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A SECOND-ORDER MULTI-FLUID MODEL FOR EVAPORATING SPRAYS

GUILLAUME DUFOUR" 2 AND PHILIPPE VILLEDIEU 2

Abstract. The aim of this paper is to present a method using both the ideas of sectional approach
and moment methods in order to accurately simulate evaporation phenomena in gas-droplets flows.
Using the underlying kinetic interpretation of the sectional method [Y. Tambour, Combust. Flame 60
(1985) 15-28] exposed in [F. Laurent and M. Massot, Combust. Theory Model. 5 (2001) 537-572],
we propose an extension of this approach based on a more accurate representation of the droplet size
number density in each section ensuring the exact conservation of two moments (as opposed to only
one moment used in the classical approach). A corresponding second-order numerical scheme, with
respect to space and droplet size variables, is also introduced and can be proved to be positive and
to satisfy a maximum principle on the velocity and the mean droplet mass under a suitable CFL-like
condition. Numerical simulations have been performed and the results confirm the accuracy of this
new method even when a very coarse mesh for the droplet size variable (i.e.: a low number of sections)
is used.
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INTRODUCTION

Sprays — a dispersed phase of liquid droplets in a continuous gaseous phase — play an important role in a wide
range of applications such as combustion, spray drying, evaporative cooling, agricultural spraying and many
other domains. In these gas-droplet flows, the polydisperse aspect of the spray has a strong effect since the
droplet dynamics depends on their inertia, thus on their size. For example, in the combustion domain, the size
distribution of the droplets can have a significant influence on the flame structure. Among all the phenomena
acting on the size distribution of the spray, secondary breakup, coalescence and evaporation are the most known
examples.

At the kinetic level, the liquid phase is described by a probability density function (p.d.f.) f, the quantity
f(t,x,s,v)dedsdv denoting the average number of droplets at time ¢ located in a volume dz around z with
a size in a ds-neighbourhood of s and a velocity in a dv-neighbourhood of v. Focusing on the evaporation
phenomenon and neglecting the effects of coalescence and secondary breakup, the evolution of the spray may
be predicted by the following Boltzmann-type equation, where K denotes the evaporation rate and A the force
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exerted on the droplets per mass unit (see for example [39,40]):
Of +v.Ngf+ V. (Af) —0s(Kf)=0. (0.1)

Usually, in all methods developed to simulate the evolution of gas-droplets flows, the behaviour of the continuous
phase (the gas) is almost uniquely modeled using the Navier-Stokes equations and is numerically solved using a
finite volume method. However, to solve the evolution of the dispersed phase (droplets), mainly two approaches
have been proposed. On one hand, the Lagrangian method relies on a direct discretization of equation (0.1).
Considering the size of the phase space, this can be done only using a stochastic particle method [9,15, 20, 30, 33].
Such a method has been proven to be efficient and accurate but also to be expensive in terms of memory require-
ments and CPU time as a huge number of “numerical parcels” is required for accurate unsteady computation.
On the other hand, the Eulerian method is based on the derivation of a set of averaged conservation equations
for some moments of the distribution function f. This approach is numerically very competitive but suffers from
severe physical limitations due to the intrinsic poor description of the droplet size distribution. In particular,
breakup and coalescence cannot be taken into account in the standard two-fluid approach where only two mo-
ments in size of the distribution function are resolved (droplet number and droplet mass density). Some other
Moment Methods have been developed (see for example [1,2,32,41]) and recently, Beck and Watkins proposed
a real improvement on this kind of method, based on conservation equations for several droplet size moments
allowing the development of spray submodels and the possibility to take into account some complex phenomena
such as heat transfer, breakup and collision [3,4]. However, such a method still needs to presuppose a global
shape for the whole size distribution of the spray, introducing some limitations. In particular, when considering
the coupling between the size of the droplets and their velocity, the shape of the joint distribution has to be
prescribed arbitrarily.

Another attempt at deriving a Eulerian model for polydispersed sprays was developed by Tambour
et al. [18,37]. The idea was to consider the dispersed phase as a set of continuous media called “fluids”,
each “fluid” corresponding to a statistical average between two fixed sizes: a section. More recently, Laurent
and Massot provided a rigorous kinetic framework for dilute sprays in laminar flames [24] as well as for dense
sprays with coalescence [25] and denoted this method as a “multi-fluid” one. This method was shown to apply
to realistic cases with a limited number of sections if an appropriate discretization of the size phase space is used,
combined with a particular treatment for the last section, involving an exponential approximation of the droplet
density function [26]. However, this approach was shown to be in general only first order accurate relative to
the droplet size variable [22] thus resulting in strong numerical diffusion when too few sections are used. The
problem of finding an appropriate way to improve the accuracy of the method and also minimizing the number
of sections thus becomes critical, especially when considering industrial codes which are intended to perform
complex three-dimensional simulations. Some kind of answer is currently being studied by Laurent [23] where
the choice of the approximation function for the number density distribution in every section is discussed.

In this article, a method combining both ideas of moment and multi-fluid methods is presented. The aim of
this work is to provide a multi-fluid-type method which allows the use of only a small number of sections for
numerical simulations. To this end, an appropriate set of moments of the number density functions is chosen
to be preserved and an accurate approximation of the number density function involving piecewise exponential
functions is proposed. The key point is that this approximation is chosen under the constraint of preserving a
given set of moments of the number density function, thus improving the accuracy of the classical multi-fluid
method up to the second order in all variables. Using numerical simulations, the choice of both the set of
moments and the shape of the approximation function is also shown to be well-suited for such polydispersed
two-phase flows, thus providing at least the correct evolution trend even when a coarse mesh in the size space
is used.

The paper is organized as follows: in a first step, it will be explained how the multi-fluid approach can be
re-interpreted using moment methods in order to improve its accuracy. The new model obtained this way may
also be seen as an extension of the standard two-fluid model, since using only one section in the new approach
yields a two-fluid type model. In a second step, the numerical algorithm used to solve the resulting set of



A SECOND-ORDER MULTI-FLUID MODEL FOR EVAPORATING SPRAYS 933

equations will be described, especially the evaporation scheme involving the kinetic interpretation introduced in
the first part. In the third part, some theoretical results about the consistency of the scheme and the accuracy
of the model will be given and finally in the fourth part some numerical results illustrating the accuracy of this
new approach will be presented.

1. AN IMPROVEMENT FOR THE MULTI-FLUID MODEL

1.1. The classical multi-fluid model

1.1.1. Kinetic description of the spray

Since we are dealing with polydispersed sprays, a parameter to describe the size of the droplets will be needed.
All the droplets are assumed to be spherical so that the size of a given droplet is fully characterized by any of
the following quantity: its radius, surface or volume. In the following, the quantity s will denote the surface of
the droplets, taken as the size variable.

For the sake of simplicity, but without any loss of generality, we consider that the forces exerted on the
droplets are only due to their interaction with the fluid (the drag force) and the effect of gravity is neglected.
Moreover, the evaporation law considered is the d2-law without convective correction term and the drag force
is assumed to be given by a Stokes law. Let A be the Stokes drag force per mass unit due to the difference
between the droplet velocity and the surrounding gas one Uy. Its expression reads:

A(t,z,s,v) = (1.1)

where 7(s) is the mean time it takes for a droplet of size s to adapt to the velocity of the gas. The Stokes
law assumes that this time is directly proportional to the surface of the droplet. More precisely we have for a
droplet of surface s and mass density p; embedded in a gas of viscosity fi4:

r(s) = 2.
187 g

For more sophisticated models of the forces exerted by a carrier phase on a droplet, the reader may refer to [29]
and for a general review to [8].

Concerning the evaporation phenomenon, the d?-law states that the surface of a droplet decreases linearly
with time. If s(¢) denotes the surface of a droplet as a function of time we have:

d
Z o K=C"<0
dt

with K being the evaporation rate. For the sake of simplicity we did not take into account the temperature
variable in this study. However, the method described in this paper may easily be extended in the more
general case. Moreover, more complex evaporation laws could be considered (K depending on the surface,
the temperature and the velocity of the droplets) by assuming that the evaporation rate is locally constant
[14,16,30].

1.1.2. Semi-kinetic model

The semi-kinetic model [24] eliminates the velocity variable by replacing the kinetic equation (0.1) with two
equations on the moments n and nv which are respectively the moments of f of order 0 and 1 with respect to
the velocity variable. Practically, starting from the full kinetic description of the spray, we deduce evolution
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equations for the quantities

n(t,x,s) :/f(t,x,s,v)dv (1.2)
n(t,z, s)v(t, z,s) = /Uf(t,x,s,v) dv (1.3)

v
by multiplying Equation (0.1) respectively by 1 and v and integrating over the whole velocity phase space. If
the number density function is assumed to rapidly decrease to zero for large droplet velocities, we obtain the
following system:

{ dyn + V. (n0) — 05 (Kn) (1.4)

=0
0¢(n?) + V4.(no @ 0) + V,.P —nA — 95(Knv) = 0

where
Uy(t,z) —v

7(s)

P may be seen as a kinetic stress tensor, related to the velocity dispersion (see also [27]), and is defined by:

A= (1.5)

P:/vf(v—ﬁ)ea(v—a)du.

Remark 1.1. Physically, n can be interpreted as the droplet number density. We will also use the mass density
which is defined as:

pus? d 1.6
mit..5) = [ B fta,s.0)do, (1.6)
This model is obviously not closed since we lack an expression for P depending only on n and v. One may note
that in general, using such a method for obtaining an evolution equation on the p—th moment of f requires an
information on the (p 4+ 1)-th moment. In order to close the model (1.4), we either have to give a constitutive
law for this pressure equivalent term (see for example [35]) or to assume a particular form for the p.d.f. f
[17,27]. This closure aspect will be discussed in the next section when we will present the multi-fluid model
(see also [24,25]).

Remark 1.2. One may repeat the same process on the size variable and obtain a moment model. Using only one
moment in size gives a simplified model which yields low computational cost but is not able to take into account
the evaporation phenomenon since it provides no information on the mean size of the droplets. Therefore, some
methods using several moments in size have been developed, allowing a more accurate description of the spray’s
physical behaviour (see for example [1-4,32,41]). The multi-fluid approach is based on a different point of view,
which consists in first discretizing the size space before performing any average in size.

1.1.3. Multi-fluid model

In this part we follow the main lines of [24]. Let N be a fixed positive integer, we choose a finite increas-
ing series of droplet sizes (s;)o<i<n defining N finite intervals of size I; = [s;,_1,s;[ and one infinite interval
Iny1 = [sn,+oo[. As stated before, the size s of the droplets denotes its surface. Following the original ter-
minology of Tambour [18,37] the term “section” will denote any interval of size. In any section, the number
density function is assumed to have the following simple structure:

n(t,z,s) = ni(t,x)k;(s) for s;o1 <s < s
so that the profile of n in a given section is fixed as a function only of the size of the droplet and does not

depend on ¢ and x. Such an assumption is quite natural since the principle of the sectional approach is to take
some moments at a given size of the distribution function with respect to the velocity variable.
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Moreover, in order to close our system, we make an a priori assumption on the droplet velocity distribution
function which consists in supposing that all droplets in a same section have the same velocity. This hypothesis
is equivalent to assume that there is no velocity dispersion and then that the number density function f reads:

N+1
ft,z, s,v) = Z I, cocs, (5)n4(t,2).00 5, (1,0) (V) .Ki(s). (1.7)
i=1

Assuming the particular form of the density function, the pressure term V,.P vanishes in the system (1.4) and
we obtain:

(1.8)

on + V. (nv) — ds(Kn) = 0
{@(nﬁ) + V. (no @ 0) — nA — 9,(Knv) = 0.

Remark 1.3. We may also have given a particular model for the pressure equivalent term P, also performing
a closure for the semi-kinetic model but as explained in [24], choosing the velocity dispersion to be zero enables
us to have mean values for the evaporation rate or the drag force term depending only on the mean velocity in
the section. In particular we may write A = A(7), and this property also holds in the case where K depends
on the velocity.

At this point, only the profile of the distribution within a section remains to be prescribed. In the classical
multi-fluid model, it is assumed that in any finite section the function k; is constant and this constant is denoted
a;. As it is noted in [24], such a choice is completely arbitrary and is related to the structure of the sectional
approach which presupposes a shape of the distribution function inside a section which is independent of the
state of the spray outside the section. We have to emphasize the fact that, as developed in [25] the multi-fluid
model takes for size variable the radius of the droplets r. Hence, k; is chosen constant as a function of the radius
(see Rems. 1.4 and 1.5) and is determined using the conservation of the mass density.

These last two points addressed, the way to derive the multi-fluid equations is the following: in any section,
multiply both equations by 47;‘) L3 where p; is the density of the liquid, integrate them over the whole section
and use an “upwind” approximation for the evaporation fluxes (Kn and Knv). This yields 2N + 2 equations
which may be written, for 1 <7 < N + 1:

8tmi + 895 (mﬁz) + (E,L(l) + EZ(Q))TTM — Ei(i)lmiJFI =0

(1) (2) (1) A (19)
O (mi®;) + 0z (MiT; @) + (B + ;7 )mivs — B imiaTip = mi A,
where: A oy
Ez(l) = —?ﬂ-plriK:‘@i(ri)a E’L(2) = _/ ?ﬂ-le"Q’i(r) dr
Ti—1

3

with the convention that Eni2 = 0, ryy1 = 400 and where m;(¢t,z) = qu
density in the the section i.

—_— T4
Ai = / — Pt At 2,75 (r) dr
Ti—1

Ti%“mﬁm(t,x)oq dr is the mass

Remark 1.4. The profile of the distribution may be written using any variable size. If ;, as a function of the
radius 7, is equal to a constant «; in the section [r;_1,7;[ we have for s and V' denoting respectively the surface
and the volume of the droplets, by noting that &;(r) dr = k;(s) ds = k;(v) dv:

i) = wils) = 5 (V) = GBEyEE

Remark 1.5. It has to be emphasized that, for optimal accuracy, the discretization of the size space has to
be chosen carefully depending on the choice of the size variable. This aspect will not be developed here and,
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for a study on this subject in the case of noncolliding evaporating sprays the reader may refer to [12] or, for a
complete numerical analysis, to [22].

1.2. Improving the multi-fluid model

Studying the whole process of obtaining the multi-fluid model from the kinetic equation on f, one may note
that after the discretization of the size space, one of the most important parameter of the sectional approach
lies within the choice of (k;);, which can be interpreted as an approximation of the density function in the i-th
section. With such an idea, an improvement of the method would logically be to choose some affine function
for x in order to have a better approximation. But this approach yields two major problems. First, limiters
on the slopes are needed in order to ensure that the approximate density remains positive. Secondly, such an
approach is ill-adapted if a very small number of sections is used, since it is difficult to approach accurately
the asymptotic behaviour of the distribution function, for large values of the droplet size, with piecewise affine
functions. We propose here a different approach, choosing a two parameters representant for the distribution
function in any section. The parameters will then be fixed under the conservation of two moments of the
distribution function. It is a slightly different approach compared to the classical multi-fluid model because in
this approach, the corresponding x; defined in Equation (1.7) is now a function also depending on ¢ and z.

1.2.1. Determination of a function using its moments

We begin by introducing some notations: Let s be the surface variable (results can be stated for any size
variable such as radius, volume ...), and N be a positive integer. (I;)o<i<ny will denote the set of sections and
for any real o > 0, M2 (f) will denote the moment of order « of f on I;:

M) = ; | / () ds

Having chosen a set (I;); of intervals and the orders of the moments («;);, we can then define the following
equivalence relation on £ = L! (R+, (Zj s"‘j> ds):

fRg < M (f) = M;" (g) Vi, j.

We are interested in the space of functions £/%. With such an approach, the difficulty is to find a family of
functions F such that for any f € L, there exists one and only one g € F satisfying fRg. This will be called
the realizability condition.

1.2.2. Ezxponential family and realizability condition

In this paper we propose one kind of approximation relying on two moments of the density function. More
precisely, we choose to preserve two moments in the surface variable: these are the 0th and 3/2th order ones,
which can be interpreted respectively as the number and mass densities of the distribution function. Knowing
both quantities in any section enables us to have an information on the mean surface of the droplet distribution
within any single section thanks to the mean formula:

2 2
(LNt ()¢ 1.10)
T\ s MO(f)
As stated in the introduction, one can remark that in the case where only one section is used, the corresponding
multi-fluid model will correspond to a classical “two-fluid model” with three equations for the particulate phase:
one for the number density, one for the mass density and one for the momentum (see for example [13,21,34]),
the droplet mean size being given by formula (1.10).

The moments to be preserved being chosen, there still remains to find a well-suited family to represent the
class £/R. The following proposition gives a family of functions satisfying the realizability condition:
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Proposition 1.6. Let I be any (finite or not) interval of [0, +oc[ and f € LY(I, (1 + s3/2)ds) be a positive
function not everywhere equal to zero. Then there exists a unique couple (a,b) € Ry x R such that the function
defined by f(s) = aexp(—bs) has the same moments of order 0 and 3/2 on I as f. Moreover if the interval I

is infinite we have b > 0. We can then define a one-to-one function U such that (a,b) = \P[(M;’/2(f), MO(f)).

Proof. For convenience, we will assume that our interval is finite and note I =]sq, s2[, n and m are respectively
the moments of order 0 and 3/2 of f. We will also note m = m(a,b) and 7 = 72(a,b) the moments of order 3/2
and 0 of the function f(s) = aexp(—bs). In order to simplify the notations, we will suppose that p;/(3v/4r) = 1.

Since f is a positive function, we know that the ratio m/n lies within the interval ]si’m, 53/2[. The ratio m/n
only depends on the parameter b, we will then note g;(b) this ratio. Let us first remark that if we have
determined b # 0 such that m/n = m/n, it immediately follows that for:

nbAs
a= e*bsl — e*ng (111)

we have both n = n and m = m. Then we only have to check that g; as a function of b € R is one-to-one onto

]s?/ 2, sg/ 2[, which is the purpose of the following lemma. The whole process is exactly the same and presents
no more difficulty in the case where the interval I is infinite, which concludes the proof. (I

Lemma 1.7. The function g; defined in the preceding proof is strictly decreasing on R and has the following
properties: limy_, o gr(b) = 52/2 and limp_, 1 o g7 (b) = si’m.

Proof. For any b # 0 we have, denoting As = s5 — s1:

1 : .3  3ebs1 v
g[(b) = —— Sf/Q _ 53/26—bA5 + _(\/a o \/ge_bAé) + [§] / e—b?“2 arl
1—e S 2 2 e

It follows easily that limy—, o g;(b) = 53/2 and limp_, 4o g7(b) = sf/Q. We then know that g; is onto ]si’m, 53/2[.
Moreover, gr is obviously C* and we can compute g7 in order to find its sign:
— [Zebsds [7? 57270 ds + f:ll §3/2e7bs (g fssf se~bsds

g91(b) = = - (f;f e—bs ds)2

Let us keep b fixed and determine the sign of:

B B B B
h(B) = 7/ e b ds/ s2/2e7 ds +/ §3/2e7bs ds/ se" ds.
S1 S1 S1 S1

The computation of the derivative yields:

B
h/(ﬁ) — e—bﬁ/ (—35/2 o 55/2 +53/25 +ﬁ33/2> o—bs ds,

S1

B
W) = e [ (3= s - e s

S1
We can now state that h'(5) < 0 if 8 > s; and as we have h(s1) = 0, we also have ¢}(b) < 0 for any b € R.
Then gy is strictly decreasing on R. (I
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Let us then define:

N
F = {s — Z T,  <s<s; @i exp(—b;is) + Mgssyant1 exp(—byyi1s) / (ai, b)) € Ry x R Vi and byyq > 0} .
i=1

(1.12)
The last result shows that this exponential family F fulfils the realizability condition. Moreover choosing such
a family of functions has two more advantages: the first is that the positivity of the number density (which is
not obvious for affine functions) is always preserved and the second is that we have the possibility to use only
one section (which is equivalent to take N = 0), obtaining a two-fluid-type model. This result also allows us to
define a nonlinear projection operator Iy : L' (I, (1+ 53/2) ds) — F.

Remark 1.8. Concerning the evaporation phenomenon, the choice of an exponential function is well-suited
since such kinds of distributions are proved to be self-similar during their evolution in time. Some remarks can
also be found in [26] when the choice of a distribution function for the last section (the infinite one) is discussed.

1.2.3. Second order multi-fluid model

We recall that (a;,b;) = Vi, _, s,1(mi, i) where W, ;.1 is defined in Proposition 1.6. Following the same
process as for the classical multi-fluid method, we consider the system (1.8) and thanks to Proposition 1.6, we
assume that in any section, the quantity n(¢,z,s) is given by n(t, x, s) = a;(t, z) exp(=b;(t,x)s). In order to
clarify the notations, the (¢,2) dependence of a; and b; will be omitted in the following.

The classical multi-fluid model consists in deriving evolution equations for two quantities in any section which
are mass density and momentum. Since we have chosen to preserve two moments in the surface variable we
have to deduce evolution equations on three quantities in any section: the number density n;, the mass density
m; and the momentum density m;v;, where

n;(t,x) = _ /Si a;exp(—=b;s)ds ; my(t,z) = 1 /Si pis’/? a; exp(—b;s) ds. (1.13)
Si— Si—1 Js;_, Si— Si—1 Js,_, 3VAT

To derive these equations, in any section, multiply the first equation of the system (1.8) respectively by 1 and

/ /
% and the second equation by % and integrate the resulting three equations over the whole section,
recalling the particular form for n; and m; (1.13). The improved sectional approach then consists in a set of
3N + 3 equations defined for 1 <i < N + 1:

8tni + 895 (nﬁz) + KE — KE+1 =0

3

8t(mﬁi) + 895 (mﬁi (24 ﬁi) + (E,L(l) + EZ(Q))mﬁz — Ei(i)lmiJrlUiJrl = mzAZ

where

(1) pl1< 3/2 2) /31 lK 1/2
E7 = ——s5""a;exp(—b;s;_1), E~ = s/%a; exp(—b;s) ds
7 3 /_4 i—1 p( 1) . 3 — p( )

_ Si P153/2
A, = /57_.1 . 47TA(t,ac, $,U;)a; exp(—b;s)ds, F; = a; exp(—bisi—1)
with the convention that Enxi9 = 0 and syy1 = +00. We emphasize once more the fact that a; and b; are
both functions depending only on m; and n; so that the model is closed. In order to avoid long notations, in
all the following, the “exponential model” will denote the second-order multi-fluid model obtained using the
exponential approximation.
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FIGURE 1. Discretization for the transport part.

2. THE NUMERICAL SCHEMES

2.1. Time discretization

In this section we present the numerical scheme we have developed in order to solve the system (1.14).
Since the numerical methods used for the transport part (finite volume method) and for the evaporation part
(improved sectional method) follow different approaches, these two effects are computed separately, by using a
fractional step in time method in order to solve the global system. The Strang splitting method ensures us to
have a second order accurate method for the time discretization if both schemes for transport and evaporation
are second order accurate. Such a splitting is done in the following way: if Sa¢, Tar and Ea; denote respectively
the schemes for the Strang method, and the transport and evaporation steps

Sat = EAt/2 oTato EAt/2-

The reader may refer for example to [36] or [5] for further details. The second-order accuracy in time for any
scheme will be ensured using a classical RK2 method.

2.2. The transport scheme

Concerning the scheme used for the convection part, we first have to emphasize that there is one constraint on
m and n that must be satisfied. Indeed, in any section i, since n; and m; denote respectively the number and mass
density in the section, their ratio m;/n; has therefore to remain in the following interval: |- \”/ZTT sfﬁ 21, so= f/ 2
Thus the transport scheme has to preserve this property on n; and m;. The section being fixed, we will omit
to note the index i related to the size and note p = m/n the mean mass of a droplet a section so that we are

solving:

on + Vy.(nv) =0
Oc(np) + V. (npw) =0 (2.1)
Ot (npw) + V. (npv @ v) = 0.

Remark 2.1. The system (2.1) (transport part) is closely related to the “pressureless gas dynamics system”.
It is well-known that solutions to the pressureless gases system may have a rather complicated behaviour since,
even for regular initial condition, mass concentration as well as vacuum may appear in a finite time lap. This
system has been widely studied and is related to the problem of solving linear transport equation with non-
smooth coefficients (see for example [6,7,10,31]).

2.2.1. First-order scheme

We begin by studying the first order numerical scheme for transport in one dimension of space. We will here
use conservative variables n, m and p, defining the velocity v as v = p/m. It is quite obvious to see that the
pressureless gas dynamics system is not hyperbolic. We first turn this system into an hyperbolic one by adding
a pressure term, which is equivalent to assume that there is small dispersion of the droplets velocities at the
microscopic level and that the term V,.P defined in (1.4) is non-zero. The system (2.1) may be seen as the
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limit as € tends toward zero of the following hyperbolic system:

On+ V. (nw) =0
Om + Vy.(mv) =0
Ot (mw) + Vg.(mv @ v) + €29,m = 0.

As we are in one space dimension, one may derive a classical Roe-Scheme for € > 0 and then let € vanish in the
resulting scheme [14]. The final scheme reads, with A\; = At/Ax; and Ax; = 2,412 — Ti—1/2:

i

n?“ = nf"’ E( i+1 |Uz+1| z+1) _2”k‘vk‘ +n1 1 |U1 1‘ +U1 1))
>\.

mitt = mb 4+ Ez (mé (Joi | = vifn) = 2mi[of [ +m s (Jvf s [ +00) (2:2)
A

Pt =pf+ 2 ) (szrl |Uz+1| z+1) QPz‘Uk|+pz 1 |Uz 1‘+U1 1)-

Proposition 2.2. Under the CFL condition max; \;|v;| < 1, this scheme preserves the positivity of both mass

and number density and moreover we have a mazimum principle on p = = and v.
Proof. Rewriting the numerical scheme (2.2) on the number density as:
k+1 k k Ai ok k k
ng Tt =nf (1= Njof]) + B (nfea (ol ] = o) +ni g (Jofy |+ vi)

and remarking that (Ja| £ ) > 0 for any a € R, we easily have the positivity for the number density and the
mass density is treated the same way. Let us now write the numerical scheme on the mass density as:

i
k+1ui€+1 n?p,?(l—AJ’Uf‘)—i—é( ']erluz "U'Hrl‘ z+1)+nz luz "U’L 1|+U’L 1))

Using the fact that the number density remains positive, we see that uf“ is a convex combination of ,uf_l, uf
and p¥ ‘t1- The same argument apply to the velocity and this concludes the proof. (I

Remark 2.3. The scheme (2.2) may be written in conservative form:

k,(1) (1)
nkt+1 nk Fz‘+1/2 - Fi71/2
o1 % k(2) _ phi(2)
mk+1 = mkz AN I AN S iy
P; p; Fk,(:s) _ Fk,(3)
i+1/2 i—1/2
where the numerical fluxes Fk Y12 is defined as:
FeM =k min(0, vF, ) + n¥ max(0, vF)
i+1/2 i+1 » Yi+1 7 » Yg
k,(2 . k(1 k(1
Fi+(1/)2 = p¥ , min(0, Fz+(1/)2) + pk max(0, Fz+(1/)2) (2.3)
k(3 . k,(2 k(2
Fi+(1/)2 = vF, min(0, Fl+(1/)2) + v¥ max(0, Fz+(1/)2)

Remark 2.4. The scheme (2.2) is the same as the first order kinetic scheme obtained by Bouchut et al. in [7]
for the pressureless gas dynamics system. Using a technique of affine reconstruction and slope limitation, they
also provided a second-order scheme verifying the preservation of the positivity and a maximum principle on the
velocity. The scheme obtained by Bouchut et al. may easily be extended to higher dimensions, but it requires
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a cartesian grid for discretization. In order to remain as general as possible for the space discretization, we
choose to derive a different second-order mesh-independant scheme which may be seen in higher dimensions as
a convex combination of the one-dimensional scheme defined in (2.2).

2.2.2. Second-order scheme

We now focus on the description of the second-order scheme. As the numerical simulations presented at the
end of the paper deal with one space dimension, the scheme will only be presented in a one-dimensional context.
However, this scheme can easily be extended in higher dimensional cases as it is explained in Remark 2.5.

We recall the notations defined in Figure 1. The second order accuracy of the scheme in time and space can be
ensured using both MUSCL-type and Runge-Kutta methods. Let U* be the values of the state U = (n,m,v)T
at time t*. An approximation of the gradient of the discrete solution in any cell is first computed in order to
define interpolated values on all edges of the mesh. In order to avoid the creation of new extrema in the rebuild
solution, we choose to follow the classical way in limiting the gradient. But since the quantities we want to
control are n, 4 and v, the limiting procedure is performed on the vector W = (n, u,v)? rather than on the
vector U. With WF being the values of the state W in the cell C; = [Ti—1/2, Tity1/2] at time t*, an approximation
of the gradient of the discrete solution is given by the formula:

2(Wz]11 B W]il)

K — ! . 24
VW’L Al‘i,1 + 2A1’z + Al‘iJrl ( )

As for the limitation part, we have to replace VWf with its limited value @Wf in each cell C;. An appropriate
way of limiting the gradient (see Prop. 3.1) reads:

- 2WEoes —WE) 2WF - Wk )
VWk — i 1, max,i 4 7 4 min,s VWk 25
pom ( [VWH Az, VW Az, Z (25)

where WI]flax,i = maxje{i,l,i7i+1} (W]k) and Wmin,i = minje{i,lyi’Hl}(Wf).
Then, knowing the value of the gradient we can now give interpolated values of W* at the edges of the mesh
and define the values used for the computation of the fluxes.

~ Axl
Wl =wkF-vwk. 5 (2.6)
= Al‘l
Wl =W+ VWf.T- (2.7)
With the notations defined in the previous part, the numerical fluxes can be written:
Fiﬁ(ll/)Q = Wf;(l) min(0, Wf,’.(g)) + Wfl’(l) max(0, Wi]fl’(?’))
k,(2 k(2) . k(1 k,(2 k(1
FL G, = whP min(0, F5Y,) + W5 max(0, £5),) (2.8)
k,(3 k,(3) . k,(2 k,(3 k,(2
Fi+(1/)2 = Wi,r( ) min(0, Fi+(1/)2) + Wi,l( ) max(0, Fi+(1/)2)-

Finally, the values of U**! at time ¢, are defined using a Runge-Kutta method ensuring that the positivity
is preserved (see Prop. 3.1): we first compute Uf‘H using the following formula:

rTk+1 _ 77k
e

a

Flirjs = Flyp) (2.9)

and, with obvious notations, we can compute Ui’chl by:

. At /- _
{kt (F.’;l/2 - ﬂ’zl/z) . (2.10)

1 1
[].]("‘Jr1 = —Uk —
¢ 2" + 20 2Az; \°
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Remark 2.5. The scheme we just described can easily be extended in higher dimension. Indeed, one can remark
that an extension to formula (2.4) can directly be provided using the Green formula applied to the dual mesh
(see for example [14]). The same kind of limiters may then be used, provided that the two terms ‘VWZ“ ‘ Az, /2

R -
are respectively replaced with max,eac; ‘VVVZ€ (x— :cl)‘ and mingepc; ‘VVVZ€ (x— :cl)‘ The expression for

the multidimensional scheme, equivalent to formula (2.9) (i.e. without the Runge-Kutta time integration) then
reads:

At
v — Uk - 2L S Uk Uk, el (211)
|Cz| ecoC;
where ®(UF, UF

frer Nie) is the numerical flux through the edge e of the boundary of the cell C; and is defined as

®(Uy,Us, nye) = Uy max(0, v1.11.0) + Us min(0, vs.77 ). (2.12)

This formula can then be understood as a convex combination of the monodimensional formula and the results
from Proposition 3.1 remain valid assuming that an adapted CFL condition is used [14].

2.3. Computation of the drag force effects

The drag force effect can either be treated as a source term in the transport part or as a separated scheme
using one more time the Strang splitting with an exact integration (i.e. replace Ta¢ with Day/o 0 Tat © Dag/2)-
Since the drag source term may become stiff for small droplets, the second possibility has been chosen. We
recall the expression of the drag force term following a Stokes law, where s denotes the surface of the droplets:

Uy(t,x) —
At,z,v,8) = Yy(t,z) —v
s
where v = 18/71 . In the sectional approach, the value of the drag force term in the 7 th section reads:
Tllg

At 2, 5) = Ug(t, @) —vi(t, @)
Vs

The part of the system we are solving then reads in any section 1 <7 < N + 1:

8tmz- =0

Si pl53/2 _
0 (m;7; :/ ———a; exp(—b;s)A;(t, x,s)ds.
t( 1) . 3\/5 p( 4 ) ( )

In any section, we are looking for a mean value in order to represent the time it takes for a droplet to adapt to
the velocity of the gas. This mean value is defined through the following integral:

(2.13)

. Si 3/2 . —b;
[ e, o
T 5,1 VAT Vs

After some algebra, we obtain in any section with the convention sy = 400:

S 3ym;
"2 (ai[s3/2 exp(—bs)]3i_, + bimy)

Since the drag force does not have any effect on the mass contained in the section but only on the momentum,
the system (2.13) can be simplified, removing the dependence on the mass density and yielding the value of the
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velocity after one time step:

mwﬂ%+@ﬁﬂzmmqiﬁ) (2.15)

Ti
This scheme needs no CFL condition to preserve the maximum principle on the velocity, whereas using source
terms would require a CFL shrinking to zero as the size of the droplets goes to zero.

2.4. Numerical scheme for evaporation

In this paragraph, focus is set upon the evaporation step, using the kinetic origin of the system (1.14) to
derive a numerical scheme. Omitting all terms excepted the evaporation one, the kinetic equation written in
the surface variable s reads:

of—Kosf =0 (2.16)
where K is assumed to be a constant. Given an initial condition fy, the exact solution of this equation for any
time ¢ > 0 reads: f(t,s) = fo(s + Kt), for all (t,s) > 0.

Let (s;)o<i<n be a discretization of the size space in the surface variable. A time step for the evaporation
scheme may be decomposed into three elementary steps. The first one consists in rebuilding the approximate
number density function knowing the number and the mass density in every section (projection step Ile.,). More
precisely we compute the only element f of the family F (defined in (1.12)) which has the appropriate moments
of order 0 and 3/2 in any section. Then the second step consists in using the exact solution of Equation (2.16)
in order to transport exactly the rebuilt density (transport step Ta:). Finally the new number and mass density
are computed in every section (mean step Ipean). If p is related to the time discretization and ¢ is related to
the size discretization we have:

1
n?t n¥
+1 _ p
mf = Hmean © TAt o Hexp m;
(miﬁi)p—i_l i (miﬁi)p i

The scheme can be written under its “conservative” form where As; = s;41 — s;:

p+1/2 p+1/2

n?tt —n? 7K50i+1/2 ~ P2 0
At y ASi y
+1/2 +1/2
mPt o mp Vi Vs (2.17)
At AS,L o
+1/2 +1/2
metert w0 — 0
At ASZ !
and where ¢, 1, 8, S and T are defined as follows:
prijp _ L[5 Kt dt 2.18
(pi_;_l/g = E o f(SH-l + ) ( . )
e 1 At ~
Uiy At (siv1+ Kt)*? f(sipr + Kt)dt (2.19)
e 1 At ~
Ny E/o (sip1 + Kt)*/? f(sip1 + Kt)oi4q dt (2.20)
1 ASi . ~
Si = i / ((si Fu)? = (s +u+ KAt)3/2) F(si + KAt +u) du (2.21)
5 0

1 As; ~
T, = —— / ((sZ +u)®? — (s +u+ KAt)3/2) f(si + KAt +w)o(s; + u+ KAt)du.  (2.22)
AS»LAt 0
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We recall that the notation f denotes the global density function which is rebuilt from the number and the mass
given in any section. Using some integrals of the function s%/2 exp(—bs) which can be computed numerically
and denoting o; = KAt/As;, this scheme may also be written the following way:

nP* = P (1= g(bK AL i) + 0Py g(biss KAL i) (2.23)
biexp(—b;KAt) [Asi—KAt
it = ”p% /0 (s + 50)*/* exp(—bys) ds (2.24)

bi+1 exp(szqusi)
1-— eXp(—bi+1ASi+1

KAt
+nl ) /0 (s 4 siv1 — KAL)®? exp(—bii15) ds

where the functions g is defined as:

1 —exp(—xz)

glz,a) = (2.25)

1 — exp(—ax)
Remark 2.6. Since « is the inverse of the CFL constant, it is assumed to be positive and more precisely to be
greater than 1. Under this assumption we have for any = € R: 0 < g(x, ) < 1. This ensures the positivity of
the number density and therefore the positivity of the mass density. Moreover, the function ¢ is shown to have
a Lipschitz dependence on the first variable (the one involving the time step) provided that the CFL condition
is kept constant. Indeed, we can compute 0,.¢:

e ?(l—e ) —(1—e*)ae ™
(1 _ efaa:)2

Oug(x, ) =

Keeping o > 1 fixed, we have lim,_, o 0z9(z, &) = limy 100 Oz9(x, @) = 0 and we also note that 0,g(z, @)

admits a limit as  — 0:
a—1

2a
We deduce from this last equality that |0,g(., )| is bounded by a constant M,. This property will be used
later in order to prove some properties of the scheme (2.23) (see Prop. 3.11).

a;cg(oa 0&) =

3. THEORETICAL RESULTS ON THE SCHEMES

3.1. General results

We give here some general results on the schemes defined in the preceding part. The proofs of these results
do not present any particular difficulty and we will thus just give the main lines. Concerning the part on the
transport scheme, the reader may also refer to [7] for similar arguments.

Proposition 3.1. Under the CFL-condition 2At < Az, using the second order transport scheme (2.10) gives
a nonnegative number density and therefore a nonnegative mass density. Moreover, the velocity and the ratio
w=m/n do satisfy a maximum principle.

Proof. We have seen in Proposition 2.2 that the result holds for the one-dimensional first-order scheme. Let us
now recall the notations from Section 2.2. The limiter defined in formula (2.5) provides an estimation of the
values at the edges W;; and W; , compared to W;, more precisely, we have |W; 1|, |W; | < 2.|W;]| for any cell C;.
Then, recalling the fact that the first-order scheme does preserve the positivity of the number density with the
CFL constant 1, the scheme (2.9) does also preserve the positivity under the CFL constant 1/2.

The end of the proof now relies on a convexity argument. Indeed, the scheme (2.9) concerning the evolution
of u; may be seen as a convex combination of the first-order scheme (2.2), which verifies the maximum principle
on p. Then, the scheme (2.9) does also verify this maximum principle, ensuring the positivity of the mass
density. The same argument holds for the maximum principle on the velocity. Finally, the limited gradient
method for the transport scheme (2.10) can also be seen as a convex combination between the state UF and the
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state Uf since it is obtained using the scheme (2.9) applied twice respectively to UF and to Uf, which concludes
the proof. O

Proposition 3.2. The scheme simulating the drag force effects does preserve a modified mazimum principle,
including the velocity of the gas:

sup([e?™!|) < max(sup Uy (@), sup([of ).

?

Proof. From formula (2.15) we have, for all 4, v*™' € [U,, v"]. O

Proposition 3.3. Under a CFL condition At < K min; As;, the evaporation scheme (2.17) does preserve the
positivity of both number and mass density and also verifies a maximum principle on the velocity. Moreover, by

construction of the scheme, in any section the ratio m;/n; lies within the interval ]3%3?1217 2 3?/2[

Proof. Replacing respectively n} and m{ with z- OAS“ [£](si +u)du and A OAsi(si + u)?2[f](s; +u) du in
the evaporation scheme (2.17), we see that n? 1 and m¥ 1 are obtained as number and mass densities corre-

sponding to a piecewise exponential positive distribution function. We have then the positivity of both number
and mass densities and the results on their ratio and on the velocity comes one more time from a convexity
argument. 0

3.2. Consistency of the evaporation scheme

3.2.1. Order of the exponential approximation

Since it has been proven in Proposition 1.6 that the exponential family F fulfills the realizability condition,
we will now focus on the order of the approximation achieved. Given an interval I of length &, let II; denote
the projection operator which associates to a function f € L'(I, (1 4+ s%/2)ds), the unique exponential function
defined in Proposition 1.6. The following theorem gives explicit bounds for the error generated by replacing f
with II;(f). In order to avoid heavy notations, the results in Theorem 3.4 and Lemma 3.5 are presented in a
particular case. All results can be extended to a more general case without any difficulty, see Remark 3.7.

Theorem 3.4. Let I be any interval of length h and sg be its middle point. Let f non identically equal to 0 be
a function of class C3 such that f(so) # 0. We then have the following estimate:

L7 (f) = fllpery = O(R?).

More precisely we have for ( depending on f:

(1)~ Do) = o (f"(50> - ffg)) ) B+ O™ (3.1)
(L7 (f) = f) (s0) = Ch + O(h) (3.2)

f/ (50)2
f(s0)
The key point to prove this theorem is that the parameters of IT;( f), namely a and b tend toward a finite limit

as the length h of I tends toward 0. As the parameter a is continuously defined using m, n and b (see for
example formula (1.11)), it suffices to prove that the parameter b tends toward a finite limit:

auﬂ—ﬁww=(ﬂ@w- )+ow. (3.3)

Lemma 3.5. Under all the assumptions and notations of the preceding theorem, we have in a neighbourhood
around h = 0: ,
f'(s0)

f(s0)

and the parameter b remains therefore bounded as h tends to 0.

b=— + O(h) (3.4)
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Before proving Lemma 3.5, we will introduce some notations: let m and n denote respectively the mass
and number density of a function f while m and n will respectively denote the mass and number density
of II;(f). Obviously m, n, m, 71, a and b depend on the length h of the interval but we will omit to note this
dependence. Moreover, we will shorten the notation for the derivatives of f by noting fo = f(s0), f§ = f'(s0)

and fo” = f7(s0)-

Proof. Performing a Taylor expansion of f and II;(f) around sg we have the following estimates for the ratios
m/n and m/n:

m_se (L[ L S ]y 3
=5 <1+8 {253+30f0 h= 4+ O(h?) (3.5)
~ 1 3/2
m 32 bh @ . 3/2 .
— =5 + S(IhTZ — o h2) /_1 [( 5 + 5o sy’ 7| exp(—bhu/2) du. (3.6)
Let us then define:
U/ ha 2,
2(z,h) = / (7 + 50) - 30/ exp(—zu/2) du (3.7)
—1
m L1 o } 2 3
Kh)=—%-1=<-|—+ h*+ O(h 3.8
0= T~ 1=5 |3 * g | 1+ O (35
xz(x, h) 372 K (h)

We are now able to give a new characterization for the parameter b:

m
n

:2$¢¢H@mm:0 (3.10)

It can be proved that the function H is of class C? in a neighbourhood around (0,0). Moreover we can compute
the following values of H and its derivatives:

H(0,0)=0 (3.11)
OH Vs
5 (0,0) = —¥= (3.12)
OH /sl
%(0, 0) = — T (3.13)

The implicit function theorem can then be applied in this case: there exists a neighbourhood U around
(z,h) = (0,0) and a function ¢ of class C? such that:

H(z,h)=0<=z=¢(h) V(z,h) cU. (3.14)

Moreover, we have:
!
cp/(O) = fahHi(O’O) = ,&.
8mH(07 0) fO
Then we can state that in a neighbourhood around (0,0) we have x = ©(0) + ¢'(0)h + O(h?), where ¢(0) = 0
from (3.11). Furthermore, we noted that m/n = m/n if and only if H(bh,h) = 0 and we already know that b
is uniquely defined. We can then identify b and ¢(h)/h in a neighbourhood around h = 0 which gives us the
desired result. O

(3.15)

Lemma 3.6. Under all the assumptions of the theorem (3.4), we have the estimate:

a= fo+ O(h?). (3.16)
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Proof. Using Lemma 3.5, it follows easily from the equality n = n and the Taylor expansions respectively of n
and n. (|

The proof of theorem (3.4) yields now no more difficulty since it only relies on identifications of Taylor
expansion terms of both f and II;(f) and it is left to the reader. Finally, the exponential approximation we
proposed is now proved to be second-order accurate.

Remark 3.7. As it has been stated in the beginning of this paragraph, the results apply to a more general
set of functions. If the function f does vanish in s, an extra regularity assumption on f is needed in order to
allow the computation of more terms in the Taylor expansion, but no more difficulties appear except technical
ones [14].

3.2.2. Consistency order

In this part we will focus on the consistency error of the evaporation scheme. As we are studying the error
for a discretization step tending to zero, we do not have to take into account the last section (which is infinite).
In order to avoid such a problem, we limit our study to compactly supported initial data. Moreover, for the
sake of simplicity we will consider functions such that we always have fy # 0 in Remark 3.7 whereas all the
following results may be extended in the general case. We then define the following set of functions:

&= {f € CS(R+)/EISMaX >0: f(s) >0 for s < Smax and f(s) =0 for s > SMaX} . (3.17)

Obviously, the infinite section will always be chosen as the interval [Sysq.; +00[. We can then give a definition
for the consistency error.

Definition 3.8 (Counsistency error). Let f be a function in the set £. The consistency error is defined as the
difference between the mass and number density computed with the numerical scheme and the exact ones after
one time step. As the exact solution of the evaporation equation is known, this difference can be computed as
the maximum of the set {E;} defined below:

El(f) = ALSiHEI'I'i_;’_l/Q(f) — Erri_l/g(f)Hoo + |EITSrL(f)| (318)
where:
At
Brtesa(f) = (Errgm(f)) K| /O (M5, fl(sit1 + Kt) = f(siv1 + Kt)) dt 510
Brri o () Al / (siv1 + K>/ ([T, fl(sip1 + Kt) = fsipr + Kt)) dt
0
and
As;
ErrS;i(f) = A;At /O (G )2 = (i 4wt KADY2) ([, f] = f)(si + K AL+ u) du

are respectively the errors on the fluxes and on the source term.

Using Theorem 3.4 on the order of approximation with the exponential functions, the following lemma and
the theorem on the consistency of the evaporation scheme can be proved.

Lemma 3.9. Let f be a function in the set £. For any integer i, let s;y1/o denote the middle of the interval
[siy8i41] and let h; be the length of the i-th section: h; = |s;y1 — si|. Then we have the following estimate:

K At " fl 143 2
Errl(,_li_)l/g(f) = At (ﬂ (f (Si+3/2) - f((ss%_:g/;))) h12+1 + O(hirl)) . (3.20)
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Proof. The key point of the proof is the estimation of the “projection” error. We know that we have for
S G]Si, Si+1[ and hz = Si+1 — S;t

(] = £)(s)

(MLf] = f)(siv1/2) + (L] = ) (8i41/2) (5 = Sit1/2)

I = Yy o) S S002)

> +0((s = si41/2)")-

Reporting this in formula (3.19) for Err§21/2(f)v we have:

K At
e () = Soap [ W= Psirare) + (] = 1) (siraga)(sisn + Kt = si30)

(siv1+ Kt — 5;43/2)°
2

Er

+([ILf] = )" (si43/2) + O((si41 + Kt — 5143/2)%) | dt.

And recalling the estimates from Theorem 3.4 gives the desired result. O

Theorem 3.10. Let f € £. We suppose our discretization in size is done the following way: (8;)1<i<n with
SN = Smax. Then the scheme (2.17) is consistent of order 1 with the equation, and is consistent of order 2 if
the discretization step is constant.

Proof. The key point is the computation of the difference Erlrz(.i_)1 /2( - Errz(.l_)1 /2(f)- We will use the notation

(s) = f(s) — f}((z); and h = max;(h;). From lemma (3.9), we get:

K
Err(y) o (F) = B, o (f) = 57 (r(sivaja)hisn — m(sivjo)h? + O(H°)).

Furthermore, if the discretization step is constant, there exists & €]s;1 /25843 /2[ such that:

K )
Errz('i)1/2(f) - Errgi)l/Q(f) =2 (T"(&)(sia/2 — Siv1/2)h* + O(h?)) = O(R®).

We have the same type of inequality for Errl(i)1 /2 (f) - Errg1 /2 (f). It remains to prove an order estimate on

ErrS;: this is always of order h2. Indeed, this comes straight from Theorem 3.4 and the fact that:
(si 4 u)®? — (s; + u+ KAt)3?| = O(KAt)

and KAt < min(h;). Finally, integrating these results in formula (3.18) concludes the proof. O

3.2.3. Comments on the evaporation scheme

Here are discussed some few remarks on the evaporation scheme. First, scheme (2.17) is non-linear since the
“projection” Il is highly non-linear. Moreover, this scheme is neither monotonic nor total variation diminishing.
This comes from the fact that the parameter b can take any real value so that the exponential family is able to
represent any positive density function.

The scheme has been derived so that both number and mass density are always naturally positive but not
L°° bounded. However, if we assume that the parameter b remains bounded we can ensure a L bound on
our scheme. Practically, this assumption is not restrictive since in all the computations performed so far, the
numerical parameter b remained bounded, although this property has not been theoretically proven yet.

Proposition 3.11. Let T' > 0 and assume that the parameter b remains bounded by a constant B for all time
and size steps. Then, if the initial condition (number and mass density) is L -bounded, the number and mass
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density remains bounded for all time t € [0,T], given the fact that the time step satisfies the CFL condition
KAt < As.

Proof. Let a be the inverse of the CFL constant. Then, the results comes from the fact that the derivative with
respect to the first variable of the function g defined in (2.25) is bounded by a constant M, (see Rem. 2.6).
Indeed, recalling the notations from the numerical scheme (2.23) we have:

n?th = nP(1 - g(b; KAt ) +n?, 1 g(b KAt ) +n?y (9(bis1 KAt o) — g(b; K At, @)
yielding the following inequality, with N? = max;(|n’|),
NP < NP (14 g(biy1 KAt @) — g(b; KAt ) < NP(1 + 2BM, K At).

Using a discrete Gronwall lemma, the bound on the number density is straightforward. To conclude the proof,
we only have to remark that the mass density is then also bounded since the ratio m/n is proved to be bounded
in any section (see Prop. 3.3). O

Remark 3.12. If the parameter b is assumed to remain bounded by a constant B, the total variation (TV)
of the numerical solution also remains bounded by a constant depending on B during the approximation step.
Nevertheless, this is not enough in order to prove that the scheme is a TV bounded one and then to prove the
convergence, although these last two points seem to be numerically verified. A similar kind of problem appears
when using a “essentially non oscillatory” (ENO) scheme [19,28], for which the ENO reconstruction step is total
variation bounded but no global TV bound is provided, although numerical results seem to suggest that such
a bound exists [28].

4. NUMERICAL RESULTS

We here present some numerical results using the “revisited multi-fluid method” for the evaporation phe-
nomena. The aim is to compare the accuracy of the hybrid method with the ones of two other schemes. In
order to evaluate the accuracy of a numerical scheme, two quantities will be checked, the first being the Sauter
mean radius which is defined as:

1 f0+oo s3/2f(s)ds
3VAr fOJrOO sf(s)ds
The second quantity tested is the mass of non-evaporated liquid. These two quantities are very important
considering the application of sprays in the combustion domain. Both quantities will be checked either as a
function of time (0D case) or as a function of position (1D stationary case). In the last case, evaporation is

coupled with the transport phenomena.

(4.1)

Tsmd

4.1. 0-dimensional test-case

Let us begin with a test-case which will enable us to point out the ability of our evaporation scheme to
simulate accurately the evaporation phenomena, governed by the kinetic equation:

{8tf+Kasf =0 (42)

£(0,8) = fo(s).

Three schemes will be compared to the exact solution which can be computed exactly: the classical multi-fluid
method [24, 37], a MUSCL method [38] performed on the number density of the droplets and the improved
multi-fluid method using two moments, this last one being called the “exponential method” in all the following.
More precisely, the MUSCL method is performed using a discretization of the following equation on the number
density:

on — K0sn = 0. (4.3)



950 G. DUFOUR AND P. VILLEDIEU

Regular Bimodal Initial Condition x10” Sauter Mean Radius Evolution — 100 Sections
12 T T T 7 T T T

— Exact solution
10 | \ - - Exponential Method

\ ™N | MUSCL Method
\ Classical MultiFluid Method

» (&)
T T
I

w
T

Number density
D
Sauter Mean Radius

N
T

. N

0 0.2 0.4 0.6 0.8 1 1.2 %
Surface of the droplets

Time
FIGURE 2. Initial condition and Sauter mean radius evolution using 100 sections.

Remark 4.1. The MUSCL method could also have been applied on the conservation equation for the number
density but such a method leads to numerical difficulties since this equation is singular when the surface of the
droplets tends to zero. Therefore, rebuilding the number density from the mass density using such an approach
yields too many numerical errors.

Two kinds of initial data are chosen for this test-case. The first one (Fig. 2, left) is regular and part of the
space £ with Sy = 1 (see Eq. (3.17)). Moreover, this initial data is taken with quite a complicated shape,
corresponding to a bimodal droplet size distribution. Choosing such initial data yields a non-trivial evolution
of the Sauter mean radius and points out the ability of the different schemes to take into account the “sub-
sectional” variations of the number density. The second initial data (Fig. 7, left) is a step function which will
ensure that the schemes used can deal with discontinuities.

Remark 4.2. For the sake of clarity, we choose to normalize our results: all the surfaces of the droplets will be
taken between 0 and 1 and the time it takes for the whole distribution to vanish completely is assumed to be 1.

4.1.1. Regular initial data

We first consider the regular initial data which may be seen as a bimodal test-case with a representation of
two sizes. The evolution of the Sauter mean radius can be decomposed in three stages. It first decreases until
the first group of droplets disappears, giving more importance to the second group of droplets and then yielding
a quick increase of the mean radius. The Sauter mean radius then decreases again until the second group of
droplets also disappears, letting the Sauter mean radius go to zero after a slight last increase (Fig. 2, left).

The first figures represent the evolution of the Sauter mean radius for all methods using 100 sections (Fig. 2,
right), 10 and 5 sections (Fig. 3). The 100 sections case shows the convergence of all methods (while the classical
multi-fluid method would need even more sections) and the other two cases (10 and 5 sections) show the ability
of these methods to predict at least the global behaviour of the evolution with a few number of sections. One
can see the great improvement obtained by using second-order methods.

Only the multi-fluid-type methods take into account the conservation equation on the mass, the MUSCL
method does only predict its value using the rebuild affine number density. One can see on the left of Figure 4
that the approximation is quite good for all methods with a great number of section but that the error for
the MUSCL method grows quickly as the number of section decreases. Indeed, for a few number of sections
(Fig. 5, left), the first order method and the MUSCL method have the same order accuracy on mass and for
an even coarser mesh (Fig. 6, left), the error on the rebuild mass for the MUSCL method is much bigger than
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FIGURE 4. Relative errors on remaining mass (left) and Sauter mean radius (right) — 100 sections.

these for the classical multi-fluid and exponential methods. One can remark that the accuracy of the improved
multi-fluid method remains quite good even on a coarse grid. It is shown to be a real improvement of the
classical multi-fluid since it does always provide a better approximation for the mass density evolution.

On the right part of Figures 4-6, the evolution of the Sauter mean radius weighted by the remaining mass
(according to the method considered) is represented. Such a quantity is relevant to compute since for all
methods, the error on the Sauter mean radius becomes important when most of the droplets have disappeared,
due to the intrinsic numerical errors. Since the effects of the liquid phase on its neighbourhood is proportional to
its local density, Figures 4—6 show the error on the Sauter mean radius when it does have an important meaning.
One can see that the improvement on the number density distribution due to the second order accuracy for the
MUSCL method is completely masked by the poor estimate on the remaining mass on a coarse mesh since both
the classical multi-fluid method and the MUSCL method do have the same order of error estimates (Figs. 5, 6).
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FIGURE 6. Relative errors on remaining mass (left) and Sauter mean radius (right) — 5 sections.

These results emphasize the importance of preserving two moments since the exponential method does have a
good error estimate on both quantities even for a coarse mesh.

4.1.2. Step function

We now take a step function as initial condition. As all the results proved in part 3 do concern regular
functions, here we are testing the ability of the improved multi-fluid method to deal with discontinuous functions.
The results on the Sauter mean radius evolution are quite the same as for the regular bimodal case since the
exponential method shows an improved accuracy on all fine (100 sections), medium (10 sections) and coarse (5
sections) meshes. In particular, focusing on the time it takes for the whole distribution to completely evaporate,
it has to be noted that the exponential method provides a relevant estimate for all meshes whereas the MUSCL
method leads to a completely different estimate between the fine (Fig. 7) and medium or coarse (Fig. 8) meshes.
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FIGURE 8. Evolution of the Sauter mean radius — 10 and 5 sections.

As in the preceding bimodal test-case when using medium or coarse meshes (Figs. 10 and 11), the second-
order MUSCL method does not show any real improvement of accuracy on the mass density, whereas the
exponential method does provide a strongly reduced error in figures (Figs. 10 and 11). This ability of the
exponential method to deal with discontinuities when a few number of sections is used may come from its
non-TVD property.

The results on the Sauter mean radius evolution can be commented in the same manner as in the previous
case, emphasizing once more the improvement due to the preservation of two moments in any section. Indeed,
it is worth noting that the difference on the mass estimate for both classical and improved multi-fluid methods
is even more important in Figure 11 (left) than in Figure 6 (left), yielding an important improvement of the
accuracy on the Sauter mean radius evolution (Fig. 11, right).
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FIGURE 10. Relative errors on remaining mass (left) and Sauter mean radius (right) — 10 sections.

4.2. 1-dimensional test-case

This test-case takes into account the evaporation phenomenon, the drag force and the transport of the
droplets. The transport scheme used is the one described in part (2.2). We aim at performing comparisons
on the steady solution of the kinetic equation which is the solution of the following equation as a function of
position, velocity and surface of the droplets:

U, —v
v.aszr&j(g,y—sf)Kasf 0 (4.4)
f(z

=0,s,v) = fo(s,v).

We will only consider the case of a regular monomodal initial condition (see Fig. 12).
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4.2.1. Reference solution

Since there exists no analytic solution to the preceding equation we have to compute this one numerically.
In Lagrangian coordinates, the evolution of the surface and velocity of droplets writes:

ds K dv B

dz v’ dx

dv Ug—v

- 4.
ds —Kvs (4.5)
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Using the last equation we can deduce the value of the velocity of one droplet knowing its actual size and initial

size and velocity:
() k()
Uy — vo K 50

v="U, — (U, — ) (i) " (4.6)

Let 8 = 1/(vK). Using the first equation on the evolution of the surface, we easily show that the surface of the
droplet at the position x knowing its initial surface and density is solution of:

Ug Jé; +5Ug+v0

ng:c
S ST —_
Ug—’UQ 0 Ug—’UQ

Ug_UO

s(@)"* — (B+1) st =(8+1)

One may check that for a given triplet (z, s(z), v(x)) there exists one and only one couple (so, vo) satisfying this
equation. In order to simplify this inversion problem a little, we will assume that all droplets at x = 0 have
the same velocity vg > 0. It is then quite obvious that for any x > 0 and s > 0 the corresponding velocity lies
within the interval [vg, Ug].

Let us consider Fy, the function that gives (s, v) obtained at position z starting from a droplet of characteristics

(s0,v0). We have:
So Vo S2 v2
I= / / f(z,s,v)dsdv = / / f(Fx(s0,v0))dsdv.
S1 V1 S1 V1

Performing the change of variable (s,v) = F(sg,v9) we have for D = F~1([s1, s3] X [v1,v2]):
OFy1 OFyq

— 0s Oy
I—//Dfo(t,w) an,Q an,Q dt dw.
0s Oy

Denoting by J(x) the Jacobian, we have the following equation:

PFpn | O°Fpp
/ o x, x, .
T(@) = Ji@) ( 0s0x + Ovox )

That gives, knowing that J(0) =1,

Recalling the relation between = and s knowing sg and vg we can perform the change of variable u = s(z), using

the fact that: 5
U, — (%) S U,
/ _ g - _ 9
v = =% (so) K

J(s)=exp | — " 5Ys du | - (4.8)

U, + (vo — Uy) (3)6

S0

u

We are now able to compute numerically the number density at * = 0 using both numerical inversion and
numerical integration: f(z,s,v) = f(0,s0)J(s,vp). We will consider that the number density obtained using a
fine discretization of the space (z, s) is our reference solution.
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4.2.2. Numerical computations using a reqular initial condition

In this section, a simulation using a monomodal regular initial condition is performed, the initial condition
given in the left part of Figure 12. The study of the exact solution (whose mass density distribution is drawn
in the right part of Fig. 12) emphasizes the coupling between the drag force and the evaporation phenomenon
since the droplet velocity is obviously growing as the surface of the droplets decrease until it reaches the velocity
of the surrounding gas.

Here, we compare the same three numerical methods as in the 0D-case and to this end, we first check the
distribution obtained for the mass density in order to see whether or not the schemes are able to give the global
behaviour of the spray. In Figures 13 and 14 the mass density is presented as a function of position and size
of the droplets. Obviously, the same colour table as for Figure 12 has been applied to all drawings so that the
comparisons are relevant. In order to be able to compare the effects of the schemes only, the exact solution has
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FIGURE 15. Distribution of the mass density — exact solution and classical multi-fluid method
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FIGURE 16. Distribution of the mass density — MUSCL method and exponential method using
both 10 sections.

been discretized using the same number of sections. Please note that the white colour denotes the absence of
any droplet so that we have an idea of the ability of the scheme to limit the artificial diffusion. One can check
the fact that the exponential method gives a sharper approximation of the mass density field than the other
two while the MUSCL method also shows a real improvement compared to the classical multi-fluid method. In
particular, checking the vanishing of the second density level we can see that it occurs around the position 3.2
for the exact solution as well as for the exponential simulation but this density level does vanish earlier for the
two other simulations.

We now turn to the same comparisons but with only 10 sections. As the exact solution has been discretized
with only 10 sections, the distribution of the mass density looks rougher but the global shape is the same. One
more time, the exponential method does provide a relatively good estimate of the mass density field, especially
concerning the localisation of high mass density.
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FIGURE 18. Relative error on the remaining mass — 10 and 50 sections.

In Figures 17-19, the same conclusions on the numerical simulation hold since the exponential numerical
method enables to reduce the number of sections while keeping a rather good accuracy on both the remaining
mass and the Sauter mean radius. The error of the first velocity moment T is also presented, where ¥ is defined by

B ffswvf(x,s,v)ds.
o ffs,v f(z,s,v)ds

It can be observed that the global behaviour of the error for the MUSCL method as well as for the classical
multi-fluid method changes as the number of section decreases, showing an important dependence on the number
of sections. On the contrary, the error for the exponential method is just slightly increased. This effect can be
seen as a consequence of the ability of the improved multi-fluid method to always provide the general way of
evolution of the distribution even for a few number of section whereas for the two other methods, the rebuilt

o(x) (4.9)
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FIGURE 19. Relative error on the first velocity moment (see (4.9)) — 10 and 50 sections.
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mass density using the MUSCL method or the rebuilt number density using the classical multi-fluid method
introduce numerical errors, inducing different behaviours for the Sauter mean radius.

In order to show that the exponential method is able to deal with very few sections, a numerical simulation
has been performed using only 3 sections (Figs. 20 and 21). At this level of discretization, the regularity of the
initial condition is no more a relevant aspect and the aim of such a numerical test is to describe a limiting case
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for the second-order methods. As expected, the exponential method is the one keeping the best accuracy on
every quantity tested. It can also be noted that the classical first-order method gives better results (especially
for the mass density) than the second-order MUSCL method.

5. CONCLUSION

In this paper, a way to improve the classical multi-fluid model was presented. This improvement was achieved
by taking into account the information on two moments of the number density function in any section. Such
an approach resulted in the development of a new model for polydispersed two-phase flows constituted of three
conservation equations (number density, mass density and momentum) for any section. To be able to derive
the corresponding model, the shape of the number density function has to be prescribed in every section. We
proposed here an approximation relying on an exponential distribution and we showed that this choice yields a
robust and globally second order accurate numerical scheme that preserves the positivity of the droplet number
density and satisfies a maximum principle on the mean droplet mass.

The performed numerical simulations show a real improvement compared to the classical multi-fluid method
for high — as well as for very low — numbers of sections. Indeed, for high numbers of sections (for example, 50),
the order of accuracy is comparable to the MUSCL method applied to the droplet number density equation.
Furthermore, when a low number of sections is used, the importance of preserving two moments is emphasized
since the MUSCL method does not provide better results than the classical multi-fluid method whereas the
improved one does give the right trend for the evolution of the Sauter mean radius and of the remaining mass
density.

The approach presented in this article can be extended to more complex phenomena such as secondary
break-up and coalescence whose simulation highlights the necessity to reduce the number of sections in order
to remain computationally efficient. Future works and numerical simulations will tend to achieve it.
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