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Large-Eddy Simulation of a Turbulent Lifted Flame
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Large-eddy simulation (LES) of a lifted flame in a vitiated co-flow has been performed
using an unsteady flamelet/progress variable (UFPV) model. This model is an extension
to the steady flamelet/progress variable approach, and describes the transient autoignition
process of the lifted flame through the unsteady flamelet model. The particular advan-
tage of this model is that it eliminates the flamelet time scale, and all thermochemical
quantities are parameterized by mixture fraction, reaction progress parameter, and stoi-
chiometric scalar dissipation rate. For application to LES, a presumed probability density
function closure is employed, in which a beta-distribution is used for the mixture fraction,
a statistically most-likely distribution is employed for the reaction progress parameter, and
the distribution of the stoichiometric scalar dissipation rate is modeled by a Dirac delta
function. Compared to the steady flamelet/progress variable model, predictions from the
UFPV model show significant improvements, and the spatial evolution of the flame igni-
tion process and lift-off height is in good agreement with experimental data. Flow field
structure, statistical results, and scatter data are compared with experimental data, and
potential improvements of the model are discussed.

I. Introduction

HE development of advanced combustion systems is mainly controlled by the objective to increase fuel
Tefﬁcieney and to reduce emissions of pollutants such as carbon monoxide, unburned hydrocarbons, and
nitrogen oxides (NO,). To address these issues, novel combustion strategies have been developed, involving
the combustion of lean and diluted fuel-air mixtures. Dilution of the fuel-air mixture in internal combustion
engines and furnaces is frequently accomplished by recirculating burned gases, which leads to significant
reductions in nitric oxide (NO) emissions due to the decrease in peak combustion temperature. In addition
to the pollutant reduction, the dilution with hot combustion products can also lead to improved flame
stability.!

Despite its enormous potential, combustion of lean and diluted mixtures introduced additional challenges.
In particular, the dilution of reactants with inert combustion products can lead to a reduction in the char-
acteristic Damkohler number, so that — unlike to conventional diffusion flames, in which the combustion
process is primarily mixing-controlled — the reaction kinetics becomes increasingly important. As such, the
stability and characteristics of the flame becomes particularly sensitive to variations in fuel composition and
operating conditions. Therefore, ignition mechanisms in such flames play a critical role and are directly
affected by the turbulence/chemistry interaction.

Autoignition of a fuel mixture in a hot environment is typically initiated in localized regions of low
scalar dissipation rate having a mixture composition that favors short ignition times. Since the prediction of
autoignition events, however, is strongly dependent on the structure of the surrounding turbulent reacting
flow field, combustion models are required that are able to provide an accurate characterization of the
spatiotemporal flow field. Although large-eddy simulation (LES) techniques have been demonstrated to
provide improved predictions for the turbulent mixing process compared to Reynolds-averaged Navier-Stokes
(RANS) approaches,? these intermittent ignition events typically occur on scales that are computationally
not resolved. Therefore, subgrid scale closure models are required to characterize effects of unresolved scales
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and ignition kinetics. The objective of this work is to develop a LES model for the prediction of autoignition
in lifted flames. This model is based on the unsteady flamelet formulation® and employs a statistically
most-likely probability density function (PDF) as presumed PDF closure model.

The LES autoignition model is applied to a lifted methane/air jet flame, which was experimentally
investigated by Cabra et al.* In this configuration, a methane fuel jet is issued into a vitiated co-flow with a
temperature of 1,350 K, and the flame is stabilized at a lift-off height of approximately 30 nozzle diameters
downstream of the jet exit. Because of its simplified geometry, comprehensive experimental database, and
sensitivity of the flame characteristics to operating conditions, including co-flow temperature, and inlet
velocities, this flame is of particular interest to the computational combustion community for validation
and development of combustion models. Gordon et al.® investigated the transport budget in this lifted
methane/air jet flame using a composition PDF approach, and their results indicated that the lifted flame
is stabilized by autoignition. Similarly, a joint-scalar transported PDF approach with detailed reaction
chemistry coupled with a second moment closure model for the velocity prediction was used by Gkagkas
& Lindstedt® to compute this lifted flame. Their model reproduced the flow field sensitivity to boundary
conditions, and the role of hydroperoxyl and formaldehyde species on the ignition kinetics was characterized.
Domingo et al.” combined a model for autoignition and partially premixed flame propagation. They applied
this model to LES of this vitiated flame, and the reported simulation results were in good agreement with
experimental data.

Unlike to these model formulations, in the present work a model for the prediction of autoignition is devel-
oped which is based on the unsteady flamelet model for diffusion flames. The mathematical model describing
the unsteady flamelet/progress variable formulation and the presumed PDF closure is presented in the next
section. The experimental configuration and computational setup are summarized in Sec. III. Computa-
tional results obtained from the model are compared with experimental data and the steady flamelet /progress
variable model in Sec. IV. The paper finishes with conclusions.

II. Mathematical Model

A. Large-eddy Simulation

In LES, the coherent large scale structures of the turbulent flow are computationally resolved, and effects
of the smaller and numerically unresolved scales on the large scales are modeled. The decomposition of the
scales is achieved by applying a low-pass filter to the flow field quantities, and in the case of a reacting flow,
the Favre-filtered quantity of a scalar ¢ is computed as

It x) = % / Pt w)b(t, )Gt @, y; A)dy | (1)

where ¢t denotes time, x is the spatial coordinate, p is the density, and G is the filter kernel, satisfying the
normalization condition

/G(t,w,y;A)dy =1, (2)

and A denotes the filter size, which corresponds in the case of an implicit LES to the local LES grid size.
The residual field is defined as

1///(ta .’B) = 1/}(ta .’B) - 1/’(157 :E) ) (3)
and Favre-filtered quantities are related to Reynolds-filtered quantities by ﬁi = p.
After applying the filter operator to the instantaneous governing equations describing the conservation
of mass and momentum, the Favre-filtered equations can be written as
Dp = —pV-a, (4a)
pDi = —Vp+V-2-V g +7g, (4D)

where p is the filtered density, w is the filtered velocity vector, p is the filtered pressure, g is gravity vector,
D; = 0y +u - V is the Favre-filtered substantial derivative, and ais the filtered viscous stress tensor with

T = 2pv {E - %(V : ﬂ)g} and S = % (Va+ (Va)'] . (5)
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The residual stress tensor 0" = puw — puw is modeled by a dynamic Smagorinsky model.?:° In deriving
Eq. (4) a time-invariant filter is used, and commutation errors due to grid size variations are neglected.!?
The density and molecular properties, appearing in Eqgs. (4) and (5) are obtained through a state relation.
However, instead of using the ideal gas law, which expresses p in terms of pressure, temperature, and all
species mass fractions, in the following a state equation is obtained from the flamelet/progress variable
model.

B. Flamelet/Progress Variable Model

The flamelet /progress variable (FPV) model'!'12 is based on the flamelet equations, in which a turbulent dif-

fusion flame is represented as an ensemble of laminar flame structures.'® 4 For sufficiently large Damkd&hler
number or sufficiently high activation energy, chemical reactions and heat transfer occur in a thin layer. If
the characteristic length scale of this layer is small compared to that of the surrounding turbulence, turbulent
structures are unable to penetrate into the reaction zone and cannot destroy the flame structure. Therefore,
the effect of turbulence in this so-called flamelet regime results in a deformation and straining of the flame
sheet.

The flamelet equations are obtained through a coordinate transformation of the transport equations for
species mass fraction and temperature by introducing the mixture fraction Z as independent variable. The
unsteady flamelet equations can then be written as

Orp— L5 =, (6)

where w corresponds to the source term of all species and temperature, which are collectively denoted by
the vector ¢. The scalar dissipation rate of the mixture fraction, appearing in Eq. (6), is

Xz =2a|VZ[?, (7)

and « is the mass diffusivity, which is assumed to be equal for all species. An analytical expression for
xz for a counter-flow diffusion flame was derived by Peters.!® This expression relates yz to its value at
stoichiometric condition and a function of Z and Zg:

Xz = Xz F(Z) with F(Z) = exp {2 ([erfc™ " (2Z)]?* — [erfc ™1 (22)]?)} ()

and erfc™! denotes the inverse of the complementary error function with erfc(Z) = 1 — erf(Z).

The steady flamelet equations can be derived from Eq. (6) under the consideration that all species are
formed on a sufficiently fast time scale, so that all species mass fractions and temperature are in quasi steady
state, and the temporal derivative is negligible, resulting in

Le=w. (9)

The solution of these equations can be represented by the so-called S-shaped curve, which is shown in
Fig. 1(a). The upper and lower branches of this curve describe the stable burning and non-burning steady
states, while the middle branch is unstable. The turning point between the upper and middle branches is
denoted by xz,q, corresponding to the critical scalar dissipation rate at which quenching occurs. Similarly,
Xz, denotes the critical value below which an initially non-burning flamelet will ignite. Figure 1(b) shows
temperature profiles of three flamelets corresponding to a scalar dissipation rate of xzs = 100 s~1.

The steady flamelet structure can be computed from Egs. (9), and all thermochemical quantities can
then be parameterized in terms of mixture fraction and scalar dissipation rate, viz.,

Y =Ey(Z,Xzst) (10)

in which & corresponds to the steady-state flamelet relation, and 1) denotes all thermochemical quantities,
including molecular properties, density, temperature, species mass fractions, and chemical source terms. The
Favre-filtered form of this state relation can be used to provide information about density and molecular
properties that are necessary to solve Egs. (4). In addition to the governing equations describing conservation
of mass and momentum, an additional transport equation for the mixture fraction must be solved, and the
scalar dissipation rate can be obtained from an algebraic relation. Note, however, that this vertical projection
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Figure 1. Solutions of the steady flamelet equations, Egs. (9), for a methane/air flame, showing (a) temperature
as function of the scalar dissipation rate at stoichiometric mixture fraction Zs; = 0.177; (b) Temperature profiles
for three flamelets, computed for the same scalar dissipation rate xz s = 100 s~1, and the vertical dashed line
shows the location of stoichiometric mixture.

of all thermochemical quantities onto the Z-xz « plane is not unique and results in multiple solutions for
Xzi < Xzst < Xz,q- This can be seen in Fig. 1(b), showing temperature profiles for three flamelets evaluated
for the same scalar dissipation rate of xz = 100 s~ L
To overcome the ambiguity of the steady flamelet model, a reaction progress parameter A has been
introduced in the FPV model.'"'12 This mixture-fraction independent parameter, which is related to the
reaction progress variable C| is defined so that each flamelet along the entire S-shaped curve can be uniquely
identified. The reaction progress variable is defined from a linear combination of reaction products as
C =Yco + Yco, + Yu,0 + Ya,, and A, having a unique value for each flamelet, corresponds to C' evaluated
at the stoichiometric condition:
A=0C|Zy . (11)

By replacing the scalar dissipation rate in Eq. (10) by A, the FPV state relation can be written as
Y =Fy(Z,A), (12)

and the superscript “S” refers to the steady flamelet equations. This relation is used instead of Eq. (10) to
represent the complete thermochemical state space along the S-shaped curve.

Although this FPV model has been successfully applied to a wide range of combustion configurations,
including flames with local extinction and reignition,'® due to the neglect of the transient term in the steady
flamelet equations, this model is inadequate for the prediction of autoignition events. To overcome this
shortcoming an unsteady flamelet/progress variable (UFPV) model is developed in the next section. This
model extends the work by Pitsch & Ihme® by employing a statistically most-likely PDF to represent subgrid
scale fluctuations of the reaction progress variable. The unsteady FPV model is presented in the next section,
and the presumed PDF closure model is discussed in Sec. D.

C. Unsteady Flamelet/Progress Variable Model for Autoignition

Models employing the steady flamelet equations restrict the flamelet solution to that of the S-shaped curve.
In fact, models in which all thermochemical quantities are parameterized in the form of Eq. (10) can only use
a subset of the steady flamelet solution space, due to the non-uniqueness of the parameterization. Although
the S-shaped curve represents the strong attractor and lower-dimensional manifold of the flamelet equations
in the limit of sufficiently long residence time, for the consideration of transient and autoignition events, the
complete state space must be considered, which is described by the unsteady flamelet equations.

An unsteady flamelet model, formulated in Lagrangian and Eulerian reference frame, was developed by
Pitsch & Steiner!'” and Pitsch.'® In addition to the local scalar dissipation rate and mixture fraction, this
model introduced a local flamelet time that is associated with the convection and diffusion of each flamelet.
As such, the required information about the state-space trajectory and corresponding time for each flamelet
limits the application of this model to canonical flows.
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The unsteady flamelet/progress variable (UFPV) model addresses this issue by expressing the flamelet
time in terms of the reaction progress parameter and scalar dissipation rate. All thermochemical quantities
are then parameterized in the form of

¥ =F (Z,A xzst) (13)

and the superscript “U” refers to the unsteady flamelet library. With this relation differential changes of a
state-space variable 1) are then represented by
o o o

d =207+ %%an+ %% av g 14
V=579 T gr It gy D (14)

Since this expression eliminates the time from the parameterization, it also assumes that the structure of
a particular flamelet is independent from its history. In the context of the prediction of radiation and NO
pollutant formation it was shown that this is indeed a valid assumption for species that evolve on sufficiently
fast time scales.!” This, however, allows to populate the state space independently from a particularly
flamelet trajectory. In the present application this is done as follows. First, the S-shaped curve is obtained
from the solution of the steady flamelet equations. To obtain solutions ‘inside’ the S-shaped curve, starting
with the initial conditions corresponding to the middle branch or a non-burning flamelet, the unsteady
flamelet equations are solved for a specified scalar dissipation rate until the stable solution of the upper
branch is reached. If the steady state solution is reached, the process is repeated with a different value for
the scalar dissipation until the complete state space is populated. In this respect, the flamelet trajectory
corresponds to a vertical line in the state space. Figure 2(a) illustrates the result of this procedure. The
symbols correspond to the individual solutions of the unsteady flamelet equations that are obtained from the
previously described method, and the solid line is the S-shaped curve from the steady flamelet equations.

(a) S-shaped Curve and Unsteady Flamelet Solutions (b) Unsteady Flamelet Solution
T T T
2000 - 2000
_ 1500} 4 1500
&, =
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= 1000 4 7 1000
500 B 500
1 10 100 1000 0
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Figure 2. Solutions of the flamelet equations for a methane/air flame, showing (a) temperature as function
of the scalar dissipation rate at stoichiometric mixture fraction Zs; = 0.177; the symbols correspond to solu-
tions of the unsteady flamelet equations, and the solid line represents the S-shaped curve, obtained from the
steady flamelet equations. (b) Temperature profiles, showing the evolution of a flamelet with increasing time,
computed for a scalar dissipation rate of xz = 100 s~1, and the vertical dashed line shows the location of the
stoichiometric mixture fraction.

Figure 2(b) shows the temporal evolution of a flamelet for a constant scalar dissipation rate of xz 4 = 100
s~!. Beginning with a flamelet from the unstable middle branch, the flamelet ignites at a location at fuel-lean
conditions, corresponding to the most-reactive mixture,2® Zygr, and by diffusive effects in mixture fraction
space, the flame structure evolves over about 2.5 ms until a steady-state condition is reached.

The ignition delay time 75, as function of x z s is shown in Fig. 3. Here, 7, is evaluated at stoichiometric
conditions, and is defined as:

7g = {t|T() = (IO + T)/2} (15)

where T? and T°° denote the temperature profiles of the non-burning and steady burning flamelet solution,
respectively. Beginning at the location corresponding to xz,, the ignition delay time decrease until it reaches
a minimum of 7y, = 7.1 ms at xzs = 5.75 s~ and subsequently increases with decreasing scalar dissipation
rate.
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Since the spatiotemporal structure of the flame is not fully 2500 T T T T
resolved in LES and only described in a Favre-sense, a statisti- I
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in the next section.
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For the LES prediction of turbulent reacting flows, the state
relation (13) must be formulated for Favre-filtered quantities.
In the following, Favre-filtered thermochemical quantities are
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Figure 3. Ignition delay time as function of

,‘7} = ///—7:1};(27[&7XZ,st)ﬁ(ZaAaxZ,st)dZ dA dXZ,st , (16) XZ,st+

and ﬁ(Z,A,xz,st) denotes the density-weighted joint PDF
with _ 0 _
P(Z,A, xzst) = %P(ZvAaXZ,st) = P(Z,xzs)P(A|Z, xzt) - (17)

Since A is defined to be statistically independent from Z and x z s, the conditional PDF P(A|Z, x z.st) reduces
to its marginal PDF. Furthermore, it is assumed that Z and xz are independent. With this, Eq. (17) can
be written as _ _

P(Z7A7XZ,st) = P(Z)P(XZ,bt)P(A) . (18)

A beta PDF is used to model the mixture fraction distribution,?!?? and the distribution of yz is modeled

by a delta function.® A so-called statistically most-likely distribution®*2¢ (SMLD) is employed for A, so
that P(Z, A, xzs) can be written as

P(Z,M xz0) = B(2: 2, 2")8(X g0 — Xz6) Ponr2(A) (19)
and

Psurj(A) = Q(A) exp {Z aiAl} , (20)
=0

where j = 2 denotes the number of enforced moments, and Q(A) is the so-called a priori PDF,2" accounting
for bias in composition space. In the following, @ is modeled as'®

97 1/2

1 we sc”Ycé’v’Q
N=—res |1+ | = ) 21
Q( ) o2 < XZ,st\/m ( )
and -
=res 12
o =2Z < (22)
VAG ch‘?b

is the frequency ratio between mixture fraction and progress variable. The weight coefficients a; in Eq. (20)
are defined subject to the following constraints:

[pz:2. 2% o awizan = 1, (23a)
/ ]:ch(ZaAvXZ,st)ﬁ(ZZé’v’z)PSML,z(A)dZdA = C, (23b)
~12 ~ —— —
[ @Az - ) Bz 2.7 Pan iz an = . (230)
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Note that in these equations, the xz g-dependence is already integrated out. Equations (23) can be reformu-
lated as a non-linear minimization problem, and can be solved iteratively?® for a = a(Z , ﬁ, C , C%, XZst)s
with @ = (ag,a1,...,a;)T. After the coefficients a are determined, the joint PDF ]S(Z,A,Xzﬁst) can be
constructed and inserted into Eq. (16) to obtain the Favre-filtered form of the thermochemical state relation.
In this context it is interesting to point out that the joint PDF is not directly dependent on the moment
information about the reaction progress parameter, so that all Favre-filtered thermochemical quantities can
be directly expressed in terms of C and C”2. This relation is here denoted by

$ =GY(Z,2",0,C" x74) - (24)

Replacing the moments of the reaction progress parameter with moments of the progress variable introduces
significant model simplifications, since the model complexity for the transport equations of C and C'"2 is
reduced.

In the following, Eq. (24) is used to provide information about all thermochemical quantities in the
conservation equations for mass and momentum. In addition to the solution of Egs. (4), four addition
transport equations are required to close the system of equations in the UFPV model. The transport
equations describing conservation of the first two moments of mixture fraction and progress variable can be
written as

pDZ = V.-(paVZ)+ V- TS, (25a)

pDZ"™ = V- (pAVZR)+ VT, — 2pulZ" N7 - pX5 (25b)

pD,C = V-(pavVC)+V- TS+ +pwc (25¢)

ﬁﬁtCA"’/? = V. paVC”2 + V. 2pu”C” vC — p~r65+2pa’\7. 25d
C2

The turbulent fluxes u”Z” and u”’C"” are modeled by a gradient transport assumption, and the term C”w{,
is precomputed and stored in the flamelet library, Eq. (24). A model for the residual scalar dissipation rate
of the mixture fraction is derived from spectral arguments,'® which is written as

~ Cx Ce at
Tes 4 Z//2 2
Z 7 8¢Cy A ’ (26)

where Sc; = v /aZ is the turbulent Schmidt number for which a value of 0.4 was used.!” The expectation of
(', can be estimated using model energy spectra for turbulent kinetic energy and mixture fraction variance.
Based on this analysis, a value of 2.0 was used for this coefficient. The ratio C./C,, is dependent on the LES
filter width A, and rapidly approaches zero for increasing filter ratio A/n, with 1 denoting the Kolmogorov
length scale. For the present application, a value of 0.5 was used for the ratio C./C,. A closure model for
X&® is obtained from Eq. (22) by using Eq. (26) and using a specified value for ¢, which is here set to 2.0.

III. Experimental Configuration and Computational Setup

The experiment used for validation of the autoignition model corresponds to the vitiated co-flow burner,
which was experimentally studied by Cabra et al.* The experimental setup consists of a central fuel pipe
with a diameter of D,ef = 4.57 mm, through which a methane/air mixture at a temperature of 320 K is
supplied. The jet exit velocity is Uyer = 100 m/s. The Reynolds number based on the fuel nozzle diameter,
exit velocity, and kinematic viscosity of the fuel mixture is 24,200, and the value of the stoichiometric mixture
fraction is Zy = 0.177. The co-flow consists of reaction products from a premixed hydrogen/air combustion.
It is reported that the product mixture, consisting of oxygen, nitrogen, and water, is uniform across the
co-flow stream, and the temperature is 1,350 K. The co-flow has a diameter of 210 mm and is surrounded
by an exit collar to prevent entrainment of ambient air into the flame. The experimental parameters are
summarized in Tab. 1.

The Favre-filtered governing equations are solved in cylindrical coordinates.' The geometry is non-
dimensionalized by the jet nozzle diameter Dot and the computational domain is 90 Dyer X 30 Dyer X 27 in
axial, radial, and circumferential directions, respectively. The axial direction is discretized with 256 grid

11
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Table 1. Reference parameters for the lifted jet flame simulation.

Parameter  Units Jet Co-flow

d m 4.57 X 1073 (= Dyef) 0.210
U m/s 100 (= Uret) 5.4
T K 320 1,350

Xo, - 0.15 0.12

XN, - 0.52 0.73

XH,0 - - 0.15

Xcn, - 0.33 -
Zst - 0.177

points following a linear growth rate, and 150 grid points are used in radial direction. The circumferential
direction is equally spaced and uses 64 points, resulting in a total number of approximately 2.5 million grid
points. The minimum and maximum filter widths are Apin = 4 x 102Dyt (at the centerline near the
nozzle exit) and Apax = 1.27Dyef (outermost computational cell at the exit plane). For reference, the grid
stretching diagram is shown in Fig. 4.

The turbulent inflow velocity profile was generated from a periodic pipe flow simulation. The unsteady
flamelet calculations have been performed using the FLAMEMASTER code,?? and the chemistry is described
by the GRI 2.11 mechanism.?° °" From the unsteady flamelets, the UFPV flamelet library is generated. To
increase the table resolution, Z 72 was replaced by the mixedness, S = Z 7 / (Z Z 2) and the grid stretching
in the directions of Z S and C”2 followed a geometric series. For the discretization of the chemistry table,
75 points are used for the Z and C directions, 20 points are used in the directions of S and C’”Q, and 15
points were used for xz .

1

0.8

0.5

A/ Dyes

0.2

45 60 75
I/Dref T/Dref

Figure 4. LES grid stretching diagram: (left) axial direction; (right) radial direction. Only every second grid
point is shown by the symbols.

IV. Results

A. Instantaneous Flow Field

The UFPV model was applied to LES of the Cabra et al. flame,* and in the following the simulation
results are compared with experimental data. An additional simulation was conducted using the steady
FPV model, and differences between both models are discussed. Statistical results, denoted by angular
brackets, are obtained from azimuthal and temporal averaging of the instantaneous flow field quantities, and
Favre-averaged quantities are computed as {¢} = (p)/(v).

The instantaneous and averaged temperature fields obtained from both models are shown in Fig. 5. The
solid lines in these figures correspond to the isocontour of the stoichiometric mixture fraction. From the
instantaneous temperature field obtained from the simulation with the UFPV model in Fig. 5(a), it can be
seen that up to approximately 25 D.os downstream of the jet exit fuel and oxidizer mix without significant
heat release. Following this inert mixing zone, a transition region between 30 < z/D,er < 50 is apparent,
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Figure 5. Instantaneous and averaged temperature fields obtained from (a) UFPV model and (b) FPV model.
The solid line shows the location of stoichiometric mixture fraction.

in which the temperature increases; however, some intermittent pockets with low temperature are evident.
Beyond a distance of 50 nozzle diameters above the jet exit the flame is continuously burning, and some
entrainment of fluid from the co-flow into the flame core can be observed from the instantaneous flow field
results. The lift-off height was computed from the averaged flow field results using the same metric as
described by Gordon et al.® The predicted lift-off height of 35 D..s is in reasonable agreement with the
experimentally reported value of 30 Dyer. Note, however, that the experimentally determined value was
based on the ethylene and acetylene concentrations, which could partially be responsible for the discrepancy.

The prediction obtained from the steady FPV model shows a significantly different flame behavior. After
a considerable reduction of the inert mixing region, the flame rapidly ignites at approximately 15 D,..¢, and a
transition region, as observed for the UFPV simulation, is not existing. The steady FPV model significantly
underpredicts the lift-off height with a value of 16 Dyef.

(a) UFPV Model (b) FPV Model

2500 L D DA LY LY ALY LA IR ALL B |
WY iy
2000 E /D =75
=< - @/Dref =15
) k7 Z/Dlef =30
- 1500 L+ @/Dyes =40
I/Drcf =50
I/Dref =170
1000 FEITRTTTT BT EETTTT BN S TIT R .;.....I FETERTTT MR ETIT B R AR TTTT BT R SR TTTT] R s
0.01 0.1 1 10 100 10000.01 0.1 1 10 10¢
X Z,st [s_l] X Z,st [S_l]

Figure 6. Scatter plot of Favre-filtered temperature as function of stoichiometric scalar dissipation rate ob-
tained from (a) UFPV model and (b) steady FPV model. For reference the S-shaped curve is shown by the
solid line.

Single point data at six different axial locations in the jet flame are sampled from both simulations. These
data are presented in the form of scatter plots in Fig. 6. For reference, the steady flamelet solution of the
S-shaped curve is also shown. The differences in the flame structure predictions, discussed in the context
of Fig. 5, are emphasized by these mixture-fraction conditioned scatter plots. While individual flamelets
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in the UFPV simulation exhibit a transient evolution that fills a large portion of the flamelet space, the
flamelets from the FPV simulation are primarily confined to the upper stable branch of the S-shaped curve.
As previously pointed out, the FPV model predicts a faster flame ignition, which is due to the fact that all
thermodynamic flame state are projected onto the S-shaped curve. It is also interesting to point out the
strong fluctuations in the stoichiometric scalar dissipation rate for all measurement location, that typically
spans more than an order in magnitude.

B. Statistical Flow Field Results

Favre-averaged results for mixture fraction and temperature along the jet centerline are shown in Fig. 7.
Apart from the slight overprediction in the transition region for 25 < x/D,er < 60 the prediction of the
mean mixture fraction from the UFPV model is in excellent agreement with the experimental data. Note
that the FPV model considerably overpredicts {Z} in the transition region, and also the mixture fraction
fluctuations from the FPV model exhibit deviations from the experimental measurements.

The mean temperature from the UFPV model is in overall good agreement with experimental data. The
model predicts an initially faster temperature rise in the ignition region, which is further delayed in the
downstream direction. A detailed analysis of the results suggests that this delay of the ignition process
can be attributed to larger values of the progress variable variance, and the predictions would benefit from

res

improvements in the model for x&°.
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Figure 7. Comparison of measured (symbols) and calculated (lines) mean and rms statistics of mixture fraction
and temperature along the centerline for the Cabra-flame.

The mean temperature as function of mean mixture fraction is illustrated in Fig. 8, showing the differences
between both models. Although the UFPV model overpredicts the ignition process in the transition region,
the model shows significant improvements over the steady FPV model.

Radial profiles for the predictions of mixture fraction, temperature, and species mass fractions of COs,
CO, and H5O are compared with experimental data in Fig. 9. Favre-averaged mixture fraction profiles are
shown in the first row, and the results from the UFPV model are in better agreement with experimental
data compared to the FPV results. As already discussed in the context of Fig. 5, the steady FPV model
predicts an early flame ignition process, which is not observed in the experimental measurements. Compared
to these results, the UFPV model accurately captures the temperature evolution in the transition region;
however, the location of the peak temperature is slightly shifted towards the centerline. This discrepancy
can be attributed to the overprediction of the mean mixture fraction profiles (see first row) and also to the
shortened autoignition, which moves the temperature peak towards fuel-richer composition (see Fig. 2(b)).

The major product mass fractions of CO2 and HyO are in similarly good agreement than the temperature
profiles, and the spatial evolution of the species is well predicted by the UFPV model. The radial profiles for
the intermediate carbon monoxide species show considerable differences between experiment and prediction.
The reason for these discrepancies are currently under investigation.
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Figure 8. Comparison of the predicted mean temperature as a function of {Z} along the centerline with
experimental data.

C. Conditional Flow Field Results

Mixture fraction conditioned results for temperature and species mass fractions of CO5, CO, H2O, and OH
are illustrated in Fig. 10. Statistical results for the conditional temperature, presented in the first row, show
that the UFPV model predicts a slightly faster ignition process up to x/D,er = 40, which is then followed
by a delay for x/ Dyt > 50. Compared to these results, the steady FPV model predicts a fully burning flame
state already at x/Dyer = 30 with slowly increasing peak temperature for increasing downstream direction
due to the decrease in the scalar dissipation rate. Conditional results for temperature and mass fractions of
CO; and H;O, evaluated at the last measurement station, also suggest that the flame reaches steady-state
conditions. Conditional data for the hydroxyl radical, illustrated in the last row, show that the UFPV model
qualitatively predicts the peak location and formation process of OH up to /D, = 50, but underpredicts
the OH consumption at the last measurement location.

Overall, the conditional results for temperature and species mass fractions predicted with the UFPV
model are in reasonable agreement with experimental data, and the model adequately captures the transient
flame ignition process.

V. Conclusion

An unsteady flamelet/progress variable model has been developed for predicting the ignition process in a
lifted flame. The model is an extension to the steady flamelet/progress variable approach, and employs the
unsteady flamelet model to describe the evolution of all thermochemical quantities during the flame ignition
process. In the UFPV model, all thermochemical quantities are then parameterized by mixture fraction,
reaction progress parameter, and stoichiometric scalar dissipation rate. The particular advantage of this
model over previously developed unsteady flamelet formulations is that in the UFPV model the flamelet
time is replaced by physical quantities, which leads to significant simplifications in the computation and
parameterization of the thermodynamic state space.

A presumed PDF closure model is employed to evaluate Favre-averaged thermochemical quantities. For
this a beta-distribution is used for the mixture fraction, a statistically most-likely distribution is employed for
the reaction progress parameter, and the distribution of the stoichiometric scalar dissipation rate is modeled
by a Dirac delta function.

The UFPV model was applied to LES of a lifted flame in a vitiated co-flow, and simulation results are
compared with experimental data and results obtained from the steady FPV model. Compared to the steady
FPV model, it is demonstrated that the unsteady formulation leads to significantly improved predictions for
flame structure, lift-off height, and spatiotemporal evolution of the flow field. Although the UFPV model
predicts a slightly faster ignition behavior, mixture fraction and temperature fields are in good agreement
with experimental data.

Mixture-fraction conditioned data for temperature, major species, and OH mass fraction are analyzed.
In addition, scatter plots for the stoichiometric temperature are compared between both models, showing
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Figure 9. Comparison of radial profiles between simulations and experiments, for mixture fraction, tempera-
ture, and species mass fractions of CO3, CO, and H2O.

that the UFPV model occupies a large portion of the unsteady flamelet space, while the scatter data for
the FPV model are primarily confined to the upper stable branch of the S-shaped curve, which explains the
short ignition time and reduction in the lift-off height.
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