duclos et al., 1993; Lipatnikov & Chomiak, 2002) which yields:

o= 2\/(puVéCc) (63_2)@0 ’ o

where v; = p;/p is the turbulent diffusivity. From Eq. (2.30) one can write

o 2 e,
(%)M “oc, —1 ( bR )M (6:2)

for large Damkd&hler number flames. Substituting for the €. model from Eq. (5.18)

in the above two equations, and noting that for large Da, ¢* ~ ¢(1 — ¢), yields

after some algebra

() = { g e e (28) 22 (]} e

In obtaining the above equation the standard closure for turbulent diffusivity

v = C,k%/Z (see Eq. (2.9)) is employed and the simple scaling laws; k = 3u/*/2,
&= /A are used. The value of Sc. is taken to be 1. Apart from the standard
modelling constants C,, and C,,, all the constants in Eq. (6.3) are from the €.
model. To reiterate, each of these constants represents an important aspect of
scalar mixing physics: K denotes the effects of dilatation rate, C's and Cy repre-
sent the interaction between turbulence strain and the scalar gradient, 3’ denotes
flamelet curvature contribution. The KPP analysis will be closely examined in
Section 6.3 in light of the various definitions of turbulent flame speed in experi-
ments. But first we turn our focus on the characteristics of the algebraic flame

speed expression
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6.1 Expression for Turbulent Flame Speed

6.1.1 Analysis of the Flame Speed expression

In Eq. (6.3) one can see the dependence of S on v’ and A coming out naturally
from the modelling of ¢.. The role of turbulence length scale on the flame prop-
agation is well established (Abdel-Gayed et al., 1987; Bray, 1990; Peters, 1999).
Dependence on 7 is also seen in Eq. (6.3) which is not shown by many existing
expressions. Although Eq. (6.3) seems to involve many parameters, a close study
shows that only three parameters: u’, A and the fuel type can be varied indepen-
dently. From an experimental point of view this corresponds to two independent
conditions, the turbulence (with two independent parameters u’ and A) and the
fuel mixture (characterising the thermo-chemistry with s7, 69, 7 and K}).

For a scalar propagating passively, Eq. (6.3) reduces to (Sr/s9) ~ (u'/s9)
since K} = Cy = 0. A similar scaling is seen in the classical expression (Lipatnikov
& Chomiak, 2002): (Sr/s%) =1+ C(u'/s)™ when (u'/s%) >1. Hence Eq. (6.3)
can be seen as a special case of the classical form with the constant C' dependent
on the length scale ratio (A/d9). In his seminal work, Damkdéhler (1940) proposed
that for low turbulence intensities (S7/s9) ~ (Ar/A.) where Ar is the area of
the wrinkled flame surface and A, is its projected area. This yields the linear
dependence:

S—Z =1+ %/ . (6.4)
ST SL

For high turbulence intensity cases, Damkdhler postulated that

Se (o N\ (AN (6.5)
9 Dy, $90 ' '

The similarity of this result to the first term on the right hand side of Eq. (6.3)

is to be noted. The second term can be seen to correspond to the linear depen-

dence noted above. Kerstein & Ashurst (1992) consider the flame as a passive
interface and study its dynamics in turbulent flow. Their analysis yields a scaling
(Sr/s%) ~ (u'/5%)*? in the limit v’ << s, and in the limit u' >> 59 the scaling

—3/4 was reported.

St ~ v’ multiplied by a factor In(u'/s9)
To further examine the characteristics of Eq. (6.3) in the two limiting cases, i.e.
small and large u'/s9, let us consider A /69 to be fixed. For a given experiment this

is a reasonable assumption since A is usually a function of geometrical parameters
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6.1 Expression for Turbulent Flame Speed

and d9 is constant for a given mixture. For a fixed A/§9, Eq. (6.3) becomes
Sr/s3 ~ \/(A+ B)(u/s9)? where A = (2K — 7Cy)Da represents the influence

of thermo—chemistry and B = 2C'3/3 represents the influence of turbulence. The

group of constants 18C,,/(2C,, — 1)/’ is of order unity and it does not depend on
turbulence characteristics or thermo—chemistry. Thus it is excluded in A and B

above.

e When u'/s9 is small the Karlovitz number, Ka, is also small in high Da
flames. This gives Cy ~ 1 and C5 ~ vKa. Since 2K} ~ 7, in this limit
A is one order smaller than Da and one can expect O(B) ~ O(A). Thus
one recovers the linear dependence (Sr/s%) ~ (u'/s%), which is consistent
with Damkohler’s result. Physically, it implies that the influence of thermo—

chemistry is comparable to the effects of turbulence.

e In the other limit of large u'/s9, Ka is large. Thus Cy ~ 0 and C3 ~ 1.5.
Hence A ~ 7Da and B ~ 1 which implies that

! ! 2
S—OTN\/@(T) ZAO + 0(1) (i) .
ST, 5707 ST,

While Damkdohler’s result in this limit shows a dependence only on the first

term inside the square root, Eq. (6.3) suggests that the second term is also
comparable. Mathematically, this scaling is similar to the result of Kerstein
& Ashurst (1992).

The well known “bending” phenomena at high turbulence intensities, reported in
many works, is consistent with Damkohler’s square-root dependence. Following
the analysis of Peters (1999), the behaviour of Eq. (6.3) for a fixed A/d§9 value
is examined to study if it predicts the bending. The predictions of Eq. (6.3) for
7 = b, for three values of A/d§9, are shown in Fig. 6.1. The similarity of this
figure to Fig. 5 of Peters (1999), and the associated discussion therein, indicates
that Eq. (6.3) does predict bending. One conclusion often drawn in literature
is that the bending phenomena indicates that at high enough u'/s) values, the
St/s9 curve should level off. This trend however is not apparent for Eq. (6.3)
from Fig. 6.1.
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6.1 Expression for Turbulent Flame Speed
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Figure 6.1: Typical prediction of Eq. (6.3) for three different values of A/09 with
T =25.

It is interesting to note some qualitative agreement of Eq. (6.3) with the
classical analyses (Damkohler, 1940; Kerstein & Ashurst, 1992). However, it
must be noted that when u'/s§ = 0, these analyses recover the laminar flame
speed i.e. Sp = s9. This is not so for Eq. (6.3) and for other KPP expressions
derived by Duclos et al. (1993) which lead Kolla et al. (2009) to surmise that
the KPP expression is inapplicable in the limit «’/s} = 0. However, the reason
for this apparent inapplicability is clarified by Libby (1989) who points out that
such a behaviour is expected since the molecular diffusivity is assumed to be
negligible in the KPP analysis. If the molecular diffusivity is included and the

total diffusivity is taken to be (v +v), then for v//s§ = 0 an estimate for (Sr/s9)

from Eq. (6.3) is
. 1/2
& _ 2Kc ’7'04 8v -~ O(l) .
s9 (2C, —1)3"] 969

However, our interest is on turbulent flames with large Re for which the assump-

tion v; >> v is reasonable and hence we exclude the molecular diffusivity from

the total diffusivity. Equation (6.3) will be compared with experimental data in
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6.2 Flame Speed definitions in Experiments

Section 6.4. However, it is essential to note that the definition of turbulent flame

speed is integral to this task.

6.2 Flame Speed definitions in Experiments

A precise definition of turbulent flame speed is crucial while making comparisons
with experimental data since the measured values can be based on quite different
definitions. Here we adopt the definitions of Driscoll (2008) :

e Global Consumption Speed, Sgc: It is defined as the total mass consump-

tion rate of reactants expressed as a velocity and it is given by

B Pu Aref
where dV' is an elemental volume of the flame brush and A, is the area of

a reference iso—surface of ¢.

e Local Consumption Speed, Sy¢: It is defined as the local mass consumption

rate per unit area of the flame brush and it is given by

/ w dz,
Spog=">>——, 6.7
Le o (6.7)

where z,, is the local normal coordinate to the flame brush.

e Leading Edge Displacement Speed, Sp: It is defined as the speed of prop-
agation of the flame brush leading edge (¢ ~ 0 iso—surface) relative to the
unburnt mixture velocity. This quantity is referred to as turbulent flame

speed in this study and is illustrated schematically in Fig. 6.2.

It is to be noted that the quantity s; used in the flame surface density modelling
is also commonly referred to as displacement speed and it corresponds to the
advancement speed of an instantaneous iso—contour of ¢. This quantity is defined
by combining the two terms on the r.h.s of Eq. (2.13); the diffusive flux and the

reaction rate terms:

0 oc
| pD.— v = :
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6.2 Flame Speed definitions in Experiments

Hence s, pertains to the instantaneous c iso—surface while S pertains to the iso—
surface of ¢, as shown in Fig. 6.2. In this study, the leading edge displacement
speed is called as turbulent flame speed and it is denoted as St.

The three quantities: Sgo, Spc and Sp, are equal only for the case of a
statistically stationary planar one-dimensional flame brush. The ¢ equation for

this case is

oe o —
ﬁﬂa—; = —%(pu”c”) + w. (6.9)
Integrating from the reactant (r = —oo) to the product side (xr = 4o00) and

noting that pu = p,Sr = constant, by mass conservation, yields pu = ff;z dx.
Thus | e
PuJ -

which by definition is equal to S;c. In this case Si¢ is the same as Sge since

Ayes does not depend on the choice of ¢ iso—surface.

e Unburnt
o)

Figure 6.2: Schematic showing a turbulent flame brush. The thick solid curves
denote the flame brush boundaries and the dashed line denotes an iso—surface
of ¢ inside the flame brush. The thin solid line denotes an instantaneous ¢ iso—
contour with displacement speed s;. The orthogonal curvilinear coordinate sys-
tem (1, &, ¢) is attached locally to the ¢ iso—surface.
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6.2 Flame Speed definitions in Experiments

In real turbulent flames the scenario is different from the statistically planar
one—dimensional case. In general Sgo is not equal to Spc. The thickness of a
turbulent flame brush is considerable and area of different ¢ iso—surfaces can be
quite different. This implies that the value of Sgc depends on the choice of the
¢ iso-surface that defines A,.; as pointed out by Lipatnikov & Chomiak (2002).
Driscoll (2008) suggests that ¢ = 0.5 iso-surface can be adopted as a convention.
Kim & Bilger (2007) showed that even the local consumption speed, Sy, can vary
with locations on the flame brush in multi-dimensional flames. Furthermore, if
the mean flow is strained on the unburned side, the diverging streamlines result
in a reactant flux in the transverse direction within the flame brush. In such
cases the normal mass flux of the reactants at the flame brush leading edge can
be greater than the reactant mass consumption rate per unit area in the flame
brush and therefore Sy > Spc. Shepherd & Kostiuk (1994) illustrate this clearly
using the example of a stagnation point flame. Also, it can be envisaged from
Fig. 6.2 that in multi-dimensional flames, St is likely to vary from one location
to another even at the leading edge which is less likely in a statistically planar
one—dimensional flame.

The leading edge displacement speed, St, is relatively easy to measure in
experiments. In statistically stationary flames, Sr is the component of local
mean flow velocity in the direction normal to the flame brush at the leading
edge. Measurements of the mean flow velocity and the flame brush orientation
are sufficient to obtain St at a given location on the leading edge. On the other
hand, due to the reasons described above, measurements of S;c and Sgc have
to account for factors such as flame geometry, flow divergence and the various
turbulent scalar fluxes involved. In envelope flames, such as a Bunsen flame
or the slot flame of Filatyev et al. (2005), the flame geometry ensures that all
the reactants are consumed by the flame and Sge = nig/(puAres), where mig
is the mass flow rate of reactants into the burner which is known. Shepherd
and co—workers (Shepherd & Cheng, 2001; Shepherd & Kostiuk, 1994; Shepherd
et al., 1998) measured the reactant mass fluxes over a control volume along the

local flame brush normal direction in axisymmetric flames and the integral of
these fluxes gives / W dx,, and hence the local consumption speed, Src. Another

approach to obtain Sy ¢ is from measurements of the mean flame surface density
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6.3 KPP analysis

Y. (Shepherd & Cheng, 2001) via Src = s% 1, / Ydzx,, since the mean reaction rate
can be modelled as w = p,s3 1,2 (see Eq. 2.41). Gouldin (1996) also obtained

the burning rate integral [ & dz, by appropriately integrating the measured
convective and diffusive fluxes in a V-flame. The understanding of these subtleties
are important for interpreting whether a particular experimental study gives Sr,
Sac or Spc. Furthermore, since the focus here is on a flame speed expression
which is derived from the KPP analysis, it is equally important to ascertain which
of these three quantities the KPP expression corresponds to. This is examined

in the next section.

6.3 KPP analysis

Equation (6.3) was derived using the KPP analysis. The application of this
analysis to a laminar flame (Zeldovich et al., 1985) gives a flame speed expression
as a solution to an eigenvalue problem and shows that the flame speed depends on
conditions at the leading edge. An analogous turbulent case is the statistically
planar one-dimensional flame for which the KPP analysis has been applied in
earlier works (Corvellec et al., 2000; Duclos et al., 1993; Lipatnikov & Chomiak,
2002). As noted earlier, for this flame Sy = Spc = Sge and there is a single flame
speed which is an eigenvalue of the flame propagation problem. However, this
is not the case in a multi-dimensional flame. Thus, it is important to examine
the applicability of the KPP analysis and to understand whether the resulting
expression gives St, Spc or Sge. To distinguish from the multi-dimensional case,
we will refer to the eigenvalue in the planar one-dimensional case as burning

velocity.

6.3.1 KPP analysis of a planar one-dimensional flame

It is well known that Eq. (6.9) can be reduced to (see for example Lipatnikov &

Chomiak (2002))
@ ~ my —Q

= 6.11
=T (6:1)
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6.3 KPP analysis

by taking the turbulent scalar flux to be of gradient type and defining it as

- oc
y=—pu'd = ﬁsl/é a—; . (6.12)

The quantity Q is defined as Q = prw/Sc. and the mass flux m = p,Sr is an
eigenvalue of the problem. The well known analysis by Zeldovich et al. (1985)
gives m = QM , which yields Eq. (6.1) for the burning velocity. The prime
here denotes a derivative with respect to ¢. When the turbulent scalar flux is
counter—gradient, the turbulent diffusivity changes sign at some location ¢ = ¢*
in the flame brush. Corvellec et al. (2000) point out that the burning velocity
may be dictated by (1) rather than by €'(0) when the turbulent scalar flux is
counter—gradient. On the other hand, Bray (1990) points out that earlier studies
(for instance Libby (1989)) accounting for counter—gradient transport arrive at

burning velocity expressions which are equivalent to the KPP expression.

6.3.2 Applicability to multi-dimensional flames

For statistically stationary, multi-dimensional turbulent flame, the transient terms
are zero in the Favre averaged continuity equation, Eq. (2.7), and the ¢ equation,
Eq. (2.15). Furthermore for large Reynolds numbers the molecular diffusion term
in Eq. (2.15) is negligible compared to the other terms. Consider a curvilinear or-
thogonal coordinate system (n, &, {) attached to the flame brush, in which n is the
coordinate locally normal to an iso—surface of ¢ and &, ( are the local tangential
coordinates as shown in Fig. 6.2. By definition ¢ varies only in the 1 direction.
In such an orthogonal curvilinear coordinate system the above continuity and ¢

equations transform to (Gouldin, 1996)

1 0 . 0 . 0 .
P [%hahcﬁ% + 5 hehmpii + a—chnhapuc] =0 (6.13)

and

1 0c¢ 1 0 - 0 - 0 - _

Pl — =~ + —hehepuy' " + —=hchgpue ¢’ + —<hnyhepu’c” | = w
P Tlhnan hnhihc |:arl & Cp mn aa 6 T]p 3 ac mn Ep q :| (6 4)

1

respectively, where hy,, hg, h are the corresponding scale factors. The scale factors

are defined by the partial derivative of the position vector r(zy,xs,z3). Note
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6.3 KPP analysis

that Eq. (6.13) and the conditions (0¢/0&) = (0¢/0C) = 0 are made use of
in obtaining Eq. (6.14). Gouldin (1996) examines the conditions under which
Eq. (6.14) poses an eigenvalue problem and notes that the sufficient condition for
this arises when Eq. (6.13) reduces to pu,, = constant. This is satisfied only for
a planar one-dimensional flame (Gouldin, 1996) while for a multi-dimensional
flame this condition is usually not met.

The studies of Shepherd and co-workers (Shepherd & Cheng, 2001; Shepherd
& Kostiuk, 1994; Shepherd et al., 1998) indicate that the tangential turbulent

fluxes, pug”c” and puc”c”, are negligibly small compared to the convective flux

and the normal turbulent flux pu,”c¢”. This plausible assumption seems to be
supported by the experimental measurements of Gouldin (1996). However, more
experimental studies on this issue would be enlightening. Here, this experimental

observation is used to reduce Eq. (6.14) as

.1 o0¢ 1 0 1 Ohghy —
PUn——— + ——pu,"c + pu," " ———— = w. 6.15
Vheom hgan” P o (0:19)
If ¢; is the unit vector in direction 7 then
1 Ohgh 1
GRS v P
hyhehe  On R

where R is the curvature of the ¢ iso-surface !. This reduces Eq. (6.15) to a
quasi—1D form
1 d¢  puy'c” 10—

+ - 7l +5. 6.16
P on T TR hnan(pun ) (6.16)

If the turbulent scalar flux is of gradient type and one defines y as before: y =
p(vi/Sce)(0¢/hyOn) and uses the transformation

10 1 dcd  yScd

hyon ~ hyonde  pu de

then the following equation results

A

@_my—ﬂ

dé Yy

!The vector é, points in the direction of increasing é.
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6.4 Comparisons with experimental data

where m = iy, — (pri/RSc.) and €2 is defined as before. It is to be noted that
m # constant and thus it is not an eigenvalue of the problem. Also m, y and 2
depend on the & and (¢ coordinates as well, but for the moment it is enough to
focus on the dependence on 11 alone. By writing the Taylor’s series expansions for

these quantities about ¢ = 0, following Hakberg & Gosman (1984), one obtains
s> —m(0)s + Q' (0) =0

where s = 3/(0). Note that ©(0) = 0. Now, the condition for real roots be-
comes 1m?(0) > 4€'(0) and the minimum of which gives p, St — (pr4/R Scc)sg =

24/(0). Thus
. Vt @ Uy
e 2\/(Pu Sce) <a,5)'c;0 i (R Scc>5=0 ' (047

If the mean curvature is negligible, one readily recovers Eq. (6.1) which indicates

that the KPP expression corresponds to the leading edge displacement speed,
Sr. It is worth mentioning that the above analysis can also be performed when
the turbulent flux is counter-gradient, following Corvellec et al. (2000). It is
interesting to note from Eq. (6.17) that the leading edge displacement speed is
enhanced by positive curvature. However, in the present study we focus on the
case of zero curvature for which Eq. (6.3) is directly applicable. Comparisons of

this expression with experimental data are considered next.

6.4 Comparisons with experimental data

Many flame speed expressions have been proposed earlier and they are inves-
tigated in detail in the review by Lipatnikov & Chomiak (2002). While some
expressions correspond to the leading edge displacement speed, other expressions
correspond to consumption speed. Their analysis of large number of experimental
data revealed qualitative trends that were reproduced by only few flame speed
expressions. The typical comparison of two such expressions with the experimen-
tal data of Shepherd & Cheng (2001) is shown in Fig. 6.3. The comparisons of
Eq. (6.3) are also shown in the same figure. The data corresponds to St of lean

methane—air flames of equivalence ratio ¢ = 0.7 stabilised on a low—swirl burner.
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Figure 6.3: Typical comparisons of turbulent flame speed expressions to the ex-
perimental data of Shepherd & Cheng (2001).

Shepherd & Cheng (2001) compare their experimental data with the expressions
of Peters (1999) and Zimont & Lipatnikov (1995). The expression given by Peters

(1999) is
0.78 A\ 2 WA
(2_515) + 0.78325

0.5

T8 A
& 0.78 , (6.18)

SOL N 2b1 0

where by is a model constant. The expression of Zimont & Lipatnikov (1995) is

§§=1+m%D£%, (6.19)
SL ST
where k is a model constant. The values of these constants as proposed by the
original authors are by = 2.0 (Peters, 1999) and x = 0.51 (Zimont & Lipatnikov,
1995). The expression of Giilder (1990) is very similar to Eq. (6.19). Note that
the values of the model constants had to be adjusted to b; = 3.4 and Kk = 0.85
to get good agreement with experimental data by Shepherd & Cheng (2001).
However, none of the constants in Eq. (6.3) have been altered to obtain the result
in Fig. 6.3 and the agreement is acceptable. Comparisons of Eq. (6.3) with a

range of experimental data will be discussed next without changing these model

79



6.4 Comparisons with experimental data

constants. Comparisons with other flame speed expressions are not attempted
since the values of their model constants may have to be adjusted from one
experiment to the other.

As noted earlier, the turbulent flame speed Sy in this study is the propaga-
tion speed of the leading edge of the mean flame brush and the flame speeds
measured in experiments can sometimes correspond to Sy or Sge. Accordingly
experimental studies which reported S; have been chosen after careful scrutiny
for comparison. The objective is to compare the flame speed values obtained us-
ing Eq. (6.3), while keeping the model constants fixed, with data representing a
wide range of experimental conditions, burner geometry, flame configuration and
measurement technique. These considerations guide the choice of experimental

data sets, which are briefly discussed below with the relevant details.

6.4.1 Flame speed datasets

Table 6.1: Salient characteristics of various experimental St data sets.

Flame Burner Mixture 10} Pressure Measurement Source
configuration location
V-shape Rod stabiliser CH,—Air 0.75-1.0 Ambient c=1/7 Smith &
at nozzle exit Gouldin
(1978)
Planar Taylor- CH4—-Air 0.8-1.5 Ambient Leading edge | Aldredge et al.
Couette (1998)
apparatus
Conical Nozzle burner CHy4—Air 0.9 0.1-3.0 MPa c=0.5 Kobayashi
in high et al. (1996)
pressure
Planar Diverging CHy4—Air 0.75-0.95 Ambient c=0.5 Savarianandam
duct & Lawn
(2006)
Right Cone | Parallel plates | City gas—Air - Ambient Leading edge | II’'yashenko &
at square Talantov
channel exit (1966)

The configuration and conditions of various experimental data sets considered

in the present study are listed in Table 6.1. As one can see, these experiments
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6.4 Comparisons with experimental data

correspond to a variety of flame configurations and burner geometry. The relevant

attributes of these flames are given in Table 6.2.

Table 6.2: Attributes of various experimental Sp data.

Source s9 (m/s) | 09 (mm) | o' (m/s) | A (mm) Re Da
Smith & 0.25-0.40 | 0.45-0.67 | 0.095-1.13 | 0.69-1.49 3-75 3-39
Gouldin (1978)
Aldredge et al. | 0.17-0.48 | 0.37-0.92 | 0.2-1.06 2.5 50-265 5-219
(1998)
Kobayashi 0.06-0.34 | 0.095-0.5 | 0.053-0.83 | 1.0-1.5 7-830 6-97
et al. (1996)
Savarianandam | 0.19-0.32 | 0.51-0.79 | 0.01-0.26 3-36 7-497 142-4535
& Lawn (2006)
[I'yashenko & 0.2 0.7 0.22-10.5 | 6.8-11.2 | 114-3230 | 1.2-92
Talantov
(1966)

The study of Smith & Gouldin (1978) considered V-shaped rod stabilised
They

measured the orientation of the T = 2 T, isotherm, which corresponds to the

methane—air flames of three equivalence ratios: ¢ = 0.75, 0.85 and 1.

¢ = 1/7 iso-surface in the flame brush. This surface is not strictly the flame
brush leading edge and this is to be noted while comparing the turbulent flame
speed. Smith & Gouldin (1978) reported the component of local mean velocity
normal to the above iso—surface as the turbulent flame speed for each ¢ and three
different values of turbulence integral length scale, A: 0.69, 0.95 and 1.49mm. As
established in Section 6.3, this normal mean velocity corresponds to the turbulent
flame speed. Smith & Gouldin (1978) identify that Sy varies locally on the iso—
surface and they clearly note the importance of correlating measurements of Sy
at a location where ' and A are also measured.

Aldredge et al. (1998) measured both laminar and turbulent flame speeds of

methane—air mixtures with equivalence ratio ranging from 0.8 to 1.5, varied in
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steps of 0.1, in a Taylor-Couette (TC) apparatus. This apparatus consisted of
two vertical concentric counter-rotating cylinders with an annular gap of 1.1cm.
The planar flame, ignited at the open end, propagates into the nearly stationary
turbulent mixture in the annulus. The rate of displacement of the propagating
flame, which was calculated from video record, was reported as the flame speed.
Clearly, this speed is the turbulent flame speed, St.

Kobayashi et al. (1996) measured the turbulent flame speed for lean methane—
air mixture with ¢ = 0.9 at pressures ranging from 0.1 to 3 MPa. The turbulence
measurements under these conditions were reported in another study (Kobayashi
et al., 1997). A Hydrogen pilot flame was used to stabilise the turbulent flame
at the exit of a nozzle in high pressure environment. Unlike the combustion
bombs and SI engines in which the pressure change is unsteady and brief, the
apparatus of Kobayashi et al. (1996) was designed to maintain high pressures
for long durations. From instantaneous tomographic images of flame, the mean
flame cone was identified and the flame speed was calculated as the component
of the mean flow velocity normal to the mean flame cone, which corresponds to
St as noted in sub-—section 6.3.2.

Savarianandam & Lawn (2006) focussed on the weakly wrinkled flame regime
(v'/s9 < 1) where the Darrieus-Landau (DL) instabilities have dominant influ-
ence on Syr. While the analysis of Damkdhler suggests that Sr/s¢ should be
relatively closer to unity in this regime, other studies (Cambray & Joulin, 1992;
Paul & Bray, 1996) indicate that Darrieus-Landau hydrodynamic instabilities
result in St/s9 value significantly greater than unity. Flame speeds of nearly
planar flames stabilised in a wide angled diffuser at very low turbulence intensi-
ties, reported by Savarianandam & Lawn (2006), provide evidence for this. Three
methane—air mixtures of ¢ = 0.75, 0.85 and 0.95 were used and values of u'/s%
ranged from 0.05 to 1.37. The flame speed was estimated to be the mean flow
velocity at the mean flame height location. As noted by Savarianandam & Lawn
(2006), this velocity is the leading edge displacement velocity St.

[I’'yashenko & Talantov (1966) measured turbulent flame speeds in a flame
configuration which was obtained in the region confined between two parallel
plates, at the exit of a square channel. Ignition flames were used on two opposite

sides of the channel exit and the other two sides were extended as walls. This
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resulted in a symmetric configuration of two flame surfaces at an angle to the
flow and intersecting at a downstream location. The experiments were done with
both a smooth channel and a channel with turbulising grid at the exit, which
allowed very high turbulence level to be achieved. They used city gas (a mixture
of natural gas and coke gas) as the fuel and measured flame speeds up to u'/s$ ~
50. The flame speed was estimated from the mean flow velocity and inclination
angle of the flame surfaces. As established in Section 6.3.2, this normal velocity

corresponds to the turbulent flame speed S7.

1000 — Distributed reaction
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Ka = 100 .- , .
/70 T . Thin reaction
u'/sS T $ zones
10 K Da = é b
e=1 o) -
Corrugated
1 ]
Wrinkled
Vy
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Figure 6.4: Turbulent combustion regime diagram (Peters, 2000) with attributes
of various experimental flames: * Smith & Gouldin (1978); 4 Aldredge et al.
(1998); A Kobayashi et al. (1996); V Savarianandam & Lawn (2006); o,e
[I’'yashenko & Talantov (1966).

Figure 6.4 shows the above five data sets in the combustion regime diagram,
which is adapted from Peters (2000). Although most of the experimental flames
are within the corrugated and the wrinkled flamelets regimes, there are some

cases spanning the thin reaction zones regime. More experimental data in this
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regime would be very useful for model validation. Comparisons between Eq. (6.3)

and the above data sets are discussed next.

6.4.2 Results

Equation (6.3) is strictly valid for a flame brush with zero curvature and it is clear
from the foregoing discussion that the experimental flames in Table 6.1 are free
from effects of mean curvature. The flame speed values obtained using Eq. (6.3)
are compared to the measured values in these experiments in Figs. 6.5 - 6.9. It
is worth emphasising that the constants in Eq. (6.3) remain the same in all the
comparisons shown in Figs. 6.5 - 6.9. The thermal thickness of laminar flame is
obtained using (Poinsot & Veynante, 2001)

5

%o+, (6.20)

where the Zeldovich thickness, 6, is obtained using the thermal diffusivity (=~
2.2 x 1075m? /s for atmospheric methane—air flames) and the laminar flame speed
measured in the respective experimental work. If s¢ is not measured, for example
in the work of Smith & Gouldin (1978), then the values reported by Law (1993)
are used. The Karlovitz number required for the constants C3 and Cj in Eq. (6.3)

is evaluated as (Swaminathan & Bray, 2005)

Ka — {%}05 . (6.21)

The V-flame data of Smith & Gouldin (1978), shown in Fig. 6.5, are from
measurements at 7 = 27T, isotherm which corresponds to ¢ = 1/7 iso-surface as
noted earlier. V-flames are characterised by increasing flame brush thickness with
downstream distance, which implies that different ¢ iso-surfaces have different
inclinations. However, since 7 ~ 5.5, the ¢ = 1/7 iso-surface is reasonably close
to, but not exactly at, the leading edge of the flame brush. As evident from
Fig. 6.5, Eq. (6.3) compares well with the experimental data.

The flame speed predicted by Eq. (6.3) is compared to the data of Aldredge
et al. (1998) in Fig. 6.6 and it is clear that Eq. (6.3) compares well with the
experimental data. While the quantitative agreement is good for rich equivalence

ratios, the predictions are slightly higher for lean mixtures as in Figs. 6.6(g) and
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6.4 Comparisons with experimental data

6.6(h). The laminar flame speed values, s, measured by Aldredge et al. (1998)
for lean mixtures are much lower than those measured in other studies (Andrews
& Bradley, 1972; Vagelopoulos et al., 1994). Hence for comparisons of lean cases
shown in Figs. 6.6(g) and 6.6(h), the planar laminar flame speed values reported
by Law (1993) are used. For all other cases the values of s¢ measured by Aldredge
et al. (1998) are used. If one uses the measured s9 for the lean cases, then an
underprediction of ~ 30% (maximum) is observed.

The effect of pressure on the turbulent flame speed was attributed by Kobayashi
and his co-workers (Kobayashi & Kawazoe, 2000; Kobayashi et al., 1996, 1997,
2002) to laminar flame instabilities. These studies observed that increasing pres-
sure resulted in a decrease of the characteristic scale of flame instability, [;, while
the integral length scale A was not affected much. At elevated pressures, [; < A
and hence flame instabilities are the predominant cause of the increase in St /s9
for a given u'/s9 (Kobayashi & Kawazoe, 2000). The characteristic flame insta-
bility scale [; is dictated by both the Darrieus-Landau hydrodynamic instabilites
and the thermal-diffusive effects and hence it is a function of §, s, 7 and the
Lewis number Le. The effects of non—unity Lewis number were not considered in
(Kolla et al., 2009) and hence Le does not appear explicitly in Eq. (6.3). Nonethe-
less, for a given mixture, while Le does not depend on pressure, the other relevant
parameters (d, s, 7 and A) appear in Eq. (6.3). Furthermore, Le is close to unity
for the mixtures considered by Kobayashi and co—workers and hence it is expected
that the pressure effects on Sy /s9 reported by them are likely to be captured by
Eq. (6.3). This is evident from the comparisons shown in Fig. 6.7. Using the
TFC closure and empirical correlations given by this experiment for the flame
wrinkling ratio, Muppala et al. (2005) show an interesting comparison with this
data. Kobayashi et al. (1996) note that the mean flame cone corresponds to the
¢ = 0.5 iso-surface and St estimated from the inclination of flame brush leading
edge might be higher because of the difference in the inclination angles. Nonethe-
less, it is encouraging to note that the effect of pressure on St is well captured
by Eq. (6.3). However, the comparison for 1 MPa is not so good and the reason
for this is unclear at this time.

In the high pressure studies, the laminar flame instabilities were predominant

in u'/s§ > 1 regime, due to a decrease in [; at elevated pressures. On the other
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6.4 Comparisons with experimental data

hand, Savarianandam & Lawn (2006) studied the effects of instabilities at atmo-
spheric pressure in u’/s§ < 1 regime, by studying weakly turbulent flames with
very large turbulence integral length scale, A. For the planar flames stabilised in
a wide angled diffuser (Savarianandam & Lawn, 2006) the turbulent flame speed
was taken to be the flow velocity at the mean flame height location. This data
is compared to the predictions of Eq. (6.3) in Fig. 6.8. The large scatter in the
experimental data is because of large variation in the integral length scale. By-
chkov (2000) notes that theories that ignore the effects of dilatation due to heat
release, would not predict the influence of flame instabilities. Savarianandam &
Lawn (2006) found good agreement of their experimental data with the theory of
Akkerman & Bychkov (2005) which explicitly includes the density ratio, (7 + 1).
Figure 6.8 shows that Eq. (6.3) compares well with the experimental data even
though the instability effects were not explicitly considered in the analysis. In
particular it is interesting to note that Eq. (6.3) is able to capture the sensitivity
to the turbulence integral length scale observed in the experimental data. As
mentioned earlier, the KPP result will not yield Sy = s§ when u'/s¢ = 0 unless
the molecular diffusivity is included in the total diffusivity. However, the compar-
ison with this data at small «’/s9 will not be erroneous here since the Re values
are sufficiently large as can be seen from Fig. 6.4.

The values of «'/s¢ in the study of II'yashenko & Talantov (1966) are much
higher than in most other investigations of turbulent flame speed. This data is
shown in Fig. 6.9, which corresponds to a mixture with s¢ = 20cm/s and the
width of the channel is 40mm. The smooth channel data are denoted by open
circles and the data with turbulence generating grid are denoted by closed circles.
Because of this difference in the experimental arrangements, one can expect the
integral length scales to be different. Unfortunately the values of the length scales
are not reported by Il'yashenko & Talantov (1966). Here, the approach of Abdel-
Gayed & Bradley (1981) is followed to obtain A. For the smooth channel case
the turbulence Reynolds number is related to a Reynolds number, Rep, which is
based on the mean flow velocity and hydraulic diameter (Abdel-Gayed & Bradley,

1981) via the correlation

u'AJv = 0.0153(Rep ). (6.22)
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The values of Rep are reported by I’yashenko & Talantov (1966) and thus for the
given values of v’ and v the turbulence integral length scale can be obtained from

Eq. (6.22). For the case with turbulence generating grid the following correlation
suggested by Abdel-Gayed & Bradley (1981), is used:

A/d = 0.155(x/d)**2, (6.23)

where d is the diameter of the rod in the turbulence generating grid and x is the
measurement location downstream of the channel exit. The experimental data
is compared to the predictions of Eq. (6.3) in Fig. 6.9. The experimental results
are shown as two different sets to signify the difference in the experimental set—
up and thus in the turbulence integral length scale. Accordingly, the theoretical
curves (solid lines) are broken around u'/s9 ~ 20. The following observations can

be made from Fig. 6.9.

(i) The prediction of Eq. (6.3) shown in Fig. 6.9 is very good. The dotted lines
extended from the solid lines in Fig. 6.9 are the predictions by Eq. (6.3) if
one were to use the same integral length scale over the whole range of u'/s5.
The upper dotted line is for A/d§¢ obtained from Eq. (6.22), while the lower
dotted line is for A/09 obtained from Eq. (6.23). This clearly shows the
sensitivity of Sp/s9 predicted by Eq. (6.3) to the turbulence integral length

scale.

(ii) The expression of Klimov (1983): Sr/s% = 3.5(u’/s%)%7, is developed specif-
ically for this experiment and thus the prediction is close to the experimental
data.

(iii) Figure 6.9 supports the linear dependence of Sy/s9 on u'/s9 for large values
of v'/s¢ noted earlier in subsection 6.1.1. The levelling off of the Sr/s}
curve, as suggested by the bending phenomenon, is not seen in Fig. 6.9. If
one considers the data only in the region of u’/s} < 20 then there is some
semblance of bending. But upon further increase of u’/s9, the data shows a
persistent increase in Sy /s§ with no sign of bending. It would appear that
more experimental Sr measurements at such high u'/s9 values are needed

to provide conclusive evidence (or lack thereof) of the bending phenomenon.
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6.4 Comparisons with experimental data

Furthermore, this phenomenon is seen to depend on whether the velocity

ratio or the length scale ratio is held constant as noted by Bray (1990).

The comparison between predictions of Eq. (6.3) and various experimental
data is consistently good. While only few data sets amongst large number avail-
able are considered in the present work, these data sets are representative to show
the influence of various factors affecting turbulent premixed flame speed and its
behaviour. However, it is worth considering the experimental database of Abdel-
Gayed et al. (1987). This compilation is based on the dimensionless parameter
K, known as the “flame stretch factor”, which seems to be a useful basis for tur-
bulent flame speed comparison. The flame stretch parameter quantifies the effect
of stretch on the flame propagation and is defined as (Abdel-Gayed et al., 1987)

u'd u'\’
K=_— =0.157 (—) Re (6.24)
As¢ 59

where ) is the Taylor microscale. The vast experimental data of turbulent flame
speed was correlated with u'/s$ for different values of the stretch parameter by
Abdel-Gayed et al. (1987). This compilation is shown in Fig. 6.10 for K = 0.053
and 0.15. Figure 6.10 also compares the prediction of Egs. (6.3), (6.18) and (6.19)
with the experimental data. For this comparison, the values of constants used in
Egs. (6.18) and (6.19) are b; = 2.0 and k = 0.51 as originally proposed. For small
values of K the collapse of experimental data of Abdel-Gayed et al. (1987) seems
reasonable, but the scatter in the experimental data seems large for high K values.
However, it must be noted that the experimental data span a narrow range of K
values: 0.045 < K < 0.06 in Fig. 6.10(i) and 0.12 < K < 0.17 in Fig. 6.10(ii).
Furthermore, Driscoll (2008) points out that the scatter is possibly because the
database includes measurements of both displacement and consumption speeds.
This comparison suggests that Eq. (6.3) predicts the experimental data well for
low K but the flame speed seems to be overpredicted for high K. This is expected
since Eq. (2.30), which is central to the derivation of Eq. (6.3), is strictly valid
for low stretch (when v* is small). As the stretch parameter increases validity of
Eq. (2.30) progressively diminishes since the flame front thickens.

Nonetheless, Eq. (6.3) seems to be showing the correct physical behaviour and

parametric dependence observed in a number of experiments and the predicted
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St compares well with those experimental data. Driscoll (2008) suggests that the
turbulent flame speed, S7, is not just a function of the local fluid—dynamic and
thermochemical parameters alone but burner geometry has a significant influence
since the wrinkling processes in turbulent flames are geometry—dependent. Hence
models that are obtained from differential equations that simulate the flame wrin-
kling are likely to perform better than empirical models. Our approach is similar
since the scalar dissipation rate is related to the flame surface density and in the
present work, the flame speed expression is derived from a model for scalar dissi-
pation rate that accounts for the dominant terms in its transport. Furthermore
Driscoll (2008) prescribes that flame speed databases should be categorised based
on the flame geometry and St expressions should include an appropriate geomet-
ric parameter to account for geometry—dependent wrinkling. However the com-
parisons with various experiments shown here have demonstrated that Eq. (6.3)
gives good predictions for flames with different geometry. This is because the
small-scale mixing rate and thus the chemical reaction rate are independent of
large scales in turbulent flows with sufficient scale separation. The success of
Eq. (6.3) underscores the importance of the scalar dissipation rate and confirms
the hypothesis that a deep understanding of its physics can help in predicting the

turbulent flame speed reliably.

6.5 Summary

An expression for turbulent flame speed, S7, is studied as a means of provid-
ing an indirect experimental validation for the mean scalar dissipation rate, €.,
model derived in Chapter 5. Unlike many of the earlier turbulent flame speed
expressions, this expression has no adjustable parameters and the model con-
stants carry specific physical significance and they are related to the physics of
scalar dissipation rate. The turbulent flame speed expression explicitly includes
the influence of the heat release parameter, 7, the fuel type, the velocity ratio
u'/s9 and the length scale ratio A/d9. These parameters signify the influences of
thermo—chemical and turbulence processes, which can be altered independently
in experiments. The current expression agrees qualitatively with the classical
flame speed theories such as those of Damkdhler (1940) and Kerstein & Ashurst
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(1992). In the wrinkled flamelets regime i.e. for low turbulence level, the nor-
malised turbulent flame speed, S7/s9, varies almost linearly with the normalised
turbulence RMS velocity, u'/s9, for a given value of the length scale ratio A/49.
However Damkohler’s result gives a square-root dependence for Sr/s9 on u'/s9
for high levels of turbulence while the current expression suggests a combination
of linear and square-root dependence similar to the result of Kerstein & Ashurst
(1992).

The flame speed expression is derived using the KPP theorem which has hith-
erto been applied for the case of a statistically planar one-dimensional flame.
Analysis of multidimensional flame brush in a local curvilinear orthogonal coor-
dinate system attached to a ¢ iso—surface suggests that a quasi one-dimensional
structure can be observed when the turbulent scalar flux in the tangential direc-
tions of the ¢ iso—surface is negligible. The analysis of the quasi one-dimensional
equation gives an expression for S, which is similar to the KPP result if the mean
curvature of the flame brush is negligible. Including the mean flame brush curva-
ture in the analysis shows explicitly that increasing positive curvature causes an
almost linear increase of the flame speed. Since the flame brush curvature was ex-
cluded in the development of Eq. (6.3), which is analysed here, the experimental
data sets are chosen such that they are meaningful for its validation.

The S7/s9 values predicted by the current expression, with fixed model con-
stants, compare well with a wide range of experimental data from various flow
configurations and conditions. Notably, the comparisons are good with data upto
u' /s ~ 50. The increase in Sy due to laminar flame instabilities for unity Lewis
number mixtures, which are expected to be significant in the weakly wrinkled
regime and at elevated pressures, is also well predicted by the current flame
speed expression. The ability of the flame speed expression to predict values
in close agreement with experimental data over a wide range of conditions indi-
cates that the correct physics are incorporated into the mean scalar dissipation
rate model. This model is a central modelling parameter in the strained laminar
flamelet formulation described in Chapter 4. In the next chapter the strained
flamelet formulation will be applied for turbulent premixed flame calculations to

test its predictive capability.
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Figure 6.5: The predictions of turbulent flame speed expressions are compared
to the experimental data of Smith & Gouldin (1978) for various equivalence ra-
tios: (a)—(c) correspond to ¢ = 0.75; (d)—(f) correspond to ¢ = 0.85 and (g)—(i)
correspond to ¢ = 1.0. The comparisons on the left, center and right columns
correspond to A = 0.69mm, 0.95mm and 1.49mm respectively.
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Figure 6.6: The predictions of turbulent flame speed expressions are compared

to the experimental data of Aldredge et al. (1998) for various equivalence ratios:
(a) ¢ = 1.0; (b) 1.1; (c) 1.2; (d) 1.3; (e) 1.4; (f) 1.5; (g) 0.8; (h) 0.9.
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Figure 6.7: The variation of turbulent flame speed with u'/s9 at different pres-
sures: (a) 0.1 MPa; (b) 0.5 MPa; (c) 1 MPa; (d) 2 MPa; (e) 3 MPa. The
experimental data of Kobayashi et al. (1996) are compared to the flame speed

expression.
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Figure 6.8: Comparisons of turbulent flame speed prediction to the experimental
data of Savarianandam & Lawn (2006).
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Figure 6.9: Comparisons of turbulent flame speed prediction to the experimental
data of II’'yashenko & Talantov (1966).
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u'/st,

Figure 6.10: Comparison of turbulent flame speed expressions to the experimental
database of Abdel-Gayed et al. (1987) for two values of flame stretch parameter,
K: (i) K = 0.053 and (ii) K = 0.15.
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Chapter 7

Application of Strained Flamelet
Formulation

The strained flamelet formulation described in Chapter 4 is applied for turbulent
premixed flame calculations in this chapter, to test its predictive ability. Cal-
culations of statistically planar one—dimensional flames are considered first to
compare the predictions of the strained flamelet mean reaction rate closure with
other closures. Calculations of laboratory flames of different configurations are
then performed and predictions of the flame brush structure and species concen-
trations are compared with experimental data. An overview of the computational

methodology adopted in the present calculations is described in the next section.

7.1 Computational methodology

The calculations performed are in the Reynolds—Averaged—Navier—Stokes (RANS)
paradigm with the standard k — & turbulence closure (see Section 2.2.1). The

governing equations solved are:
e Favre averaged continuity equation; Eq. (2.7)
e Favre averaged momentum equation; Eq. (2.8)
e Favre averaged turbulent kinetic energy equation; Eq. (2.10)

e Favre averaged kinetic energy dissipation rate equation; Eq. (2.11)
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e Favre averaged progress variable equation; Eq. (2.15)
e Progress variable variance equation; Eq. (3.1)

These governing equations can be cast in a generalised form as

opv g 0 (0T
= T 1

where U = u;, /5, g, ¢, etc., and ¥ = 1 for mass conservation equation. The
term involving I' represents the diffusive flux typically including the turbulent
and laminar diffusivities and Sy represents the source terms. For example, when
U =Z, from Bq. (2.11), I' = p + pe/Se. and Sy = CoyPr&/k — Coope? k.

The governing equations are discretised using the finite-volume formulation
described by Patankar (1980). The pressure correction approach of Patankar
(1980) is employed to obtain a solution for the flow field. This approach, applica-
ble for low Mach number flows, allows a guessed pressure field to be corrected by
the continuity equation, such that the resulting velocity field from the momentum
equations satisfy the continuity equation. This iterative algorithm is described

in detail by Patankar (1980) but it essentially involves the following steps:
1. Guess a mean pressure field p*

2. Using the guessed pressure field, solve the momentum equations to obtain

a velocity field u;}.

3. Solve the equation for pressure correction p’. This equation is obtained from

the continuity equation in terms of the velocities u!.
4. Correct the velocities uf and pressure p* using p'.
5. Solve the equations for other W.

6. Treating the corrected pressure as p*, return to step 2 and repeat until

convergence.

In turbulent flame calculations, the flame influences the flow field via the mean
density, p, which is calculated using the equation of state and this is incorporated

at step 5 in the above sequence of calculation.
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7.1.1 Overview of modelling closures

As noted earlier, the standard k —  turbulence closure is employed and the
Reynolds stresses are closed using Eq. (2.9). Two additional unclosed terms
remain in Egs. (2.10) and (2.11). The first of these - the pressure—dilatation term
- is closed using the model of Zhang & Rutland (1995):

1
/ auk

P o = 05¢(1s9)* & . (7.2)

The second term, u”, is closed as (Jones, 1994)

(7.3)

The turbulent scalar flux is closed using the gradient transport hypothesis; Eq. (2.16).
The turbulent flux term in the ¢’ equation - the third term on the l.h.s of Eq. (3.1)

- is also closed using the gradient type closure as

~
s (0 74
puic SCC <8xz . ( . )

The mean scalar dissipation rate term in Eq. (3.1) is closed using the algebraic

model described in Chapter 5; Eq. (5.18). The values of the various model con-

stants are given in Table 7.1.

Table 7.1: Values of model constants.

Constant | Equation Value

C, Eq. (2.9) 0.09

Sci Eq. (2.10) 1.0

Sce Eq. (2.11) 1.3

C., |Eq. (2.11) 1.44

Co | Eq (2.11) 1.92

I Eq. (5.18) 6.7

Cs Eq. (5.18) | 1.5vKa/(1+vKa)
Cy Eq. (5.18) 1.1(1 + Ka) 04
K:/t | Eq. (5.18) | 0.85 (hydrocarbon-air)
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7.2 RANS of planar one—dimensional flames

7.2 RANS of planar one—dimensional flames

A test case of statistically planar one-dimensional flames propagating into homo-
geneous isotropic turbulence, is considered following many earlier studies (Anand
& Pope, 1987; Bradley et al., 1994; Swaminathan & Bray, 2005). Physically, this
problem corresponds to premixed flame propagating into a grid generated turbu-
lence in a wind tunnel. This problem is inherently unsteady and thus one needs
to consider spatio—temporal evolution of the flame brush. This problem offers a
simple way to test reaction rate closures without clouding it with uncertainties

in turbulence modelling since simple turbulence closure can be used.

7.2.1 Computational details

The discretised governing equations and the computational algorithm described
in Section 7.1 are implemented as a computer code using FORTRAN-77. This
code was employed for one-dimensional flame calculations in the earlier study of
Swaminathan & Bray (2005). The present formulation seems similar to the study

of Swaminathan & Bray (2005), but it differs in the following respects, viz.,

(i) the turbulence in the reactant is not considered to be frozen,

(ii) the variance transport equation, Eq. (3.1), is solved using the new scalar
dissipation rate model in Eq. (5.18), whereas in Swaminathan & Bray (2005)

the variance was taken to be ¢(1 — ¢), and

(iii) the reaction rate closures used here are entirely different.

The mean reaction source terms, w and w”c”, appearing respectively in Egs. (2.15)
and (3.1), are related via Eq. (3.2). Three closures for these terms are studied

for the one—dimensional flame calculations:

1. Algebraic closure of Bray (1979); w closed via Eq. (2.30) and &”¢” = (C,, —
¢)w with C,,, = 0.7. The dissipation rate is obtained using Eq. (5.18).

2. Unstrained Flamelet model (UF) given by Eq. (4.1). According to this
model

e = /0 ¢ (C) P(C) de. (7.5)
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3. Strained Flamelet model (SF) using RtP flamelets given by Eq. (4.11). This

model gives X
e = / ¢ (@16 p(O) de. (7.6)
0

The algebraic closure from the BML description of turbulent premixed flame
is valid in the large Da limit and the turbulent flame front is treated to be a
thin interface. The unstrained flamelet model allows one to include the flame
front structure without the stretch effects. The strained flamelet model accounts
for the stretch effects also. These effects can be clearly seen in the results to be
presented in the next section. As noted in Section 4.3, the pdf p(() is obtained
from p(¢) which is presumed to be a S—pdf.

Table 7.2: Attributes of the one—dimensional flame cases.

u'/sg | AJo Da Ka

2.00 | 8.764 | 4.382 | 0.955
3.00 | 29.579 | 9.860 | 0.955
4.00 | 70.113 | 17.528 | 0.955

K=0.15 5.00 | 136.939 | 27.388 | 0.955
6.00 | 236.630 | 39.438 | 0.955
6.50 | 300.855 | 46.285 | 0.955
8.0 12.620 | 1.578 | 6.369
12.0 | 42.593 | 3.549 | 6.369
K-1.0 16.0 | 100.962 | 6.310 | 6.369

18.0 | 143.753 | 7.986 | 6.369
20.0 | 197.192 | 9.860 | 6.369
24.0 | 340.748 | 14.198 | 6.369

Turbulent combustion of stoichiometric methane-air mixture at 298 K and
atmospheric pressure are considered. The thermo—chemical characteristics of this
mixture are s¢ = 0.40 m/s, 67 = 0.41 mm and 7 = 6.48. Flames corresponding
to two values of the flame stretch factor, K: 0.15 and 1.0, are computed. It is
evident from Eqs. (6.21) and (6.24) that K = 0.157 Ka. The attributes of the
various cases computed are given in Table 7.2. The combustion conditions of
these flames are also marked in the regime diagram in Fig. 7.1. It is evident from
this figure that the flames with K = 0.15 are at the upper limit of the corrugated

flamelets regime and the flames with K = 1.0 are in the thin reaction zones
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Figure 7.1: The regime diagram with the parameters of the one-dimensional
computational flames for two values of flame stretch parameter K: 0.15 (¢) and
1.0 (e).

regime. The length of the computational domain varies from 0.125m to 1.0m and
the grid spacing varies from 0.13mm to 1.25mm and these values are dictated
by the turbulent flame conditions. The turbulence characteristics in the unburnt
mixture are specified by k = 3u/? /2 and & = u*/A for these flames. The grid
spacing in the calculations is uniform and the number of cells is chosen to ensure
that atleast 10 cells are inside min(A, d;). The turbulent flame brush thickness,

0z, is defined as
1

(08/ 07 )max

Two and three dimensional look up tables of & are calculated a priori for the

0 = (7.7)

unstrained and strained flamelet models respectively. The tables have a resolution
of 0.01 in the ¢ dimension and 0.02 in the g dimension. For the strained flamelet
model the third dimension is €, and the resolution is 5/s. Values of & from the

table are obtained using linear interpolations for the values of ¢, g and €, realised
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in the RANS calculation.
The unsteady calculations are initialised using an arbitrary ¢ profile going from
0 to 1 in the computational domain (see Fig. 7.2). The turbulence quantities,
k and g, are set equal to the unburnt mixture values in the entire domain at
the start of the calculations. Initial profiles of mean density and mean velocity
are specified according to the ¢ profile. The mean velocity on the unburnt side
of the flame brush remains zero at all times. The simulations are run until a
steady propagation is observed and the time period for this depends on the flame
and turbulence conditions specified at the start of the simulation. A value of
0.1 microsecond is used to time advance the equations in all cases. The time
evolution is shown in Fig. 7.2 for the flame with K = 1 and «//s} = 12 in the
form of spatial variation of ¢ after every millisecond. The grid nodes are plotted
for the last instant and it is evident that the flame brush is well resolved. After
1.0

0.8 4

0.6 —

0.4 —

0.2 —

Figure 7.2: The progress of the solution in a typical one-dimensional flame cal-
culation. Starting from an arbitrary initial profile (dashed line), the flame brush
travels from right to left.

some initial transients the flame propagation is steady and all the points on the
¢ profile move at the same speed. This is verified by tracking ¢ = 0.3, 0.5 and
0.7 with time. The rate of change of displacement of these tracked locations,
Sq = dx(¢)/dt, is shown in Fig. 7.3 for two flames having v'/s¢ = 4, K = 0.15
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Figure 7.3: History of displacement speed, Sy, in m/s for three ¢ values in two
flames: (a) v'/s§ =4, K = 0.15 (b) v//s = 12, K = 1.0. The results are shown
for the algebraic closure of the mean reaction rate.
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7.2 RANS of planar one—dimensional flames

and u'/s§ =12, K = 1.0. These two flames are close to the two extremes of the
twelve flames marked in Fig. 7.1. The results shown in Figs. 7.2 and 7.3 are from
algebraic model calculations and the similar behaviour is observed in all cases and
with other models. The movement of iso—¢ value is controlled by the diffusion
and chemical reactions and thus the speed noted in Fig. 7.3 is the displacement
speed, S;. It is easy to show that this speed corresponds to the turbulent flame
speed, St, for the statistically planar flames considered here. Thus the stationary
values such as those observed in Fig. 7.3 are taken to be Sr. Equation (6.10),

which is valid for this flame configuration, can be rewritten as

1 e
St = —/ u')(é) dc ,
Pu 0

and hence the S values will be dictated by the mean reaction rate closure. The
St values from calculations are compared to the experimental compilation Abdel-
Gayed et al. (1987) and earlier computations of Bradley et al. (1994) in the next

section.

7.2.2 Results and discussion

Before comparing the turbulent flame speeds, let us study the structure of the
flame brush predicted by the three reaction rate closures. In Fig. 7.4 the ¢ profiles
of two flames with v'/s§ =4, K = 0.15 and u//s} = 16, K = 1.0 are plotted as a
function of a normalised spatial coordinate (z — x1)/0%, where x; corresponds to
the location of ¢ = 0.5. The thickness of the profile given by the algebraic model
is the largest and that given by the strained flamelet model is the smallest in
Fig. 7.4. The normalised flame brush thickness, d,/d9, shown in Fig. 7.5 confirms
this observation for all cases. Alternative definitions of d;, such as that of Bray
(1990):

5, = / P (7.8)

or a definition based on mean reaction rate profile, yield the same trends as in
Fig. 7.5. This figure shows that for a given K value, ¢, increases as u'/s9 is
increased. On the other hand for a given u'/s9, §; decreases as K is increased.
The flame brush thickness, d;, is expected (Bradley et al., 1994; Peters, 2000) to
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Figure 7.4: The spatial profiles of ¢ predicted by the various models plotted
against the normalised distance for two cases: (a) u//s) = 4, K = 0.15 (b)
u'/s9 =16, K = 1.0. The location of ¢ = 0.5 in each case is denoted by ;.
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Figure 7.5: The normalised flame brush thickness, d;/67, predicted by various

models at different u'/s9, for two values of flame stretch parameter: (a) K = 0.15
and (b) K = 1.
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7.2 RANS of planar one—dimensional flames

scale with the integral length scale, A. From the definition of the flame stretch
factor it can be seen that (A/d) ~ (u'/s%)3/K?. Hence, for a fixed K value, A/d
increases with increase in u'/s} whereas, for a fixed u'/s}, A/d decreases with
increase in K. The present calculations hence seem to reproduce the scaling of d;
with A. On the other hand, when A/§ is fixed, the calculations suggest that the
flame brush thickness increases with u//s9. This is evident by comparing the K
= 0.15, u//s9 =5 case with A/0 = 136.9 and the K = 1.0, u//s = 18 case with
A/6 = 143.7. From Fig. 7.5 it can be seen that §;/09 for the former case is 32
while for the latter it is 54. This trend is consistent with that observed in the
DNS study of Veynante & Poinsot (1997). A higher turbulence intensity causes a
greater wrinkling of the flame front resulting in a thicker flame brush (Veynante
& Poinsot, 1997) which explains such a trend. Comparison of predicted flame
brush thickness to its measured value for multidimensional laboratory flames will
be discussed in Section 7.3.2.2.

The density weighted pdf, p({), from the strained flamelet calculations are
shown in Fig. 7.6 for two cases at three locations inside the flame brush; ¢ =
0.1, 0.5 and 0.9. It is evident from this figure that there is a large contribution
from the reactants compared to that from the products for the location near the
unburnt side, ¢ = 0.1, and vice—versa for ¢ = 0.9. The contribution from the

burning gases is non—negligible for ¢ = 0.5. This contribution can be quantified
0.9

using p(C) d¢, whose values are shown in the inset in Fig. 7.6b. A careful

scrutin;g)'%)f this figure shows that the burning mode contribution is increased at
all locations inside the flame brush, which is more apparent for ¢ = 0.5, when the
stretch rate K is increased. This is because of the flame front thickening at high
stretch rates. The similarity of the pdfs in Fig. 7.6 to the experimental pdfs of
Chen & Bilger (2002) is worth noting.

The flame propagation speeds using the three & closures are compared with
the experimental data of Abdel-Gayed et al. (1987) in Fig. 7.7. The predictions
of the algebraic flame speed expression, Eq. (6.3), are also shown. The KPP
analysis assumes a gradient transport for u’¢” and the variance is assumed to
be given by the BML limit: P = ¢(1 — ¢). The present calculations with the

algebraic reaction rate closure indeed yield ¢”* values close to the BML values
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Figure 7.6: The shape of the density weighted pdf of progress variable, p({), at
three locations in the flame brush (¢ = 0.1, 0.5 and 0.9) from the strained flamelet

calculations for two cases : (a) v'/s9 = 3, K = 0.15 and (b) v//s =24, K = 1.
0.9

The inset in (b) shows the values of / p(¢; €) d¢ for the two cases.
0.1
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7.2 RANS of planar one—dimensional flames

and thus it is not surprising to see the flame speeds predicted by this closure close
to the KPP values in Fig. 7.7. In general, the curves in Fig. 7.7a suggest that
for a given stretch value Wsp < Wy < Walgenr With the inequality becoming larger
as u'/s9 increases. The difference in the mean reaction rate values and thus the
turbulent flame speeds increases further in highly stretched flames when w'/s9
is large as shown in Fig. 7.7b. This is because of greater influence of the fluid
dynamic stretch effects in highly strained flames. Consequently, the algebraic
closure overpredicts the mean reaction rate and the flame speed at high u/'/s9 as
depicted in Fig. 7.7. A similar trend is seen for the unstrained flamelets (UF)
closure. The prediction by this model seems acceptable as in Fig. 7.7a when the
combustion is in the corrugated flamelets regime. However, for flames in the thin
reaction zones regime there is a large over—prediction. The flame speeds predicted
by the strained flamelets (SF) closure are closer to the experimental data as in
Fig. 7.7, when the combustion is in the corrugated flamelets as well as in thin
reaction zones regimes. Also, the departure of results for the algebraic, UF and
SF closures from one another reinforces that the stretch effects become prominent
at large u'/s}. The strained flamelets model using the scalar dissipation rate is
shown to capture these variations nicely.

Bradley et al. (1992) observe that the experimental data of Sy are correlated
better with the parameter KLe instead of K as in (Abdel-Gayed et al., 1987).
The compiled data, when grouped based on KlLe, shows far less scatter than
when grouped on K (Bradley et al., 1992). The basis for this lies in the fact
that the stretch rate effect on the burning velocity of a laminar flame has a
dependence on the Lewis number, as noted in Section 4.2.1%. This can be verified
in the one—dimensional flame calculations by considering mixtures of different
Lewis numbers. Accordingly, a few cases of propane—air mixture of equivalence
ratio 0.8, with Le = 1.83, were considered. Three cases corresponding to KLe
= 1.0 and v'/s¢ = 6, 8 and 12 were computed. The choice of lean propane-air
mixture was also driven by the need to validate the strained flamelet closure for
Le > 1 mixtures. As noted in Section 4.2.2, when Le > 1, the integration of the w

vs N, curve to obtain (w|() requires approximations (see Fig. 4.5b and associated

!This is also manifest in Eq. (4.2). The Markstein length, £, has a dependence on the Lewis
number (Law, 2006).
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Figure 7.7: Comparisons of predicted flame speeds with the experimental data
of Abdel-Gayed et al. (1987) for two values of flame stretch parameter: (a) K =
0.15 and (b) K = 1.
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7.2 RANS of planar one—dimensional flames

discussion). For the cases considered, the two approaches prescribed in Section
4.2.2, yield St values that are nearly equal (within 5%). The St values computed
using approximation (ii) in Section 4.2.2 are plotted in Fig. 7.8, and these are
compared with the values corresponding to KLe = 1 case of the stoichiometric
methane—air mixture. Note that for the methane—air mixture, KLe ~ K since Le
~ 1. Figure 7.8 indeed suggests that for mixtures with different Lewis numbers,
the flame speed is very well parametrised by KLe, as observed by Bradley et al.
(1992).

a0

30 — oo

30.0

/s

Figure 7.8: Flame speeds predicted by the strained flamelet closure for two mix-
tures: stoichiometric methane—air with K = 1.0 (e) and lean propane-air with
KLe = 1.0 (). The experimental data of Abdel-Gayed et al. (1987) for K = 1.0
are also shown (o).

The predictions of the SF closure are compared with the results of Bradley
et al. (1994) in Fig. 7.9. The mean reaction rate closure in Eq. (4.6) is used
by Bradley et al. (1994) and the results were reported based on a parameter
KLe. Their results for KLe = 0.14 and 1.0 are compared with the current results
for KLe = 0.15 and 1.0 respectively in Fig. 7.9. As noted earlier, Eq. (4.6)
includes the stretch effects via the burning rate factor, P,. More importantly,
second order turbulence closures are used by Bradley et al. (1994) by solving the

transport equations for the Reynolds stresses and turbulent scalar flux as opposed
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Figure 7.9: The comparisons of flame speeds predictions with the predictions of
Bradley et al. (1994) for two values of flame stretch parameter: (a) KLe = 0.15
and (b) KLe = 1.

to the simple closures used in the present calculations, and the dissipation rate
of ¢” in Eq. (3.1) is modelled by the classical linear relaxation model by Bradley
et al. (1994). The calculations with the standard k2 closure in the work of
Bradley et al. (1994) yielded higher flame speeds than with second order closures.
Figure 7.9 suggests that the present calculations agree very well with the results
of Bradley et al. (1994), which is surprising given the many differences in the

implementation and details of turbulence and combustion models. Quantitatively,
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7.3 RANS of laboratory flames

the mean reaction rate across the flame brush depends on ¢”*, k and & values
inside the flame brush. This is evident from Egs. (5.18) and (4.11) for the SF
closure. For the closure of Bradley et al., this dependence arises via the pdf p({)
and the factor P,. It is likely that the quantitative differences in the resulting w
values are not large, and this could explain the agreement seen in Fig. 7.9. The
comparisons in Figs. 7.7 and 7.9 clearly illustrate the benefit of accounting for
local fluid—dynamic effects on the reaction rate for turbulent premixed flames.
This becomes more important at high turbulence conditions because it can be
expected that the local flamelet structure is disturbed by the straining induced by
turbulence eddies to a larger extent from that of a freely propagating unstrained
laminar flame. Flamelet models based on steady strained laminar flames seem

promising in this respect.

7.3 RANS of laboratory flames

The planar one—dimensional flame calculations clearly showed the benefits of
strained flamelets and the use of scalar dissipation rate, by capturing the re-
duction in burning rate and the flame speed as stretch rate increases. This be-
haviour is captured well for both the corrugated flamelets and thin reaction zones
regimes of turbulent premixed combustion. In this section, calculations of labora-
tory flames are discussed with the aim of examining the predictive ability of this
strained flamelets approach across the combustion regimes by using a single set
of values for model parameters. Two different laboratory flames: a rod stabilised
V-flame of Robin et al. (2008) and pilot stabilised Bunsen flames of Chen et al.
(1996) are considered. The V-flame conditions correspond to the corrugated
flamelets regime and the Bunsen flame conditions correspond to the thin reaction
zones regimes in the combustion regime diagram shown in Fig. 7.10. While the
applicability of flamelet models in the former regimes is intuitive, their applica-
bility to the latter requires a suitable description of fluid—dynamics influence on
the laminar flame structure. This was appropriately addressed in the strained

flamelets model and this will be tested using the Bunsen flames calculations.
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Figure 7.10: The regime diagram with conditions of the V—flame (o) of Robin
et al. (2008) and the Bunsen flames () of Chen et al. (1996).

7.3.1 Computational details

The finite volume form of the discretised transport equations are implemented in
Rolls-Royce proprietary CFD code PRECISE (Anand et al., 1999). Appropriate
sub-routines were added to this code for the implementation of the strained

flamelets reaction rate model.

7.3.1.1 V-flame calculations

The V-flame experiments of Robin et al. (2008) were designed mainly to study
stratified flames but measurements for premixed flames were also reported. A
schematic of the flame and the coordinate directions are shown in Fig. 7.11. The
z direction is the streamwise direction and z is the transverse direction. The
origin of the coordinate system is located at the centre of the stabilising rod. The
mean quantities are assumed not to vary much in the y direction and hence the

flames can be treated as two—dimensional with symmetry about the x = 0 plane.
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Figure 7.11: The schematic of the computational domain for the V-flame calcu-
lation. The ‘O’—grid in the region close to the rod is also shown.

A rectangular computational domain in the region -10 mm < z < 100 mm and
0 <2 < 70mm is considered as shown in Fig. 7.11. Note that in the x direction
the computational domain is wider than the half burner width (40mm) to allow
for the entrainment of ambient air. The computational domain is discretised into
a structured grid of nearly 30000 cells with the smallest cell size of 0.05mm x
0.1mm nearest to the rod and the cell size gradually increases away from the rod
as shown in Fig. 7.11. The grid generation is performed using the ‘O’—grid utility
of the commercial package ANSYS-ICEMCFD.

The flame calculated in the present study is that designated as “HE06” by
Robin et al. (2008) and it is shown in the regime diagram in Fig. 7.10. It corre-
sponds to a lean methane—air mixture of equivalence ratio ¢ = 0.6 with unstrained
laminar flame speed of s¢ = 0.13 m/s and the Zeldovich thickness of 6 = 0.163
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7.3 RANS of laboratory flames

mm. Turbulence at the burner exit was generated by different grids and for the
flame HEO06 the mean exit velocity is U = 3.14 m/s, the normalised turbulence
RMS velocity is u'/s§ = 2.14 and the turbulence integral length scale is 6.1 mm.
In the calculations, uniform conditions at the inlet boundary (z = -10 mm, 0
< x < 40 mm) are specified based on the values reported by Robin et al. (2008)
and they are, k = 0.15 m?/s? and & = 10 m?/s®. The entrainment is facilitated
by setting a small inlet velocity of 0.3 m/s in the region > 40 mm.

The fluid density can be influenced by combustion as well as mixing with
ambient air. To account for this mixing, the transport equation for mean mixture
fraction, E is also solved and it’s inlet values are specified to be E =1for0<z<
40mm and E = 0 for x > 40mm. Note that { = 1 here corresponds to a reacting
mixture of equivalence ratio 0.6. It was assumed that the flame brush never
interacts with the entrainment air which was verified from the E field calculations.

Such an assumption simplifies the calculation of the mean density via the formula

ﬁ:[(l_g)-i- 5] , (7.9)

Pair Preac

where the density of air is p,; and the density of the reacting mixture, p,.,. , is
related only to ¢ via Eq. (2.27). The unburnt density of the reacting mixture is
pu- Hence the combustion affects the flow field only via p which is related to 5
and ¢ using the above relations. The flame is anchored numerically by patching
a small region of cells (5 x 5) just adjacent to the rod with burnt conditions
(¢ = 1). This is reasonable since the flame is anchored by a heated rod in the

experiment. The grid independence of the solution is also verified.

7.3.1.2 Bunsen flames calculations

The pilot stabilised Bunsen flames of Chen et al. (1996) have been computed in
earlier studies using different modelling approaches such as the Flame Surface
Density approach (Prasad & Gore, 1999), the level set G-equation approach
both in RANS (Herrmann, 2006; Schneider et al., 2005) and LES (De & Acharya,
2008; Pitsch & de Lageneste, 2002) contexts and the transported PDF approach
(Lindstedt & Vaos, 2006). The flames correspond to stoichiometric methane air

mixtures and the same mixture is used for the pilot flames (Chen et al., 1996).
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7.3 RANS of laboratory flames

Here, all three flames designated as F1, F2 and F3 by Chen et al. (1996) are
calculated. The Reynolds number based on jet exit diameter and bulk mean
velocity is 52000, 40000 and 24000 for flames F1, F2 and F3 respectively. These
flame conditions, shown in Fig. 7.10, lie in the thin reaction zones regimes and
are challenging to compute with flamelet models in RANS as noted earlier. The
centreline value of the turbulence RMS velocity, v/, and the lateral integral length
scale of 2.4 mm measured (Chen et al., 1996) near the nozzle exit are used to

calculate the flame conditions in Fig. 7.10.

‘ D=12mm
[

Pilot (68 mm)

Iy
v

Figure 7.12: The schematic of the computational domain for the Bunsen flames
calculations. The diameter of the nozzle jet is D.

A two—dimensional axisymmetric computational domain of 70D in the axial

direction, x, and 45D in the radial direction, r, was considered where D = 12
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7.3 RANS of laboratory flames

mm is the diameter of the nozzle jet. The diameter of the pilot is 68 mm. The
domain was discretised into a structured grid of non—uniform cell sizes with the
smallest cells of 0.bmmx1.0mm close to the nozzle inlet plane. The schematic
of the computational domain is shown in Fig. 7.12. The value of the standard
k-2 model constant C., is changed from 1.44 to 1.52 to account for the round-jet
anomaly (Pope, 1978). The mean axial velocity profiles measured at the nozzle
exit (Chen et al., 1996) are used to set the correpsonding velocity boundary
conditions. The measured turbulent RMS velocity profiles and the longitudinal
length scale are used to set the boundary conditions for k and 2. A uniform
velocity for the pilot stream was set based on the volume flow rate through the
pilot. A small velocity of 0.2 m/s was specified for the coflow air to allow for
ambient air entrainment.

The experimental conditions present a difficulty for modelling with adiabatic
flamelets since the temperatures of the pilot stream are sub—adiabatic due to
losses to the burner wall and the presence of a cooling water circuit. To overcome
this difficulty the following methodology is adopted. Transport equations for the
mean and variance of the normalised fuel mass fraction, ¢; = 1 — Y;/Y}, are
solved instead of the progress variable based on the temperature. The equations
of ¢; and cA’f’E are identical to that of ¢ and ¢” since the Lewis number is close to
unity for the reactant mixtures. Adiabatic flamelets are still used but to account
for sub—adiabatic temperatures at the pilot boundary, the transport of the Favre

averaged total enthalpy, h, is considered. The transport equation of h for low
speed flows is (Libby & Williams, 1980)
dph N opush 0 | Oh
ot dr;  Ox; | Prox;

(7.10)

In the above equation, the effects of viscous dissipation, body forces and radiation
have been assumed to be negligible.
The total enthalpy is defined as the sum of sensible and chemical enthalpies

of the mixture,

h=Cy, (T —T°)+ARS (7.11)
where
Opmim - Z }N/a Cp,a ) (712)
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and,
ARG =" Yo ARG, . (7.13)

The reference temperature is 7° (298 K). Here too it is assumed that the en-
trained ambient air mixes only with the fully burnt mixture since the pilot is
large compared to the main jet. Similar to the V-flame calculations, the effect
of entrainment is accounted via the mean mixture fraction, é’ , whose value is 1 in

the main jet and the pilot stream and 0 in the ambient air stream. The values of

Cppie and ARG - are then approximated as:
Cpmix ~ gc reac + (1 - g) Cpair?
ARG o~ AR+ (1—§) ARG, (7.14)
where C,,.,. and AhG  are for the reacting component of the mixture and Cp,,,

and Ah$ —are for the air. Since the air stream is assumed to be comprised of
only Oy and Ny at 298 K, An = 0. The values of C and AhS  are

Preac reac

obtained from laminar flame calculations and tabulated along with the mean

. . ~ 2 — .
reaction source terms as functions of ¢y, c} and €.,. Thus the temperature is

calculated from the local values of ¢y, c’f, €crs ¢ and h via Egs. (7.11) and (7.14).
The mean density is then obtained from the ideal gas relation.

Such a formulation allows for specification of sub—adiabatic temperature bound-
ary conditions in the pilot region through . However, the measurements of Chen
et al. (1996) indicate a radial variation in the pilot temperature values. At a radial
location of 10 mm (r/D ~ 0.83) the measurements indicate that the tempera-
ture is less than 1500 K while at 20 mm it is about 2000 K. Lindstedt & Vaos
(2006) considered two values for the pilot temperature: 1785 K and 2005 K in
their calculations while Herrmann (2006) used a value of 1936 K. Measurements
of the radial variation of the pilot stream temperature, ideal from the boundary
condition point of view, have not been reported by Chen et al. (1996). In the
present calculations we choose an ad-hoc value of 1950 K as the uniform pilot
temperature in the reacting flow calculations.

The approach described above in Eq. (7.14) is an approximate way to account

for the influence of the ambient air whilst using a purely premixed model for
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turbulent combustion. The calculations of Herrmann (2006) support such an
approximation for the lower Reynolds number flame F3. For higher Reynolds
numbers the entrainment is larger and there could be some interaction of the
ambient air with the flame front, especially at locations far from the nozzle.
A more accurate way to account for this mixing is to consider the influence of
stratification on the flame front characteristics and reacting mixture composition.
However, our focus in the present study is on a purely premixed model and hence

we proceed with the above approximation. Accordingly the tabulation for w, we,

C

Preac

and Ah$ is based only on laminar flame calculations of stoichiometric

methane—air mixture.

7.3.2 Results and discussion

7.3.2.1 V-flame

The cross stream profiles of longitudinal and transverse velocities at three z lo-
cations from the V-flame calculations are compared with experimental data in
Fig. 7.13. The velocity predictions of the unstrained and the strained flamelet
formulations are very close to each other. The quantitative agreement with the
experimental velocity profiles is good over most of the z range except a small
disagreement (about 5%) for the longitudinal velocity in the vicinity of x = 0. A
similar disagreement of centreline velocities were reported by Robin et al. (2008)
as well as the V-flame DNS of Bell et al. (2005). This was attributed to the
recirculation zone behind the rod. However the centreline velocity in Fig. 7.13
is qualitatively similar to the DNS result (Bell et al., 2005) whereas the velocity
profile calculated by Robin et al. (2008) (not shown here) has a local minimum
at © = 0. This could be because the stabilising rod has a semi-circular cross
section in Robin et al. (2008) whereas it is circular here. The reason for choosing
a semi-circular cross section in Robin et al. (2008) is unclear. Nonetheless the
velocity profiles are well predicted in the present calculations and in particular
the transverse velocities induced due to the streamline divergence through the
flame brush are close to the experimental values.

The computed Reynolds mean progress variable, ¢, is compared with the ex-

perimental data for two z locations in Fig. 7.14. The experimental values obtained
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Figure 7.13: The calculated longitudinal (left) and transverse velocities (right)
in m/s using the unstrained flamelets (dashed lines) and strained flamelets (solid
lines) models are compared with the experimental data (o) for the V-flame (Robin
et al., 2008) at three downstream locations.

from binarised tomographic images are shown in the figure. The Reynolds mean

which is reported in the experiments, is obtained from the Favre mean using

2
Tc"

c=¢+ ~.
14 7¢

(7.15)

This equation results from the presumed (3 shape for p(¢) and it is derived in the
Appendix A. Figure 7.14 suggests that the flame brush width is also well predicted
by both the unstrained and the strained flamelet formulations although the former
predicts slightly wider flame brush than the latter. The planar one—dimensional
flame calculations in Section 7.2.2 showed similar trend in flame brush thickness
predicted by the two models. The small difference in the unstrained and strained

flamelets predictions is not surprising since the combustion conditions correspond
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Figure 7.14: The calculated mean progress variable using the unstrained flamelets
(dashed lines) and strained flamelets (solid lines) models are compared with the
experimental data (dots) of the V-flame (Robin et al., 2008) at two streamwise
locations.

to the corrugated flamelets regime. The planar flame calculations have shown
that for low turbulence intensities, the mean reaction rate values predicted by
both the closures are not very different. The contours of w/p shown in Fig. 7.15
provide further evidence for this. The contours in the left half of Fig. 7.15 (x < 0)
correspond to the strained flamelets and those in the right half (z > 0) correspond
to the unstrained flamelets models. The values of &/p are nearly the same in the
flame brush with the two models. The predictions of the reaction rate by these
two models are likely to be significantly different for high turbulence intensities

as observed in the planar flame calculations.

7.3.2.2 Bunsen flames

Calculations of non—reacting flow were performed to verify the turbulence mod-
elling and the boundary conditions discussed in Section 7.3.1.2. Results for the
F2 case are shown in Fig. 7.16, where the predictions of normalised mean axial
velocity and mean turbulent kinetic energy, k /k, are compared to the experimen-

tal data. The bulk mean velocity at nozzle exit is U, and the turbulent kinetic
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Figure 7.15: The contours of w/p (s7!) from the V-flame calculations. The
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are for the unstrained flamelets.
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Figure 7.16: The normalised mean axial velocity and normalised mean turbulent
kinetic energy from non-reacting flow calculations (solid lines) of case F2 are
compared with the experimental data (o) of Chen et al. (1996).
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energy at the centreline of the nozzle exit is k, and their values for flame F2 are
50 m/s and 10.8 m?/s? respectively (Chen et al., 1996). The radial spread of the
jet can be clearly seen in the velocity profiles which is in very good agreement
with the experimental data. The centreline value seems to be slightly underpre-
dicted at /D = 6.5 and 8.5. The generation of turbulence in the shear layer is
evident from the turbulent kinetic energy profiles showing a peak at roughly r/D
= 0.5. Both the location and the magnitude of this peak are very well predicted
upto /D = 85. At x/D = 10.5, the predicted values are slightly lower than
the experiment at all radial locations while the qualitative trend is well captured.
Experimental data for F1 and F3 cases was not reported in (Chen et al., 1996).
However, assuming the jet obeys self similarity, the experimental data of U /U,
and k/k, for flame F2 are compared with the predictions for flames F1 and F3
in Figs. 7.17 and 7.18 respectively. The values of U, are 65 m/s and 30 m/s and
those of k, are 12.7 m?/s* and 3.82 m?/s? for F1 and F3 respectively (Chen et al.,
1996). Figures 7.17 and 7.18 indeed show the self-similar behaviour of the jet and
the predictions for these flames are also in good agreement with the experimental
data. The overall good prediction of the non-reacting flow provides validation
for the turbulence modelling.

The results of reacting flow calculations are presented next. Unless specified
otherwise, the results in the following discussion are for the strained flamelets
model. The normalised mean velocity, U /U,, and turbulent kinetic energy, k ko,
computed for the three flames are compared to the experimental values in Figs. 7.19
and 7.20 respectively. While the mean velocities are well predicted at all axial
locations, the values of the turbulent kinetic energy are overpredicted for loca-
tions close to the nozzle. At x/D = 2.5 this overprediction is about 40 % for the
flame F'1 while it is nearly a factor of 3 for the F3 flame. The agreement improves
further downstream and for the flames F1 and F2, the agreement is very good at
x/D = 8.5 and 10.5. Furthermore, even when the magnitudes are overpredicted,
the radial location of the peak due to shear generated turbulence is well captured
for all flames and at all locations. The values of k predicted by Herrmann (2006)
using a standard k- model with round jet correction, are lower than the values
shown in Fig. 7.20. The present values, however, are closer to the predictions of
Lindstedt & Vaos (2006) using Reynolds stress closure.
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Figure 7.17: The normalised mean axial velocity and normalised mean turbulent
kinetic energy from non-reacting flow calculations (solid lines) of case F1 are
compared with the experimental data (o) of Chen et al. (1996).
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Figure 7.18: The normalised mean axial velocity and normalised mean turbulent
kinetic energy from non-reacting flow calculations (solid lines) of case F3 are
compared with the experimental data (o) of Chen et al. (1996).
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Figure 7.20: The normalised mean turbulent kinetic energy from reacting flow
calculations using the strained flamelets model of flames F1 (left), F2 (center)
and F3 (right) are compared with the experimental data of Chen et al. (1996).
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Figure 7.21: The contour plot of temperature (K) from the Bunsen flame calcu-
lations for case F3. The plot for the entire computational domain (top) and the
region close to the nozzle exit (bottom) are shown.
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7.3 RANS of laboratory flames

In Fig. 7.21 the contour plots of temperature from the reacting flow calcula-
tions of flame F3 are shown. The plot above in Fig. 7.21 shows the temperature
variation in the entire domain while the region close to the nozzle exit is shown
in the plot below. This figure clearly shows that while the temperature at the
pilot exit (0.5 < r/D < 2.83) is sub—adiabatic (1950 K), the temperature in-
creases downstream as more heat is released from the chemical reactions. The
measurements of Chen et al. (1996) show the same behaviour. This feature of the
pilot—stabilised flames is very well captured in the calculations via the transport
equation for the mean enthalpy, h. The interaction of burnt products with the
ambient air and the resultant drop in temperature is also well captured in the
simulation.

The calculated Reynolds mean progress variable, ¢, and mean CH, mass frac-
tion are compared with the experimental data for the three flames in Figs. 7.22
and 7.23 respectively. The agreement for CH; mass fraction is very good for all
the cases indicating that the transport of c¢; is well predicted. The quantity ¢
from the calculations is obtained from Eq. (7.15) with an assumption O cA’f’E .
Such an assumption seems, at first, reasonable since the diffusivities of ¢ and
cy are nearly equal for methane-air mixtures. The radial decrease in calculated
temperature due to mixing with the entrained cold air is clearly seen in Fig. 7.22.
The prediction of ¢ is reasonable and the rise in centreline temperatures is well
predicted. However, there are some notable discrepancies between the calculated
and measured values. For locations close to the burner exit, the calculated peak
temperature is higher and the temperature rises quickly as in Fig. 7.22. The
most plausible reason for this is the overprediction of ¢ and g”VQ , both of which are
attributable to the pilot temperature boundary condition used. As noted earlier,
the measured temperature at /D = 0.83 is about 1500 K which is considerably
lower than the value of 1950 K specified in the calculations. Consequently, at a
given radial location in the flame brush, this leads to a higher mean temperature
in the calculation compared to the experiment. Furthermore, the assumption
CA”5 R g;? results in an overprediction of ;\”5 , because of sub-adiabatic pilot stream
temperatures used to specify the boundary conditions for the enthalpy equation
given in Eq. (7.10). These factors contribute to an overprediction of ¢ through

Eq. (7.15). A similar overprediction of mean temperature is seen in earlier studies
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(Herrmann, 2006; Lindstedt & Vaos, 2006; Pitsch & de Lageneste, 2002; Schnei-
der et al., 2005) as well. Lindstedt & Vaos (2006) found that a pilot temperature
of 2005 K was too high and hence performed calculations with a much lower value
of 1785 K. However, this boundary condition mainly affects predictions close to
the nozzle and its influence diminishes further downstream. For x/D > 6.5 the
agreement is good for all three flames similar to previous study (Lindstedt &
Vaos, 2006).

The overprediction of ¢’ due to the pilot temperature boundary condition is

evident in the comparisons of root mean square fluctuations, V ¢, with experi-

mental data shown in Fig. 7.24. The ¢” value is obtained using

7 _ 52+c~j 1+752(1;5)+c"2(2—5) 2 (7.16)
1+ 7c C”2—|—5(1—5)

and the computed value of c;f which is taken equal to ¢*. Equation (7.16) is
derived in Appendix A. Similar to ¢, values of ¢* are overpredicted at x/D = 2.5
and 4.5, but the prediction improves further downstream due to the reasons
described above. However, the location of the peak in e profiles is well predicted
for all flames at all locations.

While Fig. 7.22 suggests some discrepancies in the prediction of mean tem-

perature it will be interesting to compare the gradient of ¢ with the experiments.
Chen et al. (1996) define a flame brush thickness as 6; = (9¢/0r);l., and its
calculated values are compared to the experimental data in Fig. 7.25. For flames
F1 and F2 the experimental values of d; do not vary much while the calculated
values show a slight increase with x/D. For flame F3, Chen et al. (1996) suggest
that J, variation in the experiment follows the variation of peak * value, which
increases with #/D. The calculations show a similar correspondence between d;
and the peak ¢ values. In general, the calculated flame brush thicknesses seem
reasonably close to the experimental values for all flames.

The predictions of ¢ and mean CH, mass fraction from the calculations using
the unstrained flamelets closure are compared with the experimental data for the
flame F2 in Fig. 7.26. The CH, comparisons indicate that the calculated flame is
“hungrier” and consumes reactants much faster compared to the experiment. At

x/D = 8.5 nearly all the fuel is consumed in the calculations, but a significant
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Figure 7.22: The mean progress variable, ¢, using the strained flamelets model is
compared with the experimental data of Chen et al. (1996) for flames F1 (left),
F2 (center) and F3 (right).

133



7.3 RANS of laboratory flames

10 10

8 x/D =10.5 8 — x/D =10.5

6 — 6

4o 4

O

Q\Q&m 2

0 [ B — 0 [Bnae 10

8 x/D =85 8 — x/D =85 8 — x/D =85

6 — 6 6 —

4 4 4

2 — 2 - 2 —

0 e E— 0 | e 0 10—

8 x/D =6.5 8 — x/D =6.5 8 x/D =6.5
_ 6 — 6
Ycn, R i

2 2 —

0 oSS 0 ]

47
27
0 T i I

8 x/D =25

\ T
00 04 08 1.2 16 20

r/D

@o)
(¢}
47 O
27
0 T T T T

0.0 04 08 1.2 16 2.0

r/D

\
0.0 04 0.8 1.

r/D

Figure 7.23: The mean CH, mass fractions from strained flamelets calculations
are compared with the experimental data of Chen et al. (1996) for flames F1

(left), F2 (center) and F3 (right).

134

I
2 16 20



7.3 RANS of laboratory flames

0.4 - x/D =85 0.4 - x/D =85 0.4 - x/D =85

fivres I g I 20
0.0 04 08 12 16 2.0 0.0 04 08 12 16 2.0 0.0 04 08 1.2 16 2.0
r/D r/D r/D

Figure 7.24: The root mean square progress variable fluctuations, \/c?, from

strained flamelets calculations are compared with the experimental data of Chen
et al. (1996) for flames F1 (left), F2 (center) and F3 (right).
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Figure 7.25: The turbulent flame brush thicknesses, ¢; (mm), from the strained
flamelets calculations are compared with the experimental data (e) of Chen et al.
(1996) for flames F1 (left), F2 (center) and F3 (right).

amount of fuel is present even at /D = 10.5 in the experiment. The resultant
temperature rise is also quicker compared to the experiment. The centreline value
of the temperature at x/D = 8.5 is close to the fully burnt value in the calcula-
tions while it is close to the unburnt value in the experiment. This indicates that
the mean fuel consumption rate is higher in the unstrained flamelets calculations
resulting in a shorter and narrower flame brush compared to the experiment. The
calculations of flames F1 and F3 (not shown) show similar results. Instantaneous
experimental images in Chen et al. (1996) show that the flame front is strongly
stretched by the turbulent eddies which are likely to attenuate the reaction rate.
While the strained and unstrained flamelet models yield comparable mean reac-
tion rates for low turbulence intensities (see Fig. 7.15), for very high turbulence
intensities the unstrained flamelets overpredict the mean reaction rate as one
would expect. This is consistent with the planar flame results reported earlier.
The major species predictions are compared to the experimental data in
Fig. 7.27. As with Eq. (7.14), the influence of mixing with entrained air on
the species mass fractions is accounted by Y; =~ E 7? + (1-— E )Y where 7?
is for the reacting component of the mixture and Y;4 is for air. Note that Y/# is

zero for all species except Oy and Ny. The agreement is quite good for flame F3
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for all three major species: Oy, COs and H5O. For flames F1 and F2, HyO is
well predicted, but there is an overprediction of Oy and underprediction of CO,
for /D > 6.5 which is probably due to the approximate treatment of mixing
with entrained air. Nonetheless, the approximation seems reasonable since the
qualitative trends are very well predicted. For instance, the rise in Oy and drop
in H,O mass fractions in the radial direction due to mixing with entrainment
air are well captured in the calculations. The Oy mass fraction for flame F1 at
xz/D = 2.5 is overpredicted for r/D > 0.8, which is similar to the predictions
of Herrmann (2006) and Lindstedt & Vaos (2006), the reasons for which are not
clear. The overall level of agreement for the major species predictions is good.

The predictions of the minor species: CO, Hy and OH, are compared with the
experimental data in Fig. 7.28. While Hy, and OH are well predicted for all three
flames, CO is considerably overpredicted. For flame F3 the CO overprediction is
by nearly a factor of 2.5 while for flames F1 and F2 it is by a factor of 2. The
CO predictions of Herrmann (2006) are similar to those shown in Fig. 7.28. The
CO predictions of Lindstedt & Vaos (2006) are also similar to those shown in
Fig. 7.28 for flame F1. However, their predictions are closer to experimental data
for flame F3 and a typical comparison is shown in Fig. 7.29.

Figure 7.29 also shows typical sensitivity of minor species predictions to the
RtP flamelets boundary conditions. The results using the equilibrium mixture
composition for the product stream is shown in Fig.7.29a, whereas the Fig.7.29b
shows the results when the product stream contains only CO5 and H,O. As one
can observe in this figure, minor species predictions are sensitive to the flamelets
boundary conditions, but the major species do not show such a sensitivity. For
the results reported in this study, the equilibrium composition is used as product
stream for the flamelets. This sensitivity may be reduced if one uses a second
progress variable to represent the chemical species with slow time scales, since
the progress variable used here represents the overall progress of the chemical
reactions. The carbon monoxide is clearly identified to have a slow chemical time
scale by Peters & Williams (1987). The choice for the second progress variable is
unclear and will be explored in future. Since an overall progress variable is used

to represent the combustion, its influence on CO prediction is verified using an
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alternative definition, given by Fiorina et al. (2003)

Yco + Yco,

= . 7.17
YCO,eq + YCOg,eq ( )

Cp

It is necessary to include Yco, in the above definition to ensure that c, varies
monotonically in the flamelets. The CO values calculated using the ¢, progress
variable are compared with those using ¢y for flame F2 in Fig. 7.30. It appears

that the improvement in CO predictions is marginal.

7.4 Summary

RANS calculations of turbulent premixed flames are performed to assess the
strained flamelets model described in Chapter 4. The mean scalar dissipation
rate, which is a modelling parameter, is closed via the algebraic model derived
in Chapter 5. Calculations of statistically planar one-dimensional flames are
performed to test the mean reaction rate closure and laboratory flame calculations
are used to test the overall predictive ability of the model. A single set of model
parameters is used in all the calculations.

Calculations of planar one-dimensional flames are performed to compare the
predictions of the strained flamelets closure with those of algebraic closure of
Bray (1979) and the unstrained flamelets closure. Two sets of flames, one in
the corrugated flamelets regime with the value of flame stretch factor K = 0.15
and the other in the thin reaction zones regime with K = 1.0, are considered
for stoichiometric methane—air mixtures. The results show that the flame brush
thickness, d;, increases with u'/s for a given K value, as one would expect, for
all three reaction rate closures. The algebraic closure viewing the flame front as a
thin interface predicts the broadest flame brush while the closure proposed here
predicts the narrowest flame brush. The turbulent flame speed, S, predicted by
the three closures is compared to the experimental data of Abdel-Gayed et al.
(1987). The algebraic closure overpredicts the mean reaction rate and hence the
turbulent flame speed for all flames considered here. The unstrained flamelets
closure predicts turbulent flame speed reasonably well for flames in the corrugated
flamelets regime but overpredicts for flames in the thin reaction zones regime.

This is because the fluid dynamic straining reduces the burning rate. This effect
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is well captured by the strained flamelets closure and the flame speeds predicted
by this closure are close to the experimental data for flames both in the corrugated
flamelets and the thin reaction zones regimes. Calculations for lean propane-air
mixture with a Lewis number greater than unity confirm the hypothesis of Bradley
et al. (1992) that the flame speeds correlate better with the parameter KLe than
with K.

The flame speeds predicted by this strained flamelets closure are close to the
values of Bradley et al. (1994) who used stretch rate to parametrise the flamelets
and employed second order turbulence closure by solving Reynolds stresses and
turbulent scalar flux transport equations. The agreement in the flame speed
values of Bradley et al. (1994) and that of the present study, despite a vast
modelling difference, is likely due to insignificant quantitative differences in the
predicted mean reaction rate values for the range of flow and flame conditions
considered here. However, it is clear that the stretch effects are to be included
in the modelling and the scalar dissipation rate based approach seems attractive
for this.

Laboratory flames of two different configurations: rod stabilised V-flame of
lean methane-air (Robin et al., 2008) and pilot stabilised Bunsen flames of sto-
ichiometric methane—air mixtures (Chen et al., 1996) are also calculated. The
conditions of the V-flame correspond to the corrugated flamelets regime and the
Bunsen flame conditions correspond to the thin reaction zones regime. The results
of V-flame calculations using the strained flamelets model are in good agreement
with the experimental data. The longitudinal and transverse velocities and the
Reynolds mean progress variable, ¢, are well predicted. Results of an unstrained
flamelets model are close to the results of the strained flamelets model. This is be-
cause the mean reaction rate values predicted by the two models are nearly equal
for the V-flame, which is in the corrugated flamelets regime. This is consistent
with the planar flame results.

Calculations of Bunsen flame with the unstrained flamelet model predicted
a flame brush which is much shorter and narrower compared to the experiment,
indicating an overprediction of the mean reaction rate. The flame front in these

flames is strongly stretched by the turbulent eddies which are likely to attenuate
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the reaction rate. This is not accounted by the unstrained flamelets model result-
ing in an overprediction of mean reaction rate. On the other hand, the strained
flamelets model predictions of the flame brush dimensions are in good agreement
with the experimental values. From flamelet modelling point of view, this un-
derscores the importance of appropriately accounting for the local fluid-dynamic
effects on the flamelet characteristics, and the scalar dissipation rate is a good
parameter to represent this.

The mean velocity and turbulent kinetic energy of the Bunsen flame are rea-
sonably well predicted by the strained flamelet calculations. The mean and RMS
of the progress variable are also well predicted although a slight overprediction is
observed at locations close to the nozzle which is attributed to the higher pilot
temperatures used in the calculations as in earlier studies. However, the flame
brush thickness, which is related to the gradient of the mean progress variable, is
well predicted. The predicted major and minor species mass fractions are also in
reasonable agreement with the experimental data. It is assumed in the present
calculations that the combustion is in a purely premixed environment and the
mixing of entrained air is only with the combustion products. This assumption
yields good results for the lower Reynolds number flame F3 while for flames F1
and F2, some discrepancies in the major species predictions are observed due to
such an approximate treatment. However, CO mass fraction is consistently over-
predicted which is likely due to the misrepresentation of the slow CO oxidation in
the flamelet by an overall progress variable. Calculations with a progress variable
based on a combination of CO and CO; yielded little improvement over calcula-
tions with a fuel based progress variable. The predictions of minor species such
as CO are also sensitive to the RtP flamelets boundary conditions. In the present
calculations, the product stream in RtP flamelets has an equilibrium composition.
However, considering RtP flamelets whose product stream comprises of only COq
and HO yields considerably different predictions for the minor species while the
major species predictions are not affected. The current flamelet modelling needs
to be improved to capture the statistics of the species with slow chemical time

scales such as CO and the minor species.
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Chapter 8

Conclusions and Future work

In this thesis laminar flamelet modelling of turbulent premixed flames was stud-
ied in the RANS context. A strained flamelet model is proposed and the scalar
dissipation rate of the progress variable is used to parametrise the flamelets which
are represented by Reactant—to-Product opposed flow laminar flames. Shapes are
presumed for the pdfs of the progress variable and the conditional scalar dissi-
pation rate. Using physical arguments, the conditional mean scalar dissipation
rate is closed by relating it to the unconditional mean dissipation rate, which is
a modelling parameter. An algebraic model for the unconditional mean scalar
dissipation rate, valid for large Reynolds and Damkohler number flames, was de-
rived based on recent findings of scalar dynamics in turbulent premixed flames
which are different from the passive scalar scenario. The mean scalar dissipation
rate model lead to an algebraic expression for the turbulent flame speed which,
in this study, is defined as the propagation speed of the flame brush leading edge.
The predictions of the mean scalar dissipation rate model were in reasonable
agreement with DNS data of turbulent premixed flames in different combustion
regimes. The predictions of the turbulent flame speed expression were also in
good agreement with experimental data from a wide range of flame configura-
tions and conditions, with the same set of model constants, providing an indirect
validation for the scalar dissipation rate model.

RANS calculations of turbulent premixed flames provide evidence supporting
the central hypothesis of the model formulation in this work; flamelet models that

appropriately account for the turbulence fluid dynamics influence on the flame
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front characteristics have a wider regime of applicability than those that do not.
Calculations of statistically planar one—dimensional flames show that for condi-
tions in the corrugated flamelets regime, the unstrained flamelets model predicts
turbulent flame speeds reasonably close to experimental data, whereas for con-
ditions in the thin reaction zones regime the flame speed is overpredicted. This
is because the reaction rate attenuation due to fluid dynamic stretch, likely to
be considerable in the latter regime, is not captured by the unstrained flamelets
model resulting in an overprediction of the mean reaction rate. That the strained
flamelets model using a scalar dissipation rate parametrisation is able to capture
this is encouraging. Calculations of laboratory flames reflect the same character-
istics of the models. For a flame in the corrugated flamelets regime, the V-flame,
the strained and unstrained flamelets models predict flame brush structures in
close agreement with experimental data but for the Bunsen flames which are in
the thin reaction zones regime the unstrained flamelets model predicts a smaller
flame brush as a result of the mean reaction rate overprediction. The flame brush
structure predicted by the strained flamelets model is in much better agreement
for these flames. The strained flamelets model is also able to give good predic-
tions of the major species mass fractions although minor species predictions show
room for improvement. The minor species predictions appear sensitive to prod-
uct stream composition in RtP flamelets while major species predictions are not.
Furthermore, for species such as CO which is known to have slow chemistry in
the post flame region, a single progress variable is probably insufficient to capture
its thermochemistry accurately. A formulation involving two progress variables,
one representing the slow and the other representing the fast time scales, might

be more successful in this regard and this could be explored in future studies.

8.1 Recommendations for future work

There are many topics worthy of further investigations based on the contributions

of the present work. Some of these are discussed below.
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8.1.1 Lewis number effects

The nature of the flamelet response to straining entailed considerations of the
mixture Lewis number. This was appropriately addressed in the strained flamelet
model, as evidenced from the one-dimensional flame calculations for the lean
propane—air mixture in Chapter 7. However, non—unity Lewis number effects
were not explicitly accounted for in the modelling of the mean scalar dissipation
rate. Accordingly, data corresponding to mixtures with Lewis numbers close to
unity were considered for the validation of this model in Chapters 5 and 6. The
Lewis number dependence of the mean scalar dissipation rate needs to be inves-
tigated further. A recent study by Chakraborty et al. (2009) suggests that the
turbulence—scalar interaction term, a leading order term in the transport of mean
scalar dissipation rate, shows a Lewis number dependence. Such investigations
can form the basis for incorporating an explicit Le dependence in the dissipation

rate model.

8.1.2 Sensitivity to turbulence closure

The influence of the underlying turbulence model on the predictions using the
strained flamelet model need to be investigated. In the present study all calcula-
tions employed the standard k— turbulence closure. The calculations of Bradley
et al. (1994) using the stretch rate based flamelet model show that predictions
with standard k¢ closure can be quite different from those with second order
turbulence closure. The burning rate factor, P,, a central quantity in the flamelet
model of Bradley et al. (1994), is directly influenced by the turbulence quantities
k and 2. In the scalar dissipation based model studied in the present work, the
influence of the turbulence field on the mean thermochemical quantities is pre-
dominantly via the mean scalar dissipation rate. Hence it might be worthwhile
to investigate the extent to which second order turbulence closures affects the

predictions of the strained flamelets model.
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8.1.3 Unsteady strain, non—adiabaticity and curvature

The strained flamelets model employs steady strained adiabatic RtP laminar
flames as the canonical flamelet configuration. In reality however, the turbulent
flame front experiences unsteady strain rate. Hawkes & Chen (2006) study the
response of a laminar flamelet to unsteady strain by imposing inlet velocity os-
cillations at a particular frequency, and find that point—wise quantities in the
flamelet are likely display quasi-steady behaviour. While this result is by no
means general, it is encouraging and lends some validity to the use of steady
strained flamelets. However, one suspects that beyond a certain frequency the
quasi-steady behaviour might break down and unsteady response might have
to be rigorously incorporated in the flamelet formulation. Such a formulation
might be critical for instance in the prediction of thermo—acoustic oscillations of
premixed flames.

Another important factor to consider is curvature. Traditionally turbulent
eddies are thought to influence the flame front via strain rate and curvature,
together imposing a total stretch rate. It can be argued that the present formu-
lation prescribes the scalar dissipation rate description as an alternative to the
strain rate + curvature description. Still, the flamelet structure in highly curved
portions of a turbulent flame might not correspond to that given by the scalar
dissipation parametrisation of a purely strained laminar flame. In other words,
the choice of the RtP flamelet configuration, while accounting for the strain rate
directly, does not explicitly account for curvature effects. Whether it is necessary
at all to treat these two influences separately in the context of scalar dissipation
rate parametrisation is worth examining using DNS data. If it is, then one could
address this by considering a canonical curved laminar flamelet in addition to the
purely strained flamelet.

Also, in many practical scenarios effects of non—adiabaticity could be impor-
tant. For instance, such effects can occur for flames in confined geometries with
significant flame wall interactions. The asymptotic analysis of Libby et al. (1983)
considers non—adiabatic effects in RtP flames in great detail. For flamelet model
formulation, following van Oijen & de Goey (2000), one could consider calculat-

ing RtP flamelets for different product stream enthalpies and generate a look—up
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table with enthalpy as the additional dimension.

8.1.4 Stratified combustion

A similar approach can be adopted to extend the strained flamelets closure for
application to stratified combustion. Working with the progress variable defini-
tion of Bray et al. (2005) that accounts for local stoichiometry, together with a
mixture fraction, the strained flamelet model can be employed in calculations of
stratified flames. This would then involve calculating RtP flamelets of various
equivalence ratios and generating the look—up table with the mixture fraction

moments as the additional dimensions.

8.1.5 Statistically non—planar flames

An interesting result obtained in the thesis from studying the applicability of
KPP analysis to multi-dimensional flames is the influence of mean curvature on
the propagation speed of flame brush leading edge. The analysis in Chapter 6
indicates that a positive mean curvature enhances the leading edge propagation
speed (see Eq. (6.17)). While it is difficult to study statistically steady curved
flames in experiments, the KPP result can still be compared with calculations
of statistically non—planar one-dimensional flames. Such calculations would also

facilitate investigating the effects of mean curvature in great detail.

8.1.6 Modelling for CMC

As noted in Chapter 2, implementation of CMC for premixed combustion involves
two main modelling challenges: closure for the conditional mean dissipation rate
and conditional mean reaction rate of the progress variable. The closure for the
former based on physical arguments, presented in Chapter 4, can be evaluated for
applicability with CMC. This closure can be described simply as estimating the
conditional mean scalar dissipation rate from the unconditional mean quantity
based on flamelet assumption. As a first step, this closure can be validated with

DNS data by taking the unconditional mean dissipation rate value from the DNS.

150



8.1 Recommendations for future work

If such a validation is promising, the closure together with the algebraic mean
scalar dissipation rate model presented in Chapter 5 can be assessed by making
comparisons with DNS data. Alternatively, obtaining a conditional mean scalar
dissipation rate closure from the analysis of the pdf transport equation, Eq. (4.21),

is also worth exploring.

8.1.7 Modelling for LES

For turbulent flames with complex flow features LES is becoming increasingly
preferred. However, as noted in the Introduction, the chemical reactions occur at
scales that are unresolved in LES and hence RANS type combustion models are
relevant for LES. Indeed, many combustion models employed in LES are based
on extension of RANS modelling ideas (Poinsot & Veynante, 2001). Typically,
for LES of premixed flames, the balance equation for filtered progress variable
is solved. In flame surface density based approaches the filtered reaction rate,
combined with the diffusive flux term (terms on the r.h.s of Eq. (2.13)) are closed
via the displacement speed s, (see Eq. (6.8)) as (Boger et al., 1998; Fureby, 2005)

psalVe| = pusiZE|Vel (8.1)

where a ~ denotes filtered quantities. The flame wrinkling factor, =, is closed as
in RANS models. Another approach is to provide a closure of the filtered reaction

rate, &, using an FPI tabulation (Domingo et al., 2005)

~

5= / o(C) BC) dC (8.2)

where p(() is the filtered pdf whose shape is presumed. The limitations of such a
closure based only on unstrained flamelets are clearly documented in this thesis.
The attenuation of reaction rate due to turbulence straining is likely to affect B
just as it affects w. Therefore it will be worthwhile to extend the scalar dissipation
based strained flamelet approach to provide a closure for the filtered reaction rate,

~

w.
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Appendix A

Relations between Reynolds and

Favre averaged quantities

The Reynolds average quantities can be obtained from Favre averaged quantities
if the relation between p(¢) and p(¢) and the shape of the latter is known. We
know that

1 N
p(0) = T 50,
and hence X 1 1
EZLLCPKMK:=1+T&Aca+woﬁxmg (A1)

The pdf p(¢) is presumed to be a F—pdfie. p(¢) = C¢C* (1 — ()L, where

0:7%%5,a:5($—1),b:(y—a(§—1)

and the variance parameter is g = o /¢(1 — ¢). The beta function is written in
terms of the gamma functions (Davis, 1970) as 3(a,b) = fol 11— ¢ ¢ =
['(a)T'(b)/T'(a+ b). Substituting for p(¢) in Eq. (A.1) and using the above defini-

tions yields

(A.2)

2 I'(a+0b) {F(a—i— 1)I'(b) N TF(a+2)F(b)}
Fla+b+1) Fla+b+2) )"
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Using the property of the gamma function I'(x + 1) = 2I'(z) (Davis, 1970) and

simplifying the above equation yields

a a+1
c(l c) = 1 —_— 0 . A.
c(1+ 7¢) a—l—b{ +Ta—|—b—|—1} (A.3)

After some algebra one gets

—~

/12
C

(1+7¢) (A.4)

c=c+rT

It is interesting to note that the BML relationship (Bray, 1980), ¢ = ¢(1+7)/(1+
7¢), is recovered when ¢ = ¢(1 — ¢).

The variance can be written as

o 1
&= [ enioic-e. (A5)
0
Repeating the above steps yields
71214 o) = et ) 402 A6
(& +e)1+79) (a+b)(a+b+1) +Ta+b+2 (4.6)

with the final result as

o 2 e 201 A P A
PR {1+Tc<1 &)+ (2 C)}—a2. (A7)

1+78 ¢ 11— ¢)

It is easy to see that for the case of constant density (7 = 0), the above relations

S = e
recover the equalities ¢ = ¢ and ¢ = /.
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List of Publications

e Kolla, H. & Swaminathan, N. (2010). Strained flamelets for turbulent pre-
mixed flames, I: formulation and planar flame results. Combustion and

Flame, In press.

e Kolla, H. & Swaminathan, N. (2010). Strained flamelets for turbulent pre-
mixed flames, II: laboratory flame results. Combustion and Flame, Under

review.

e Kolla, H., Rogerson, J.W. & Swaminathan, N. (2010). Validation of a tur-
bulent flame speed model across combustion regimes. Combustion Science

and Technology, In press.

e Kolla, H., Rogerson, J.W., Chakraborty, N. & Swaminathan, N. (2009).
Scalar dissipation rate modeling and its validation. Combustion Science
and Technology, 181, 518-535.

e Kolla, H. & Swaminathan, N. (2009). Modelling of turbulent premixed
flames using strained-flamelets. In 4 BEuropean Combustion Meeting, Vi-

enna, Austria, number 810106.
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