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Abstract. This work addresses the influence of the soot formation on the properties of the

droplet combustion. To gain insight of the problem, the soot formation model is based on

some simplifying assumptions: the pyrolysis reactiarel — Soot is considered infinitely

fast. The soot formation is responsible for changing drastically the flame properties in droplet

combustion. This theoretical result is in concordance to the experimental results presented in
the literature. Besides the objective of soot modelling, the aim of this work is also to provide

a very fast numerical tool to be used in spray combustion codes to determine the properties
of an isolated droplet combustion. To achieve this goal, an extension of the Shvab-Zel'dovich
formulation, that uses an integro-differential description of the excess enthalpy and mixture

fraction, is presented.
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1. INTRODUCTION

It is well known that fuels with very small stoichiometric fuel-air ratios do not burn com-
pletely and soot is formed [Faeth (1977); Nayagan et al. (1998); Avedisian (2000); Avedisian
and Jackson (2000); Ueda et al. (2002); Xu et al. (2004); Manzello et al. (2004); Akerman et al.
(2005)]. Heavy fuels satisfy the burning condition of very small stoichiometric fuel-air ratios.
The classical theory of droplet combustion points out that heavy fuels burn completely and
generate flame far from the droplet, of order of the inverse of the stoichiometric fuel-air ratio.
However, experimentally this result is not observed. The reason for the discrepancy between
the theoretical and experimental results is the soot formation.

Soot does affect the droplet combustion not only by the quantity of unburned fuel, but also
by the soot thermal radiative energy loss and by the soot dynamic. In this analysis, these two
former processes are not included in the model. After the soot particle is formed in a region
high-temperature, fuel-rich region, close to the flame, the thermophoretic force pushes it in the
direction of the droplet surface. A soot shell is formed around the droplet where the drag force
is equal to the thermophoretic force. A detailed model describes the soot shell and is able to
predict well the flame standoff distance (Kumar et al., 2002). The results confirm the strong
influence on the droplet combustion properties.

However, due to high computational cost, detail model like that can not be used in spray
combustion numerical analysis in order to describe the processes in scales smaller than the grid
scale. A solution is to find simplified model with low computational cost but able to predict
reasonably those processes. With this focus, a model was developed with leakage of unburned
fuel by the flame representing soot formation (Fachini, 2005). The results revealed the dynamics
of the flame but the standoff distance increases instead of decreasing. Invalidating the model to
be used in description of the soot effect.



This work has the same objective of the previous one, but the model considers the soot
formation by a simplified reaction and no fuel leakage by the flame.

2. MATHEMATICAL FORMULATION

Formulation and solution of quasi-steady droplet combustion are presented elsewhere (Fa-
chini, 1999). Thus, because of the problem to be well known, only the parts of the formulation
essential for the understanding will be explicitly presented.

Considering the ambient conditions to be characterised by the temperaturdensity
Psor OXygen mass fractiolp,,. Without loosing any important feature of the problem, the
constant pressure specific heat is supposed constant, but the transport coefficients (thermal con-
ductivity and diffusion coefficient, respectively) are dependent only on temperature according
to k/kew = Di/D; o = (T/T)" = 6". The nondimensional quasi-steady conservation equa-
tions, describing the gas phase around the droplet with radaisimet (a, at the timet = 0),
are expressed by
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The definition of the nondimensional independent variables are as following: thertime

t/t., wheret, is the vaporisation time. = ¢(a2/a) and the radial coordinate = r/a;

£ = poo/pi is the ratio of the gas density to the liquid density and = k. /(poc,) is the
thermal diffusivity. The definition of the nondimensional dependent variables (temperature,
density, oxygen mass fraction, fuel mass fraction and velocity, respectively) are as following:
O0=T/Tw, 0= p/poo, Yo = Yo /Yoo, yr = Yr andv = Vag /.. The parameters appearing

in Egs. (2) are defined as: Lewis numbef, = a./D; «, S = Leps/Lerp ands = v/Yos

the quantity of air necessary to burn stoichiometrically a unit of mass of fuel O, —

(14 v)P], heat of combustiol)) = ¢/(Lerc,T.) and heat necessary for a unit mass of soot
Qso = Gso/(Lerc,T) to be formed. In this workS satisfies the conditios’ > 1. Since

the fuel oxidation kinetic mechanism is supposed to be one-step and the reaction rate follows
Arrhenius type,
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where IW; is the molecular weight of speciésand the nondimensional activation energy is
defined by, = E/RT;

The nondimensional vaporisation rate)Ns= 1 /(4ragk~/c,) and the nondimensional
droplet radius, a= a/ag. According tod? law, the ratio)/a, known as vaporisation constant
and defined ag, depends on the heat flux to the droplet imposed by the flame and is a constant
value.

The soot formation mechanism is idealised by a infinite fast reaction, given by a first order
reaction,F’ — Soot, at the position: = x,,

Wso ~ Aso0 (T — Tgp) (4)
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In this idealised model, the values bf, andzx,, are known. The value of,, must satisfy
the following condition:\,,/\ = ¢/S with ¢ = O(1).

The form of the soot chemical reaction, Eg. (4), imposes a discontinuity in the first deriva-
tive of the fuel mass fraction and temperature. The jump conditions at the soot formation zone,
T = X, are
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in which ¢, = (Q.,/Q) andS = (1 + S)/S5.

Equations (2) are integrated from the droplet surface- a to the ambient atmosphere
xr — oo, the flame is at a position between these two boundaries. To proceed the integration,
the boundaries conditions must be specified; ata= a/ay:
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The subscript represents the droplet surface condition. The nondimensional latent iseat
expressed by./(c,Tx), ¢~ is the heat to inside the droplet. The parametas defined as
~v = L/RT,.

In this work, it is admitted uniform temperature profile inside the droplet and close to the
boiling value,d = 0, < 0,. Thereby, the mass conservation equation for the liquid phase leads
to
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The closure for the system of equations is provided by the dimensionless equation of state
of the gaspf = 1.

The system of Egs. (1) and (2) is characterised by the boundary conditions Egs. (6) and
().

According to the type of the problem, at the flame- z,,, the properties are
0—0,=yr —Yrp="Y0 —Yop =10 9)

Equation (9) expresses the droplet problem in a general form, either fuel and oxygen leak
by the flame. Under reactants leakage condition, the flow field analysis does not provide a
closed solution. The flame properties (position and temperature of the flame) and the droplet
properties (droplet temperature and vaporisation rate) are determined as function of the fuel
leakage quantity. For these conditions, the Shvab-Zeldovich formulation with the excess en-
thalpy H = (1 + S)8/Q + yr + yo and the mixture fractiolr = Syr — yo + 1 (Fachini,
1999),
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Is not able to solve the problem in a closed form. To determine the solution in a close form is
necessary to integrate the species conservation equations together with Egs. (10) and (11).
The three characteristic parameters for the soot modelfing, andz,,, define, respec-
tively, mass of soot, heat required and the position of the soot formation zone relatively to the
flame position. They will be changed in order to verify the extension of the model and the
influence on the soot formation in the droplet combustion properties. Naturally, three finger-
controlled parameters are an excessive number of parameters for a simple model. In fact, a
model with three finger-controlled parameters is able to describe even a "elephant”.
The equations fof{ and Z satisfy the boundary conditions at the droplet surface a,
which are determined from Eq. (3),
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at the flamer = z,, the boundary conditions are given from Eq. (4),

H(xp) = (1+5)0,/Q + yrp +yop,  Z(p) = Syrp — Yop + 1, (14)
and from the ambient atmosphere— ~o

H(oo) = (14 5)/Q+1,  Z(c0) =0, (15)

It is admitted that all soot particle, after being formed, is pushed to the droplet but does
not hit the surface. The soot particle finds a position where the drag force is equal to the ther-
mophoretic force. In this preliminary analysis, the soot shell and its effects are not included in
the model. Thus, the soot formation will act only on the reduction of the flame temperature and
of the flame position.

3. BURKE-SCHUMANN KINETIC

Burke-Schumann kinetic mechanism considers the reactions infinitely fast, thereby by the
flame there is no leakage of reactants. The following condition is satigfiedy = 0, or
yrp = Yop = 0 at the flame. Under this condition, the flame takes place where the fuel flux
meets the oxidant flux in stoichiometric proportion and the position is defined=as, = z;.



Thereby, by imposing no leakage condition, Egs. (10) and (11) simplify to (Fachini, 1999;
Fachini et al., 1999),
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From the definition of the functiond andZ, the original variables are defined as follow-
ing:
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The jump condition for the first derivative ¢f and.Z functions represents the soot forma-
tion and it is determined integrating the Egs. (16) and (17) arauad x,,. This procedure
leads to the following expressions
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By integrating Egs. (16) and (17) from the droplet surface up to a position
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The value ofFy andF; are given by Eq. (13).
As seen in previous works, the functidh can be expressed as a function of the mixture
fraction Z as following
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From Eq. (17), the mixture fractiof is a function of the position/ = Z(x). From Egs.
(12), (13) and (15), the behaviour &fcan be studied. Sincg, > Z(oo) and 0Z/0z|4 < 0,
thenZ decreases monotonically amd= z(7) is found.



From EqQ. (4)ws, ~ (A\/S)d(z—zs,), the soot reaction terms in Eq. (21) can be represented
by the following expression
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Recalling, the values fas,,, ¢, andZ,, are known. For convenience, insteadof,, is used.
From Eq. (4)¢., and¢ are related according t0,, = ¢z2,.

Instead of working withp, it was more convenient to use the combinatign= ¢z2 .

Note that, by increasing,,, the soot reaction zone takes place far from the flame, it means
a decrease im,,. Thus, for a fixed value ab,,, any increase in the soot formation makes the
soot reaction zone to be close to the droplet; it mgapdecomes larger.

The solution of Eq. (21) permits to determine the temperature at the droplet sdrface
(Z = Z,), the eigenvalue of the excess enthalpy equation and, as part of the solution, the flame
temperature); (Z = 1). After the integration of Eq. (21), the integration of Eq. (20) may
be performed because the boundary condition at the droplet surface is determined by Eq. (6);
Zs = Syrs(0s) + 1. As seen from Eqgs. (12), (13) and (15), there is an extra condition to be
imposed to the solution of Eq. (20). The extra condition leads to determining the eigenvalue
A = Xn, Lep, Leo, ¢g, ¢m, Zs,). The flame position: = x is also found as part of the
solution of Eq. (20) imposing/(x;) = 1. Once knowingd = H(Z), the variable9 = 6(Z%),
yr = yr(Z) andyo = yo(Z) are found. Finally, after knowing = Z(x), thenH = H(z),
0 =0(x), yr = yr(r) andyo = yo(z) are found.

4. RESULTS AND COMMENTS

The results for the droplet combustion problem considering soot formation correspond to
the n-heptane in an ambient temperatur@@f/. The properties for n-heptane are: heat of
combustiony = 4.4647 x 105J/mol, latent heat. = 4.2619 x 10*.J/mol, boiling temperature
T, = 371K, ambient oxidant mass fractiorh., = 0.21, massic stoichiometric coefficient
v = 3.52, fuel Lewis numberLer = 1.88 and oxidant Lewis numbekey, = 1.07. In this
model the isobaric specific hegtis considered constant, whose value is chagefy K.mol.
Besidesc,, the model has three more parameters to control the soot formation: modified soot
formation rate, heat consumption and soot zone position representgg by andZ,,.

The solution of Eq. (21) is shown in Fig. 1a. As seen clearly, the soot formation makes the
excess enthalpy profilH decreases. Another results from this solution are the determination of
the droplet surface temperatuteand the flame temperatufe (Lima et al., 2006). The values
for 0, andd; will be depicted ahead. It is worth to mention that these two temperatures are not
dependent directly on the transport coefficients, in other words the velocities of heat and mass
transports, but on their ratios represented by the Lewis numbers.

After determining the droplet surface temperatdseit is possible to find the fuel mass
fraction yr, at the droplet surface via Eq. (6), the Clayperon relation. Thus, knowing
the value for the mixture fractio, at the droplet surface is specified, which is one of the
boundary conditions needed to the integration of Eq. (20). The integration of Eq. (20) provides
the dependence of the mixture fractighon the spatial coordinate/a, Z = Z(x), as seen in
Fig. 1b. As occurred with the integration of Eq. (21), the integration of Eq. (20) provides the
value of the ratio of the vaporisation ratdo the droplet radius(a), 5 = \/a, the eigenvalue
of Eq. (20).

FromH = H(Z) andZ = Z(x), the gas temperatueand the fuel and oxidant mass
fractionsyr andyo, respectively, are determined. The temperafypeofile is exhibited in Fig.
1c and the fuel and oxidant mass fractigmsandyo are shown in Fig. 1d. In these four plots,
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Figure 1: (a) The excess enthalpy as function of the mixture fractio®@. (b) The mixture fraction
Z as a function of the spatial coordinatéa. (c) The temperature profil€ as a function of the spatial
coordinater/a. (d) The fuel and oxidant mass fractiansandyo as a function of the spatial coordinate
x/a. These results were found fof = 0, Z,, = 3 andl < ¢,, < 27.

the influence of the soot on the droplet combustion can be seen. As conditions favour formation
of soot, the flame establishes closer to the droplet and the flame temperature reduces.

The soot model has three parametefs, ¢, and Z,,. To show their influence on the
droplet combustiong,, is varied from 0 to 27 and meanwhile the other two parameters take
valuesZ,, = 1, 1.25, 2, 3and¢, =0, 0.1, 0.2

4.1 Influence of¢,, and Z,,

In Fig. 2, the properties at the droplet surface are exhibited,”7,, T /T, andyrs, as a
function of modified soot quantity,, and position of the soot zong,,. For¢,, < 20, those
properties almost do not change. Sinégand Z, do not change significantly, the boundary
conditions for Egs. (20) and (21) keep the same; recalling that the valué_ foand 7, are
fixed. Under these condition$; and3 = \/a, the eigenvalues of Egs. (20) and (21), do not
vary significantly.

Recalling, the classical model is able to predict the experimental results concerning to
the vaporisation rate, but it is not able to predict the temperature and position of the flame.



The discrepancy on the temperature and on the position is due to the infinity fast chemical
reaction hypothesis (complete fuel consumption). To avoid this rigid hypothesis, a model with
three degrees of freedom is showing to be able to reproduce experimental results for droplet
combustion.
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Figure 2: (a) Droplet surface excess enthalfdy as a function of the,,, . (b) Droplet surface mixture
fraction Z, as a function of the,,,. (c) Droplet surface temperatufé /7;, as a function of the,,,. (d)
Droplet surface fuel mass fractiogprs as a function of the,,,. These results were found for four values
of the soot zone positiof,, = 1, 1.25, 2, 3; ¢4 = 0.

For ¢,, > 20, those properties start changing with), and show to be sensitive to the
location of the soot zone. As farther the soot zone is from the flame, that occurs increasing
Zs, as larger the effect of the soot is. The cagg = 3 reveals that the combustion can not be
sustained for,, close to 27.4 becausge~ S, almost all fuel vapour is converted to soot. The
consequence of this condition is: low flame temperature and low droplet surface temperature.
Since the latent heat is high, low droplet surface tempera&tuneakes the fuel mass fraction
yrs at the droplet surface to go to zero, i.e. no vaporisation. Note that the model considered
conditions such that = O(1), so that results fop ~ S is out of the model extension.

Figure 3 exposures the influence of the soot formation rate and the position of soot zone on
the flame properties, temperatuteand positionz;. First of all, the position of the soot zone
Z, does not affect the flame properties. Also, the quantity of egotio reduce drastically the
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Figure 3: (a) Flame temperaturg; as a function of,,. (b) Flame position:; as a function ofp,,,.
These results were found for four values of the soot zone posttign= 1, 1.25, 2, 3; ¢, = 0.

flame temperature and the flame position. Lafganeans large soot formation, less fuel in the
gas phase, small fuel flux to the flame and low flame temperature. An unexpected result was
the linear decrease of the flame positignwith ¢,,,.

Although the model neglects some processes, results from Figs. 2 and 3 are pointing that
soot formation, even without considering the heat loss on the pragess), can be an expla-
nation for the discrepancy between the experimental and classic theoretical results. Besides that
the model considering soot formation provides vaporisation congtémit vary only slightly
for ¢, = 0, as seeing in in Fig. 4a. Note thatdoes not change with the location of the soot

() (b)

Figure 4: a) Vaporization constant as a function of,,,. b) Soot mas® as a function ofp,,. These
results were found for four values of the soot zone posiign= 1, 1.25, 2, 3; ¢, = 0.

zone.
In Fig. 4b, the quantity of soat (= ¢,,/x2,) is depicted. The combustion limit af),, =
27.4 for the conditiongp, = 0 andZ,, = 3 represents the soot formation rate almost equal to
the vaporisation rate,, ~ A (¢ ~ 5).
From the results depicted up to now, it is possible to say that, the inclusion of the soot
formation is able to change drastically on the flame properties but is able to keep vaporisation



constant with values close to the case without soot.

4.2 Influence of¢,, and ¢,
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Figure 5: (a) Droplet surface excess enthalfly as function ofp,,,. (b) Droplet surface mixture fraction
Zs as a function ofp,,. (c) Droplet surface temperatufg/T; as a function ofp,,,. (d) Droplet surface
fuel mass fractionyr, as a function ofy,. These results were found foy, = 0, 0.1, 0.2 andZ,, = 3.

Results in Fig. 5 depict clearly limit for the droplet combustion. The quantity of soot is
such that imposes a strong reduction on the droplet surface temperature and consequently on
the droplet surface fuel mass fractign,. These conditions impose a very weak combustion
regime because ~ S, out of the focus of this analysis. The extinction can not be observed
because the model assumes infinite fast reaction, however the weak combustion regime is an
indication of no sustainable burning conditions.

Plots 5a and 5b show the value of the excess enthAlpgnd mixture fractionZ, at the
droplet surface. Sincé, andZ, are the boundary conditions of Egs. (20) and (21), reduction
in their values represent a decrease in the problem eigenvalugspresented as,/7,) and
B = A\/a. The behaviour of the droplet surface temperaiuyd;, and the droplet surface fuel
mass fractionyr, are seen in plots 5¢ and 5d, respectively.

The inclusion of the soot formation heaf > 0 is responsible to strong reduction in the
flame temperaturé;, as seen in plot 6a. The results seen in plot 6b show a small deviation of



the linear decreasing behaviour of the flame positipwith ¢,,,, thus the linear behaviour is
still a good approximation.

The strong reduction on droplet combustion properties has a direct reflection on the vapor-
Isation rate represented by the vaporisation congtaktgure 7a shows an important reduction
on the vaporisation constafitas a function of the soot formation he@t

The results pointed that the heat loss on the soot formation process is responsible to strong
variation of the vaporisation constafit Moreover, the limit explicitly presented in previous
figures represent the weak combustion regime when 1, as observed in Fig. 7b.

5. CONCLUSION

A simplified soot model is incorporated in the droplet combustion model. The soot is
supposed to be formed totally in a infinite thin zone, not distributed in a region with high tem-
perature. The results showed that the soot formation is a good explanation for the discrepancy
between classic theoretical results to experimental results. An unexpected result was the lin-
ear deacrese of the flame positiop with the modified soot formation rate,, for the cases
¢, = 0 and a good approximation fer, > 0. Heat loss is important for the determination of
the vaporisation constant

This analysis can be used as a very low cost numerical tool to determine the droplet condi-
tion in combustion spray codes.
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Figure 6: (a) Flame temperatur@,; as a function ofp,. (b) Flame positionz; as a function ofp,,.
These results were found foy, = 0, 0.1, 0.2 andZ,, = 3
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