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ABSTRACT

Atomizing systems must be able to form sprays with predetermined characteristics. These are affected by the
shape of the injector as well as by external conditions. Thus, in order to avoid numerous experiments, it is
necessary to develop predictive atomization models able to deal with the complete atomization process. This can
be done using a Eulerian primary break-up model. This approach describes the flow continuously from inside the
injector to the dispersed spray region. In this paper the Eulerian multiphase approach and the Eulerian single-
phase approach are compared and the results lead to an intermediate quasi-multiphase approach.

Introduction

The primary break-up in spray applications is a complex phenomenon. It involves very strong coupling between the liquid and
the gas phases. A predictive model for the atomization process is presented in this article. This model, based on a single-phase
Euler model, describes the whole process from inside the injector to the final dilute spray region. Initially, the classical transport
equations of the mean mixture variable are proposed. Unclosed correlation terms appear in the set of equations. The k-¢ model is
used to model the turbulence. The work particularly emphasizes the treatment of the turbulent flux, generally treated as diffusion.
Different closure laws are defined: gradient closure, single-phase closure and drag law closure. The limitations of the classical
gradient law closure are shown. To overcome these limitations, the exact transport equation of the diffusion flux is considered.
The unclosed terms involved in this equation can be modelled either from the single-phase point of view or by adapting the
multiphase approach. This last method is used in the so-called quasi-multiphase closure by introducing a drag law term. Finally,
the three different approaches are implemented and the numerical results are compared with the experimental results.

1. Equations of the model

This approach considers the liquid phase and the gas phase as a single mixture. Average field equations for the mixture phase
are obtained by averaging the local conservation equation. Thus the continuity equation is classically written:
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P represents the mean mixture density, U, = X,U, ; + X U, ; is the Favre averaged mixture velocity and X', and X
stand respectively for the Favre average of the liquid and the gas mass fractions. Mean gas and liquid velocities (respectively U 1

and U »,;) are defined by considering the multiphase approach [1].

The density of the gas and liquid are both considered to be constant. The state equation for the density is
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The equation for the mean mixture velocity U, obeys a classical conservation equation, which does not involve any terms

corresponding to gas-liquid exchanges at the interface [2] because the mean velocity of the liquid and gas phases is not taken into
account.
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In this equation, u ;' represents the fluctuation of the mixture velocity. P is the mean pressure. This equation contains a stress

term that has to be modelled. The viscous forces in the mixture phase have been neglected with respect to the stress term because
the Reynolds number is large.

In order to calculate the dispersion of the liquid phase, the equation for the liquid mass fraction X , 1s defined. The balance

equation for the mean liquid mass fraction X, is obtained in the same way as for a passive scalar in a gas but neglecting
molecular diffusion.
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x;' is the fluctuation of the liquid mass fraction. The term on the RHS of Eq.(4) represents the diffusion flux of the liquid. This
diffusion flux is directly linked with the gas an the liquid velocities by considering the exact equation

pulx} = pX, X, Uy, =Uy,)- ®)

By envisaging the transport equation for the turbulent diffusion flux, the multiphase approach becomes equivalent to the single-
phase approach. This is shown in Table 1.

Multiphase approach Quasi multiphase approach
Liquid momentum equation U, Equation for U = X U, + X U,
Gas momentum equation U Equation for pu—"x;' = pX Z)N( U, =U))
Liquid mass equation p, X, Equation for 1/p = X 5 / P, + X . / ol
Gas mass equation ,01)? . Equation for /5)? 5

Table 1: The equivalence between the multiphase and the quasi-multiphase approaches
2. Modelling of the unclosed terms

The dynamics of the spray is controlled by the four previous equations. Equations (1) and (2) are closed, but in equations (3)
and (4) unclosed correlation terms appear. The closure model used is significant for the description of the spray especially for the
turbulent diffusion flux of the liquid mass fraction because it deals with the drift between the two phases.

n.n

2.1. Modelling of the Reynolds stress tensor Ou 1 ;

The classical single-phase k-& turbulence model [3] for such a flow is used. Here the definition of k and & do not distinguish
the liquid from the gas phase. Only the global turbulence of the gas-liquid mixture is considered. The Boussinesq eddy viscosity
concept is used, leading to the following model for the Reynolds stress tensor:
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where v, = C Phwen is the turbulent viscosity and 51'] the Kronecker symbol.
&
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2.2. Modelling of the turbulent diffusion flux pu X,
By analogy with Fick’s law, the proportionality to the mean gradient could be employed for the diffusion flux:
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with Sc_ a turbulent Schmidt number and v, the turbulent viscosity. This model is called Model 1 in the following.

A more elaborate approach considers the transport equation for oOu l"xg . The gradient closure does not appear to be efficient for

modelling the cases where the liquid and the gas phases are not in dynamic equilibrium (drift between the two phases). For
instance, the diffusion law is not adapted to representing the slipping motion of a homogeneous liquid fraction field (droplet
cloud). The liquid mass fraction gradient is nil although the diffusion flux is not nil because there is a drift velocity between the
gas and the liquid (See Eq.(5)). Thus the gradient law is not sufficient.

By considering instantaneous mass and momentum balance equations, the exact transport equation for the turbulent diffusion
flux is obtained.
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; and Gl; are respectively the stress tensor and the stress tensor fluctuations.

The first three terms of the RHS of the transport equation correspond to the turbulent diffusion. A gradient law closure is
employed.
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The calculation of x_;' results exactly in
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The last four terms of the RHS of the equation (called IT for Interfacial Transfer) correspond to the momentum transfer
between the gas and the liquid phases i.e. they express the contributions of stress tensor fluctuations and pressure fluctuations on
the liquid-gas interface. This equation can be modelled considering the multiphase or the single-phase models.

2.2.1. The single-phase closure

According to the previous work [2], the interfacial terms for the single-phase approach are closed following the work of Bailly
et al.. The correction added to that closure by Blokkeel et al. [4] is also incorporated.
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T, = l; / £ is the characteristic turbulent time. VsV ; , C v and a, are constants usually taken as 0.5, 0.5, 0.33 and 5. This
model is called Model 2.



2.2.2. The multiphase closure

By following the multiphase approach, where the liquid phase is generally considered as a set of droplets, the interfacial
transfer term can be expressed in terms of a drag law closure. A new characteristic time scale is considered: the drag time scale

7, = p,/p,F, . The interfacial transfer expression becomes:
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D, is a turbulent diffusion coefficient. The expression of this turbulent coefficient differs according to each author’s approach.
Iyer et al. [5] use the turbulent diffusivity of the liquid (multiphase model). Simonin [6] uses the fluid-particle turbulent dispersion
tensor. The expression retained for the turbulent diffusion coefficient is D, = v, / Sc, , with Sc; being a turbulent Schmidt

number. The multiphase closure is quite similar to the single-phase closure. The turbulent time scale in Eq.(11) is replaced by a
drag time scale in Eq.(12). The drag term closure, however, may not be sufficient in the region near the injector nozzle because the

drag laws considered were developed for droplets (dispersed spray region) and not for liquid filaments (dense spray region). F, is
the average drag coefficient. The expression retained by Simonin is used in the present work. A characteristic length is necessary
in the expression of the average drag coefficient. Thus, a new equation is added to the global model: the transport equation for the
liquid surface density > . The characteristic length, used in the drag law, is the Sauter mean diameter, which is obtained with the
following expression: d o = 6,5)? 2 / ( pzf) . As for the flame surface density, the equation for > s postulated [2]. This drag

law closure is used in the case of atomization. Near the nozzle, the liquid fraction is close to one and it is perhaps more realistic to
use a drag law for bubbles in liquid rather than a drag law for liquid droplets in gas. This quasi-multiphase model is called Model
3 in the following.

3. Comparisons with experiments

3.1. Experimental conditions

In this part, comparisons of computed and measured results from the experimental data of Wu et al. [7] are presented. These
data consist in measurements of axial drop velocity in steady sprays. The liquid (n-hexane) is injected into quiescent nitrogen at
room temperature but at high pressure such that the ratio of the gas density to the injected fuel density is similar to that in a Diesel
engine cylinder at the top dead center. The experimental conditions are presented in Table 2. The experimental apparatus is
detailed in the paper of Wu et al.. The diameter of the injector is D=127 pum.

Case P (Mpa) P, (kg m™) Ujpj (m s
A 4.24 48.68 127
B 1.48 17.024 127

Table 2: Experimental conditions used in the experiments of Wu et al.

The measurements of the mean and fluctuating axial velocities were reported at axial locations along the chamber axis at
x/D=400,600.

3.2. Computational conditions

The comparison with the experimental data is performed in an axisymetric half chamber. The computations were performed
using the CFD code Star-CD VERSION 3.15. The computational grid is shown in figure 1. The axial and radial grid resolution is
non-uniform. The total number of cells is 100*50. There are 10 cells along the diameter of the injector hole. The aspect ratio of the
cells near the orifice is close to one in order to achieve good numerical accuracy.

<«— Injector nozzle
Figure 1: The computational grid



3.3. Results and discussions

The three models computed in this work are quite efficient for the description of the dynamics of the spray when compared to
the experimental data available. Nevertheless different behaviours are observed. The measurements of Wu et al. are far from the
injector nozzle to avoid the region where the spray is optically dense. At this location, the effect of the model are smoothed
because the dynamic equilibrium between the gas phase and the liquid phase is almost reached. Figure 2 illustrates this
phenomenon. As there is no drift between the two phases, the gradient law closure is sufficient.

Nevertheless, differences appear between the models on figure 3. In case A, the dynamic equilibrium is reached farther from
the injector. For x/D=400, a better efficiency of the drag law closure model is shown. Model 3 is the only one able to represent the
slip velocity between the liquid and the gas phases. Further from the axis, however, the most efficient model is Model 2. These
two observations reveal the dynamics of the spray. In the dense spray region, the diffusion flux of the liquid fraction is controlled
by the drag acting on the liquid droplets. In the dilute spray region, i.e. further from the injector axis, the diffusion flux is
controlled by the turbulence phenomenon.
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Figure 2: Axial liquid velocity versus radial distance at x/D=400 and x/D=600 for case A
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Figure 3: Axial liquid velocity versus radial distance at x/D=400 and x/D=600 for case B

The importance of the time scale in the spray is illustrated by Figure 4. This figure represents the drag time scale and the
turbulent time scale versus the radial distance of the injector axis. The time scale governing the physical phenomena is the higher
time scale. Thus, the influence of the drag phenomenon is more important in the injector axis region, i.e. the fully dense spray
region where the slip velocity is not nil. In the dispersed region, the turbulent time scale is higher, thus the governing phenomenon
is the turbulence.

Figure 5 compares the behaviour of the three models in the dense spray region, near the injector hole at x/D=100. There is no
equilibrium between the gas and liquid phases. Thus, the results given by the models are very different, showing that, in order to
obtain the actual liquid dispersion, it is important to represent the turbulent diffusion of the liquid correctly.
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Conclusion

A Eulerian model for the atomization process of a liquid jet has been proposed in this paper. The transport equation for the

liquid fraction was developed with particular emphasis on the diffusion flux. Three closure models were introduced. The
limitations of the classical gradient law closure were explained. The new closure based on multiphase flow development was
applied. It was difficult to validate the model because of the lack of precise experimental data near the injector nozzle.
Nevertheless, a better behaviour of the drag law model is obtained, where the slip velocity is high and the second order model
based on the turbulent time scale is better, where the dynamic equilibrium is reached.
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NOMENCLATURE
diameter of the injector [m] U, ; mean liquid velocity [m 5] ,  liquid density [kg m™]

turbulent diffusion coefficient [m* s] u”

yo,
fluctuating mixture velocity [ms'] & stress tensor [s']
o

Sauter mean diameter [m] fluctuating stress tensor [s™']

mean pressure [Pa]
Schmidt number [-]

X , averaged gas mass fraction [-]
X

, averaged liquid mass fraction [-] % surface density [m™]

5. Kronecker symbol [-] T, characteristic turbulent time [s]
Favre averaged mixture velocity [m s'l] Y ) . 5 d : 1
1 mean mixture density [kg m™] Tp rag time scale [s]
mean gas velocity [ms™] P, gas density [kg m?] v, turbulent viscosity [m’s™]
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