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Abstract

An evaporation model compatible with interface-capturing schemes for vapor-liquid flow is presented. The model for-
mulation is largely independent of the specific realization of interface-capturing and relies on a continuum-field represen-
tation of the source terms implementable in a broad class of CFD models. In contrast to most other numerical methods for
evaporating interfacial flows, the model incorporates an evaporation source-term derived from a physical relationship for
the evaporation mass flux. It is shown that especially for microscale evaporation phenomena this implies significant devi-
ations of the interface temperature from the saturation temperature. The mass source-term distribution is derived from the
solution of an inhomogeneous Helmholtz equation that contains a free parameter allowing to tune the spatial localization
of the source. The evaporation model is implemented into the volume-of-fluid scheme with piecewise linear interface con-
struction. Results are obtained for three analytically or semi-analytically solvable model problems, the first two being one-
dimensional Stefan problems, the third a free droplet evaporation problem. In addition, a two-dimensional film boiling
problem is considered. Overall, the comparison between the CFD and the (semi)-analytical models shows good agreement.
Deviations exist where convective heat transfer due to spurious currents is no longer negligible compared to heat conduc-
tion. With regard to the film boiling problem, a similar evaporation pattern as recently identified using a level-set method is
found. A major advantage of the developed evaporation model is that it does not refer to intrinsic details of the interface-
capturing scheme, but relies on continuum-field quantities that can be computed by virtually any CFD approach.
© 2008 Elsevier Inc. All rights reserved.
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1. Introduction

In the past decades a variety of computational schemes for the computation of free-surface or interfacial
flows have been developed. There are mainly two classes of approaches to model such types of flows. The first
class contains the interface-tracking methods where a boundary-fitted grid is used to follow the motion of a
vapor-liquid or liquid-liquid interface. This implies that the grid has to deform to follow to interfacial motion.
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The second class contains the interface-capturing methods that rely on a fixed grid on which a numerical rep-
resentation of the interface is propagated. Interface-tracking methods potentially provide a high-level of accu-
racy but are usually limited to specific types of problems and are not easily capable of modeling topologically
nontrivial scenarios such as droplet pinch-off or coalescence. By contrast, interface-capturing methods have
proven to be versatile and powerful schemes for computation of a broad class of flows and therefore have
found much more widespread use than interface-tracking schemes. For this reason they form the fundament
of the work reported in this article.

Two of the most popular versions of interface-tracking methods are the volume-of-fluid (VOF) [10] and the
level-set [16] scheme. In the VOF method a scalar field quantity is introduced and advected on the grid encod-
ing the volume-fraction of the two fluid phases. The fluid interface is located where the volume-fraction func-
tion shows a sharp transition between the two values representing the two different phases. The level-set
approach is similar to the VOF scheme in the sense that a scalar field quantity — the level-set function — sig-
naling the presence of either one of the two phases is advected on a grid. However, in this case the field quan-
tity is not interpreted as a fluid volume fraction, but as a distance to the interface which itself corresponds to
an isovalue manifold of the level-set function. An alternative interface-capturing scheme was developed in the
group of Tryggvason [25]. In this so-called front-tracking scheme the fluid interface is represented by marker
points connected by line segments. Interface advection is done by moving the marker points on a fixed grid.

In the past decade interface-tracking schemes have been extended to account for evaporative mass transfer
between the phases. Corresponding extensions of the numerical models have been reported for the level-set
[20,21,1,28,14,7,23], the VOF [27] and the front-tracking scheme [12,29], as well as for a combined level-set-
VOF method [24]. While it has been convincingly demonstrated in many cases that using these approaches
evaporating interfacial flows can be modeled accurately, the schemes referred to above are usually quite spe-
cific. Here the term “‘specific” refers to the fact that often quite limiting assumptions about the boundary con-
ditions at the fluidic interface are made or that the implementation of evaporative mass transfer is done by
referring to special, intrinsic details of the numerical schemes. As far as the thermal boundary condition at
the fluidic interface is concerned, it is almost standard to assume that the interface is at saturation temperature
[20,21,1,14,7,23,27,29,24]. This, however, is a simplifying assumption that can be violated in specific cases, as
discussed in detail by Juric and Tryggvason [12]. The implementation of evaporative mass transfer has been
done by deriving a source-term distribution from a special “smeared-out” heaviside function [20,21,1,14], by
introducing a mass-correction step in the numerical calculation of the level-set function [28], by adding a mass
source-term to the cells that are cut by the fluid interface [27,24], or by iteratively determining the velocity of
the interface markers taking into account the mass source-term [12].

By contrast, in this article a numerical evaporation model is presented that does not refer to details of the
specific numerical algorithms used for solving the continuity, momentum, phase distribution and enthalpy
equations and that should be applicable in the context of both the VOF and the level-set scheme. All quantities
needed for implementing the effects of phase change are derived from scalar fields computed on a numerical
grid. The method is constructed in such a way that the phase change feature can be added to an existing inter-
face-tracking algorithm the numerical details of which (grid type, type of discretization, etc.) are largely unim-
portant. In addition, the method allows accommodation of a broad class of boundary conditions at the fluid
interface and is not limited to a situation where the interface is at a fixed temperature.

2. Thermal boundary condition at the vapor-liquid interface

Before turning to the actual evaporation model, it is helpful to spend a few thoughts on the thermal bound-
ary condition at the vapor-liquid interface. This is especially true since in CFD models for evaporating flows
the interface temperature is almost always set equal to the saturation temperature, whereas a claim of the
method to be developed in this article is to allow a simple incorporation of more general relationships.

The question in which specific situations significant deviations of the interface temperature from the satu-
ration value may occur can in principle be answered by referring to the detailed analysis of Juric and Tryggva-
son [12]. Here, this problem should be revisited in a somewhat simplified context. One of the simplest models
accounting for deviations of the interfacial temperature from the saturation temperature is that of Tanasawa
[22] which contains a linear dependence of the heat flux on the excess temperature of the phase boundary:
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jI;:“e(Ti_Tsat)» (1)

where j? is the evaporation heat flux density, 7; the temperature of the phase boundary, and 7', the saturation
temperature. The evaporation heat transfer coefficient is given by

o = 2%3 hi pv (2)
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where g, is the evaporation coefficient, /. the enthalpy of evaporation, R the gas constant for water and p, the
vapor density. In order to quantify the deviations of the interfacial temperature from the saturation temper-
ature, the situation sketched in the inset of Fig. 1 is considered. A vapor-liquid interface is located at a dis-
tance d from a solid wall at constant temperature 7y > T;. Using

h Ty—T;
]h:]?:)‘ Od ) (3)

where ;" is the heat flux from the wall to the interface and /4 the thermal conductivity, one finds the dimen-
sionless deviation of the interfacial temperature from the saturation temperature:

Ti_Tsat 1

= . 4
TO*Tsal 1+¥ ()

This function of the dimensionless parameter x = a.d// is displayed in Fig. 1. The deviation of the interfacial
temperature from the saturation temperature is increasing with decreasing length scale d. This means that
especially when studying evaporation phenomena on the micro- and nanoscale it has to be taken into account
that the temperature of a vapor-liquid interface is not necessarily equal to the saturation temperature. Taking
the evaporation of water at atmospheric pressure as an example and assuming an evaporation coefficient of
0.1, at a length scale of d ~ 81 pm the dimensionless temperature deviation is equal to 0.01, while at
d =~ 7 pm it has increased to 0.1. This simple example shows that on small length scales the deviations of
the interfacial temperature from the saturation temperature can no longer be neglected.

It should be emphasized that heat and mass transfer through vapor-liquid interfaces are complex phenom-
ena for which a number of effects not included in Eq. (2) may play a role. The importance and interplay of
these effects are discussed in a review article by Wayner [26]. A curved interface causes a Laplace pressure that
can lead to local deviations from the equilibrium with the vapor phase at saturation pressure. Van der Waals
forces between the solid wall and the liquid equally shift the equilibrium between the two phases and may give
rise to a thin adsorbed liquid film. In an electrolyte, a Debye layer can form at a solid wall, making it necessary
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Fig. 1. Dimensionless deviation of the interfacial temperature as a function of x = &, - d//. The inset shows the situation considered.



5874 S. Hardt, F. Wondral Journal of Computational Physics 227 (2008) 5871-5895

to include electrostatic forces in the analysis that cause a further shift of the phase equilibrium. The latter two
phenomena, van der Waals and electrostatic forces, usually become important for liquid films with a thickness
of some 10 nm. The aim of the present work is not to build a model for the variety of these phenomena, but to
provide a framework for the simple implementation of suitable evaporation models.

The numerical scheme to be presented in the following chapters has been developed especially to study
micro- and sub-microscale evaporation phenomena, but is not limited to this regime. It also allows incorpo-
ration of a number of different evaporation models, given that the temperature jump across the vapor-liquid
interface can be neglected. Bond and Struchtrup [3] provide a detailed analysis of the different results and lim-
iting cases of kinetic gas theory for the evaporation mass flux. Key quantities of these models are the interac-
tion parameters of vapor molecules with a vapor-liquid interface. The condensation coefficient is the
probability that a molecule hitting the liquid surface gets adsorbed. Analogously, the evaporation coefficient
measures how many molecules escape from the surface. The classical evaporation theories of Hertz—Knudsen
[9,13] and Schrage [19] incorporate certain assumptions for the condensation and evaporation coeflicients,
besides relying on specific relationships between these coefficients. In Hertz—Knudsen theory the condensation
coefficient is equal to 1, whereas in Schrage’s theory a condensation coefficient independent of the molecular
impact energy is assumed. In principle, after the decision about the fluid system to consider has been made, the
choice of the specific evaporation model can be based on corresponding experimental data for the condensa-
tion and evaporation coefficients and their energy dependence. Throughout this work the model of Egs. (1)
and (2) will be used that incorporates a linear relationship between the evaporation heat or mass flux and
the temperature difference at the interface. Such a linear relationship can be derived from Schrage’s theory
in the case of small deviations from equilibrium, i.e. (7; — Tsa)/Tsar < 1 [22].

3. Governing equations and numerical model

In this section the underlying equations for transport of mass, momentum and heat are defined and it is
shown how evaporative mass transfer between the two phases can be incorporated using an additional scalar
field. Furthermore, it is assumed that the distribution of vapor and liquid is computed based on the level-set,
the VOF, or a similar scheme. The numerical model is largely independent of the specific interface-tracking
scheme. Therefore, in this section only a few basic assumptions about the way of computing the phase distri-
bution are made.

Both fluids are treated as incompressible, so that the momentum conservation equation is given by

Ou

p &—&-(WV)U =-Vp+V- -1+ 0kVC+f, (5)

where the viscous stress tensor is defined by
Ou; | Oy
axj' ax,-

(6)

Tij =

The velocity and pressure fields are denoted as u and p, respectively, the density p and viscosity u are position-
dependent quantities, assuming values of p,, u; in the liquid and p,, y, in the vapor phase, while the surface
tension ¢ is assumed to be constant. C denotes the liquid volume-fraction. It is assumed that there exists a
sharp interface between vapor and liquid, so C either assumes a value of 1 or 0. Correspondingly, the vapor
volume-fraction is given as 1 — C. k is the curvature of the interface, expressed as

_y. YE

| Ve
All body forces such as gravity are collected in f. The mass conservation equation is written as

pV-u:i), (8)

K =

(7)

where the meaning and form of the source-term p will be explained below. The enthalpy equation is

0 .
3 pc,T +V - peul =V - (AVT)+h, 9)
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where T denotes temperature and the material properties, ¢, (specific heat capacity at constant pressure) and A
(thermal conductivity) assume values ¢,;, 4; in the liquid and c,,, A, in the vapor phase. h is a source-term that
may contain contributions from physical heat sources in addition to model-specific terms, which will be de-
tailed below. Contributions from viscous heating are neglected in Eq. (9).

The essence of the evaporation model lies in the choice of the source terms, especially in their spatial dis-
tribution. p will be chosen such that on the liquid side of a vapor-liquid interface, mass disappears and reap-
pears on the vapor side. / will contain the contribution of the enthalpy of evaporation, among others. As a
first step, the gradient of the volume-fraction field is computed:

c =|vC]. (10)

The volume-fraction appears as a primary field quantity within the VOF method. Within the level-set method,
C is computed via

C=0(), (11)

where 0 is the heaviside and { the level-set function. An important feature of C’ is that its integral over a region
encloszing a part of th; vapor-liquid interface measures the interface content:

|VC|dQ= dS, (12)
Q s
as sketched in Fig. 2. Thus, in three spatial dimensions the volume integral gives the interface area, in two
dimensions the corresponding area integral gives the interface length.

As a next step, the physical model for evaporative mass transfer has to be implemented. The evaporation
model is introduced as an evaporation mass flux j, (7, Ts,) (in units mass per time per area), where T is the
interface temperature and T, is the saturation temperature corresponding to the pressure on the liquid side of
the interface. T, may deviate from the corresponding saturation temperature in the vapor phase since the
interface curvature may cause a pressure jump. Both 7; and T, are quantities that depend on the solution
field of the flow simulation. They should be determined in each time step of a numerical computation. To sam-
ple the local evaporation rate, the field

?o :NjeCC, (13)

is comp%ted. Nis a %ormalization factor to be determined from the equation

N CcCdQ= (C'dQ, (14)
Q Q
where Q is the domain for the flow computation. In Eq. (13) the factor C is introduced to ensure that only field
values on the liquid side of the interface determine the evaporation mass flux. Using Eqs. (14) and (12) it is
easy to show that the choice p = —¢, yields the correct rate of disappearance of liquid through the interface
based on the evaporation model j,(T;, Ty, ). Yet it has to be made sure that the same mass reappears on the
vapor side of the interface.

7

Fig. 2. Visualization of the integration regions of Eq. (12).
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In principle, evaporative mass transfer could be implemented into an interface-capturing model by intro-
ducing the source-term of Eq. (13) and a corresponding counterpart on the vapor side into the mass conser-
vation equation. This, however, results in a source-term distribution localized in a very narrow region at the
interface which was found to lead to numerical instabilities, as will be discussed later. To avoid instabilities, a
source-term distribution smeared-out over a few computational cells in the vicinity of the interface is needed.
A more suitable distribution can be computed by solving an inhomogeneous Helmholtz equation for an addi-
tional scalar field ¢:

1
Vz(ﬂzm((ﬂ—%)’ (15)

where Atz is a parameter with dimension of time and D a diffusion constant. This equation has to be solved in
the entire computational domain for the flow problem Q, for each time step of a transient simulation, and with
the boundary condition

n-Vol,, =0, (16)
where n is a unit normal veéztor on the bgundary. Via Gauss’s theorem
1
= (p—g)dQ= ViedQ= (Vg)-dS=0, (17)
AtD Q Q 0Q

this boundary condition ensures that the volume integrals of ¢ and ¢, are identical. To understand why ¢ is a
smeared-out version of ¢, and how the parameter combination AzD controls the degree of smearing, consider
a time-dependent “concentration” field i with the identification

V(1) =@y, W(t+ A1) = o. (18)
Then Eq. (15) can be rewritten as

Y(t+ At) = (1) + DV (t + Ar) (19)
which is an implicit first-order time stepping scheme for solving the diffusion equation

oy 2

— =DV 2

ot vy (20)

Thus, ¢ approximates a diffusively smeared version of ¢, with Az being the time increment between the ori-
ginal and the smeared distribution and D the corresponding diffusion constant. The length scale over which
the original source-term is smeared is given by (AtD)l/ ?. From ¢ the complete source-term incorporating evap-
orative mass transfer between the phases is determined as

p=Ny(1-Clp—N,Cop. (21)

The first term accounts for creation of mass on the vapor side, the second term for disappearance of mass on
the liquid side of the interface. The normalization factors N, and N, ensure that all mass that disappears reap-
pears on the other side of the interface and that the evaporation mass flux density assumes the correct value
J.(T, Tsm%. They are deternzlined from the equations

N, (1-C)pdQ= ¢dQ
z° z @ (22)
N, CopdQ= ¢dQ
Q Q

The source-term / in the enthalpy equation contains a contribution from the enthalpy of evaporation, i.e. a
cooling term reflecting the latent heat of the phase change which has to be coupled to the mass source-term.
Before addressing this contribution, another aspect should be examined. Owing to the structure of the mass
source term of Eq. (21), there is a finite region around the vapor-liquid interface over which liquid disappears
and vapor emerges, referred to as the evaporation region. This situation is sketched in Fig. 3 in which the con-
vective enthalpy flux density /" = pc,u, T is schematically plotted along a direction x normal to the interface in
a coordinate frame co-moving with the interface. u, is the velocity component normal to the interface and it
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h=(N,a-C),, ~N.Cec, )Tp.
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Fig. 3. Sketch of the convective enthalpy flux across the vapor-liquid interface for constant temperature.

has been assumed that 7 does not vary significantly in the x-range considered. On the liquid side of the inter-
face, the enthalpy flux decreases due to the decreasing mass flux. The opposite effect is observed on the vapor
side. However, bearing in mind that Eq. (9) is a conservation equation, such a collapse of the enthalpy flux as
sketched in Fig. 3 cannot happen. Rather than that, the coupled solution of the momentum and enthalpy
equations together with the mass conservation results in a heating of liquid and a cooling of vapor in the evap-
oration region, generating a temperature peak at the interface. This is an artifact of the structure of the mass
source-term and has to be removed. It can be removed by adding a correction source-term

he = (Ny(1 = C)cpy — NiCep)Top. (23)

As far as the source-term from the enthalpy of evaporation is concerned, the numerical experiments
reported in the following sections have indicated that it is not necessary to compute a smeared version as
in the case of the mass source-term. An enthalpy source-term localized in a narrow region around the interface
does not seem to cause any numerical problems. Therefore, the cooling due to evaporation is accounted for by
a term

MO = —hegy. (24)
Alternatively, the source-term can also be shifted to the liquid side of the interface
W) = —heN [ Copy, (25)

or to the vapor side
W) = ~heNO(1 = C)gy, (26)

where the normalization factors are determined from

NO (1-C)pydQ = ydQ
z¢ z @ (27)
N;O) CpydQ2 = ¢@,dQ
Q Q
It should be noted that the difference between Eqs. (24)—(26) only exists on a finite grid and vanishes in the
limit of zero grid spacing, since then ¢, becomes proportional to a delta function located at the interface. Fi-
nally, the complete source-term for Eq. (9) is given as a sum of three different contributions

h=he+h? + I, (28)
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where héi) refers to any of the three versions Eq. (24), (25), or (26) and /' contains all other source terms, e.g.
from exo- or endothermic chemical reactions.

This completes the specification of the evaporation model. Again, it should be noted that this model is
solely based on the continuum quantities C and ¢ and a priori does not refer to specific realizations of inter-
face-tracking schemes such as the level-set or the VOF method. The accuracy of the model depends on a num-
ber of different factors. First of all, there are the usual numerical errors related to the methods for solving the
mass, momentum, and enthalpy conservation equation as well as the interface-capturing scheme. These will
not be further discussed here, since the evaporation model is largely independent of the specific choice of these
schemes. Secondly, there is a generic error of the evaporation model that can be traced back to Eq. (15). The
normalization factors N, and N, in Eq. (21) ensure global mass conservation, but the method for computing
the mass source terms on both sides of the vapor-liquid interface can violate local mass conservation, thereby
introducing a non-local coupling to the model. This effect can be understood from Fig. 4 that shows the field ¢
in the vicinity of a flat (solid line) and a curved (dotted line) interface as a function of the interface-normal
coordinate x. For reasons of symmetry the integrals of ¢ in the vapor and the liquid phase are the same if
the interface is flat, whereas a curved interface leads to a non-symmetric ¢ with one of the integrals being big-
ger than the other. Translated to the mass source terms this means that more liquid disappears than reappears
as vapor on the other side or vice versa.

In order to compute the magnitude of the error related to curved interfaces, a spherical surface with radius
b is considered as the prototype of a curved interface. For this sphere, two integrals are defined as

z b 00
Ir.= o(r)r*dr, TI'. = o(r)ridr. (29)
0 b

As a measure for the numerical error the asymmetry parameter

5= I, - F<. (30)
. +T1.
is used. In Appendix A it is shown that
Va
0~ 31
- (31)

to leading order in a'/?/b, the length scale over which the smearing of the mass source-term is performed (with
a = AtD) divided by the radius of curvature. To suppress the violation of local mass conservation and the
occurrence of non-local coupling terms, a'/?/b should be as small as possible. In practice, the length scale
a'/? should extend over a few grid cells to avoid numerical instabilities. When the grid is refined, a'/> can
be reduced proportionally, as becomes evident from the numerical experiments reported in the following

A 4

Liquid Vapor

Fig. 4. Sketch of the scalar field from which the source-term distribution is derived in the case of a flat (solid line) and a curved (dotted
line) interface.
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sections. Thus, whenever the time evolution of curved interfaces is computed, the grid should be chosen fine
enough to guarantee that a'/?/b always stays a small number, whereupon b is the local curvature of the
interface.

4. Validation cases

In this section three analytically or semi-analytically solvable problems and one additional problem are pre-
sented which will serve as benchmark cases for the evaporation model. The first one is a one-dimensional test
case where heat is transferred through a vapor phase to a vapor-liquid interface. The second one, also set up in
one spatial dimension, concerns the evaporation of a liquid film. The third one is a spherically symmetric
droplet evaporation problem. In addition, a film boiling problem is considered, for which, however, only
numerical solutions are known.

4.1. Stefan problem 1

This problem has already been considered by Son and Dhir [20] and by Welch and Wilson [27]. Heat is
transferred by conduction from a flat, isothermal surface through a vapor phase to a liquid (cf. Fig. 5).
The surface is at a temperature above the saturation temperature, so liquid evaporates, leading to a motion
of the interface to the right. It is assumed that during the evaporation process the interface stays flat. Therefore
the problem can be regarded as one-dimensional.

The boundary conditions are

T(x:O,t):TO

32
T(x = xi(t)a t) = Tsat ( )
The velocity u; of the vapor-liquid interface is determined from
, oT
pgheui = —/Lva s (33)

where ¢ is an infinitesimal positive number. As an initial condition, x; (¢ = 0) = 0 is assumed. The solution to
this problem has been worked out long ago by Neumann and is given as [§]

xi(t) = 2ﬁpkvt
T — To x (34)
erf
erf(f) 2v/kyt

where k, = (4,)/(pyc,pv) is the thermal diffusivity, erf is the error function and f is determined from

T(x,t) =T+

2 va(TO - Tsat)
f(f) =———F——=. 35
Bexp(fjer(f) === (35)
7 vapor liquid 7 liquid vapor
< > < >
LT xd) T )
% X
T>T, Ti=Tu T,>T. 0 (T -T,)= T

X

Fig. 5. Specification of the first (left) and the second (right) Stefan problem.
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4.2. Stefan problem 2

The geometry and boundary conditions of this problem are depicted on the right side of Fig. 5. A liquid
film covers a heated wall and evaporates. The wall surface is at a constant temperature above the saturation
temperature, while this time the simple boundary condition of an isothermal vapor-liquid interface is replaced
by

0e(T(x = x;(2),8) — Tsar) = —)L,Z—T . (36)
X X=X;—¢&
In this expression, o, is the evaporation heat transfer coefficient of Eq. (2) and ¢ is an infinitesimal positive
number. Again, it is assumed that during the evaporation process the interface stays flat, so the problem
can be regarded as one-dimensional.

The main purpose of considering this test case lies in the computation of the pressure drop originating from
phase change. The incompressibility condition imposed in this work together with the density difference
between the liquid and the vapor demands for an acceleration of the fluid when it changes its phase. The pres-
sure drop required to drive this acceleration is known as recoil pressure and can easily be calculated analyti-
cally. Taking into account that, owing to the symmetry of the problem, there are no shear stresses and
corresponding viscous pressure losses, the sum of potential and kinetic energy is constant across the interface,
ie.

p+Euw —p+lw (37)
2 e 2 x=xite
where p, p, u are pressure, density and flow velocity, respectively. In other words, the sum of the static pressure
Pyar = p and the dynamic pressure p,, = pu®/2 assumes the same value on both sides of the interface.

In fact there is also a recoil pressure effect in the previously defined test case, Stefan problem 1. However,
due to the large density difference between liquid and vapor the interface is heavily accelerated in this case
whereas it moves only comparatively slowly in the case considered here. In Stefan problem 1, an analysis
of the recoil pressure would have to include inertial forces in an accelerated reference frame. For this reason
a second test case was set up that is more straightforward to analyze.

4.3. Droplet evaporation

As a third validation case, the evaporation of a spherical, uniformly heated droplet is considered (cf. Fig. 6).
It is assumed that the spherical symmetry is not broken during the evaporation process which allows reducing
the problem to a one-dimensional case. Analogously as in Eq. (36), at the vapor-liquid interface the heat flux
is given as
,oT

O‘e(T(r = b(l), t) - Tsat) = _/Lla , (38)

r=b—¢
where o, is the evaporation heat transfer coefficient of Eq. (2). The radial coordinate and the droplet radius are
denoted as r and b, respectively. The temperature field inside the droplet is computed by solving the heat con-
duction equation subject to the boundary condition of Eq. (38).

The evaporation heat transfer goes along with an evaporation mass flux density of

|

Je = h—acg(T(r =b(1),t) — Tsa)- (39)

The time evolution of the droplet radius is obtained from mass conservation:
4nb*db

b, = —p (40)
yielding

b,

— e 41

dr o, (41)

where j, is a function of time via Eq. (39).
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o, (T, T, )=—7»8—T

sat ar

vapor

Fig. 6. Specification of the droplet evaporation problem.

The solution for the temperature field within the droplet can be obtained using the method of Green’s func-
tions. As described in [2], the general form of the temperature field € = T — T, fulfilling the boundary con-
dition Eq. (38) is

Z, Z, 7,
€(r,t)=  G(r,t|7,0)8(r)dmr*dr +

0 PiCpl =0 r=0

G(r,t| ¥, )0 (¥, )dm'>drdr (42)

where (r) is the temperature distribution € over the sphere at r = 0 and /'(r, 1) is the heating rate distribu-
tion. G is the Green’s function for the sphere fulfilling the boundary condition Eq. (38), written as [2]

Ay 1 X 5 ki , B2 +B> . ro. 7
G(r,t | r,t) = 2nbrr/ . exXp —ﬁm?(t —t) m Sin ﬁmz S ﬁmz y (43)
where k; = 4;/(p,c,) and
)
B=—-1
A (44)
ﬁm COtﬁm =-B

Here the case should be considered that &,(r) = 0 and /' is space time independent. Then the integrations of

Eq. (42) are easily performed, resulting in
1

kB, B+B sinf, cosp, sin(B,r/b)
b’ p+B+B B roo

&(r,t) =—— — l—exp (45)
When inserting &(r = b, ¢) into Eq. (39) and using the resulting expression in Eq. (41), a nonlinear ordinary
differential equation in the unknown b(z) is obtained. This can be solved by any standard integration scheme,
yielding the radius of the evaporating droplet as a function of time and via Eq. (45) the time-dependent tem-
perature profile.

4.4. Film boiling

Finally, a two-dimensional film boiling problem is considered. The situation studied is depicted in Fig. 7. A
solid wall heated to a temperature above the saturation temperature of a liquid is covered by a thin vapor film
above which the corresponding liquid phase is found. Because of the higher density of the liquid compared to
vapor, a Rayleigh-Taylor instability is triggered, amplifying perturbations of the vapor-liquid interface and
finally leading to the growth of bubbles. The most unstable wavelength is given by

S
3g

glpr—p,) (46)

;LO:ZT[
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Fig. 7. Schematic of the film boiling problem.

where g is the gravitational acceleration. If initially the interface is deformed sinusoidally with this wavelength,
as shown in Fig. 7, it is expected that bubbles with a pitch of 1, grow from the film.

The two-dimensional film boiling problem has been studied in a number of papers, among others in the
works of Welch and Wilson [27], Juric and Tryggvason [12], and Gibou et al. [7]. There are no analytical solu-
tions, so the comparison can only be done with previously obtained numerical results.

5. Numerical details

All CFD results to be reported in the following were obtained with the VOF method as implemented in the
commercial finite-volume based flow solver FLUENT, versions 6.2.16 and 6.3. In combination with the other
finite-volume discretized transport equations this allows solving interfacial flow problems coupled to heat
transfer. The evaporation model as described in Section 3 was implemented into FLUENT via user-defined
subroutines.

Concerning the VOF method, the calculations were performed with the PLIC scheme allowing reconstruc-
tion of the interface orientation within single computational cells. Youngs’ method [30] generalized to unstruc-
tured meshes was used for that purpose. In 2D the method describes the interface within a computational cell
as a straight line. In particular this means that it is always kept sharp and a diffusive smearing as in other ver-
sions of the VOF method is avoided. Surface tension is implemented as a body force, as proposed by Brackbill
et al. [4]. Specifically, the body force is computed as

CVC+p,(1 -C)VC

fy = 2012 : (47)
Pi + Py
where the curvature x is obtained from
n
=-V— 48

K \Y n] (48)

with n = VC.
For time stepping, a first-order implicit scheme

¢n+l _ ¢n =+ AtF(¢n+]) (49)
was chosen, where F(¢) denotes the right-hand side of the transport equation under study:

d¢

— =F(¢). 50

L = F(9) (50)

In all transport equations, the discretization of the convective term was done using a third order scheme,
obtained from

¢ =V cp + (1 —9)brsou- (51)
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In this expression, ¢, is the value of the field quantity under study at a face of a computational cell, ¢ cp is the
corresponding value obtained by computing the weighted average of ¢ at the centroids of the two neighboring
cells (central differencing), ¢y g0y is the corresponding value obtained by applying a second-order upwind
scheme, and ¥ is a blending factor. The contribution from the second-order upwind scheme is given by

1 >X< .
$rsou = P+ As - % Asdy, (52)
!

where ¢, is the field value at the cell centroid upstream of the corresponding face, As is the displacement vector
from the upstream cell centroid to the face centroid, and V'is the upstream cell volume. The sum extends over
all faces of the upstream cell, A, are the corresponding face areas, and ¢, are the field values at the face centers
obtained by computing a weighted average of the values at the neighboring cell centroids. The diffusive term in
the transport equations was always evaluated using a central-differencing scheme, i.e. the field gradient at the
face centroids was determined from a weighted average of the field values at the neighboring cell centroids.
With regard to the solution of the pressure-correction equation, a pressure staggering scheme was used to
compute the pressure values at the cell faces from the corresponding cell centroid values. This scheme mimics
the pressure evaluation on the cell faces as performed on a staggered grid [17]. For pressure-velocity coupling,
the PISO scheme [11] was used.

If not stated otherwise, the following material properties of the vapor and liquid phase were assumed:
p, = L kg/m?, p, = 10’ kg/m’, u, = 10> mPas, y, = 10mPas, ¢,, = 10° J/(kg K), ¢, = 10° J/(kg K), 4, =
102 W/(m K), 2, = 107" W/(m K). The enthalpy of evaporation and the surface tension were chosen A, =
10° J/kg and ¢ = 10 mN/m, respectively. No attempts were made to incorporate the effects of Laplace pressure
(in the case of droplet evaporation and film boiling) on the saturation temperature. Instead, the saturation
temperature was set to a fixed value of 373.15 K. In accordance with the second and third test case, the evap-
oration heat transfer coefficient o, of Eq. (2) was used, yielding an evaporation mass flux density as given in
Eq. (39). The latent heat was implemented as a source-term as defined in Eq. (25). The scale parameter At - D
in Eq. (15) was always chosen such that the mass source-term density in each of the phases extends over 2-3
computational cells.

While all other model parameters are more or less easily accessible, the evaporation coefficient y, in the
evaporation heat transfer coefficient is only known with a large degree of uncertainty even for the most com-
mon liquids. Marek and Straub [15] have analyzed the published data for the evaporation coefficient of water
and found a range of roughly 107 < . < 1. Within that range o, = 1 is the numerically most challenging
value because it results in the fastest evaporation heat transfer. For this reason, an evaporation coefficient
of 1 was used in all the calculations reported.

In context with the specific comparison of the CFD model results with the analytical results for the Stefan
problems, a quasi 1D computational domain with only one grid cell in the direction of translational invariance
was set up. The extension of this domain was chosen 1 mm and 0.5 mm for Stefan problem 1 and 2, respec-
tively. For Stefan problem 1, the domain is bounded by two walls at x;, = 0 and x,,x = | mm. For Stefan
problem 2, there is one wall at x,,;, = 0 and one pressure boundary at x,,x = 0.5 mm. The thermal boundary
conditions are

383.15K (Stefan 1)

T|_. = , T|_. =37315K, (53)
min 573.15K (Stefan 2) T
supplemented by
do de
—_— = —_— = 4
dx X=Xmin dx X=Xmax 07 (5 )

and the impermeability condition u = 0 for the velocity field at the wall boundaries. The zero-flux boundary
condition for the scalar field, Eq. (54), is used for all boundaries of all model problems considered here. As an
initial condition for the Stefan problems, the velocity was set to zero in the complete domain and the temper-
ature equal to the saturation temperature. Furthermore, in Stefan problem 1 initially the domain was filled
with liquid. In the CFD calculation this situation was approximated by initializing a vapor-liquid interface
at x =1 um. In Stefan problem 2, the interface is initially located at x = 100 pm.
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In the analytical solution of Section 4.1 the vapor-liquid interface was treated as a boundary with a pre-
scribed temperature of T,. In order to ensure in the CFD model that the interface is at a temperature very
close to T, the thermal diffusivity of the liquid phase was increased by orders of magnitude by choosing
p, = 1 kg/m® and J, = 1 W/(m K). That way it is made sure that a possible deviation of the interface temper-
ature from the saturation temperature is rapidly diffused to the isothermal wall at x = x,,,. Furthermore, for
equal densities of liquid and vapor there is no volume expansion of the system, with which impermeable walls
would stand in conflict. For Stefan problem 1 (Stefan problem 2), the model domain was meshed with an equi-
distant grid of 1000 (500) computational cells.

The droplet evaporation problem was treated in a semicircular domain for which cylindrical symmetry was
assumed. The radius of the semicircular computational domain was set to values between ry,x = 3 um and
Fmax = 15 pm. Initially, 2/3 of the domain (in terms of the radial coordinate) is filled with liquid, the rest with
vapor. The linear boundary serves as the symmetry axis of the 2D axisymmetric model, whereas on the semi-
circular boundary different boundary conditions may be defined. For the calculations reported, the following
boundary conditions were chosen:

0
o =0

=Tmax F=Tmax

oT
Pl =const, — =0,

o (55)

where the polar coordinates r and 0 identify a point in the semicircular domain.

As an initial condition, all velocity components were set to zero and the temperature equal to the saturation
temperature. The phases were initialized such that all computational cells for which r < by = 2ryax/3 were
filled with liquid, the rest with vapor. The heating rate 4’ is space time independent within the liquid phase
where it assumes a value of 10'> W/m?. In the vapor phase, no heating occurs (i’ = 0).

In contrast to the semi-analytical model which is based on the assumption of the droplet maintaining its
spherical shape during all stages of its evolution, the interface shape is explicitly computed within the CFD
model, meaning that deviations from the spherical shape may occur. Such deviations are observed in the
CFD calculations if the source-term of the mass conservation equation is derived from the sharply peaked
function (', i.e. if no smearing is performed. In that case the interface develops recesses and bulges and loses
its spherical shape. To avoid that, the scale parameter (AtD)l/ * of Eq. (15) was chosen such that the source
distribution (now derived from ¢) extends over about 4-5 computational cells (i.e. about two on each side
of the interface) in each case. It is then found that the interface instability is suppressed and the droplet main-
tains a close-to-spherical shape. To easily accommodate the semicircular shape of the domain, an unstructured
mesh of 8702 triangular cells was defined.

For the film boiling problem, different material properties were assigned in order to allow a comparison to
previously published results. Specifically, the same values as in [27] were chosen, namely p, = 5 kg/m’,
p; = 200 kg/m?, u, =S5mPas, g, =100mPas, c, =200J/(kgK), ¢, =400J/(kgK), /4 =1W/(mK),
J; =40 W/(m K), he = 10* J/kg and ¢ = 100 mN/m and T, = 500 K. The gravitational acceleration was fixed
to g =9.81 m/s?. The interface temperature was set to T, the situation considered in [27] and in virtually all
other related publications, by employing the model of Eq. (2) and multiplying the evaporation heat transfer
coefficient by a factor of 100.

As a model domain, the rectangular region shown in Fig. 7 was chosen. The width of the domain (x-direc-
tion) is 4g/2, its height (y-direction) 3/. The two vertical boundaries are symmetry boundaries. The lower hor-
izontal boundary is a wall with 7' = T, + 5K and u = 0. On the upper horizontal boundary, the pressure was
set to a fixed value and the heat flux by conduction was set to zero. The initial temperature in the complete
domain was set to the saturation temperature. In order to trigger a bubble formation through the Rayleigh-
Taylor instability, a small perturbation of the most instable wavelength was added to a flat, horizontal inter-
face, giving an interface shape described by

2mx
yim(x) :y0+AyCOS TO ’ (56)
with y, = 940/128 and Ay = 79/160. The computational domain was meshed with uniform Cartesian grids
with a resolution of 64 x 192 or 100 x 300 in x and y direction, the first of which will be referred to as the
coarse, the second one as the fine grid.



S. Hardt, F. Wondral Journal of Computational Physics 227 (2008) 5871-5895 5885
6. Results and discussion
6.1. Stefan problem 1

Results of a comparison between the analytical and the CFD model for Stefan problem 1 are presented in
Fig. 8. The figure shows the interface position as a function of time for three different thermal conductivities of
the vapor phase. Besides the standard case according to the specifications made previously in this section, one
case with higher and one with lower conductivity was studied. The CFD results are displayed as symbols, the
analytical results as lines. The curves indicate how the evaporation process is speeded up with increasing ther-
mal conductivity of the vapor phase, whereupon excellent agreement between the analytical and the CFD
results is obtained.

Another comparison is shown in Fig. 9 which displays the temperature profile in the vapor phase for dif-
ferent values of the parameter c,, (7o — T), abbreviated as c,,AT. Temperature is nondimensionalized by
dividing through Ty — T, while nondimensionalization of distance was done by dividing through the posi-
tion of the interface x;. In this representation the analytical temperature profile is time independent and comes
very close to a straight line for virtually any realistic value of ¢,,AT. The time independence is reproduced very
well by the numerical calculations. In order to examine in detail whether the shape of the curves is reproduced
by the CFD calculations, ¢, AT was increased by a factor of 200 and 2000 with respect to its default value.
These two curves together with the default curve are shown in Fig. 9. Only at a 200-fold increase of c,,AT
a slight curvature of the temperature profile becomes visible which is further amplified at a 2000-fold increase.
The analytical data are well reproduced by the CFD results that only show some slight deviations. A reason
for the deviations could be the fact that an increase of c,, enhances the imbalance of the thermal diffusion time
scales between the two phases. It is well known that numerical interfacial flow computations become more
challenging when the imbalance of material properties between the phases increases [18].

6.2. Stefan problem 2

Next, the numerical results for Stefan problem 2 are presented. Before this is done it is helpful to reconsider
the numerical implementation of the mass source-term Eq. (21). In the region where the source-term is non-
zero (the vicinity of the vapor-liquid interface) the normal stress (:0u/0x does not vanish, different from what
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Fig. 8. Interface position as a function of time for Stefan problem 1 as obtained from the analytical (lines) and the CFD model (symbols).
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Fig. 9. Dimensionless temperature profile for Stefan problem 1 as obtained from the analytical (straight lines) and the CFD calculation
(symbols).

is usually obtained for incompressible flow. In the case of constant viscosity, this stress gives rise to a force
density of pd*u /0x?, an artifact originating from the continuum-field representation of the mass source-term.
However, it is not difficult to see that this force density does not result in a net force. Let x; and x, be two
coordinates bracketing the region where the mass source-term is nonzero, either in the liquid or the vapor
phase, where

plx1) = plx) = 0. (57)
Integration of the spurious force giensity results in
Z -

» oy Ou Ou

@:ﬂ axz—am =0, (58)

U

X

due to Eq. (57). Thus, while the continuum representation of the mass source-term causes a nonvanishing dila-
tation stress and a corresponding force density, the net force being the integral over the force density is zero. A
force density in the fluid gives rise to a pressure drop. Owing to Eq. (58) it is expected that the pressure field is
locally modified in the vicinity of the vapor-liquid interface, but the net pressure drop related to the spurious
force density should be zero.

These simple arguments are confirmed by the numerical results for the pressure field in the vicinity of the
interface shown in Fig. 10. The diagram shows the static and dynamic pressure at two different times. Initially,
the interface is located at x = 100 um. After 12 ms, the static pressure (dotted line) displays a plateau in the
liquid phase (left), reaches large negative values close to the interface (downward arrow), switches to large
positive values on the other side of the interface (upward arrow) until it falls off with a negative slope and
reaches its prescribed value zero at the outlet (not shown). At the same time, the dynamic pressure (dashed
line) is zero in the liquid phase and soon reaches a plateau in the vapor phase. After 44 ms a comparable sit-
uation is found, with the difference that the static pressure (solid line) does not display a negative slope in the
vapor phase.

These results are interpreted as follows. The evaporation process can be divided into two phases: (1) an ini-
tial phase where the linear temperature profile in the liquid builds up and (2) a quasi-steady-state evaporation
process where the linear temperature profile is maintained and the vapor-liquid interface slowly approaches
the heated wall. In phase 1 the evaporation mass flux changes rapidly as a function of time, whereas in phase 2
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Fig. 10. CFD results for the second Stefan problem showing the static and dynamic pressure at two different times.
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Fig. 11. Dimensionless droplet volume as a function of time for three different initial droplet radii. The semi-analyical results are shown as
lines, the CFD results as symbols.

only slow changes — determined by the decreasing thermal resistance of the liquid layer — are observed. The
curves in Fig. 10 at 12 ms still belong to phase 1. The slope of the static pressure in the vapor phase represents
the pressure loss due to acceleration of vapor, i.e. the bulk of the vapor has not yet reached its quasi-steady-
state velocity. This acceleration process has largely come to an end in phase 2, as apparent from the curves at
44 ms. In this case vapor is accelerated only in the vicinity of the interface. Both in phases 1 and 2 Eq. (37) is
fulfilled, which becomes immediately apparent from the pressure curves at 44 ms. In quasi-steady-state the sta-
tic (dynamic) pressure vanishes in the vapor (liquid) phase, and the plateau values of the two pressures are
identical. Only in the vicinity of the interface deviations from the expected functional form due to the spurious
force density related to the continuum formulation of the mass source terms are observed. It can thus be



5888 S. Hardt, F. Wondral Journal of Computational Physics 227 (2008) 5871-5895

concluded that the model reproduces the correct recoil pressure distribution, apart from artifacts occurring in
the vicinity of the vapor-liquid interface.

6.3. Droplet evaporation

A comparison of the data of the semi-analytical model with the CFD results is shown in Fig. 11. The figure
shows the droplet volume divided by its initial value as a function of time for three different initial droplet
radii, 2 pm, 5 um and 10 um. The agreement between the semi-analytical and the CFD results is good for
the smallest droplet, whereas some deviations are visible for the larger droplets.

To uncover the reasons for the deviations it is worthwhile to note that the CFD calculations always result in
a faster shrinking of the droplet than the semi-analytical model. Thus, the CFD model predicts an enhanced
heat transfer from the interior of the droplet to its surface. The reason for this heat transfer enhancement is
most probably the convective heat flow due to the spurious currents induced by fluctuations of the vapor—
liquid interface [18]. Spurious currents are known to be a persistent problem in interfacial flow calculations.
In Fig. 12 typical velocity fields as obtained by the CFD calculation for the droplets of 2 pm and 10 pum initial
diameter are displayed. The figure shows that in the case of the 2 um droplet the maximum velocity of these
fluctuations is about 4 cm/s, while for the 10 pm droplet it is about 6 cm/s. The time scale for convective heat
transfer is given by

by
Tecon = 57 (59)
where # is the average velocity of the fluctuations. By contrast, the time scale for heat transfer by conduction is
by
Tdif = — - 60
dif kl ( )

Thus, 4ir/Tcon Scales approximately as by if # does not change significantly with the size of the droplet. The
latter assertion is supported by the data shown in Fig. 12. By construction, the semi-analytical model for drop-
let evaporation does not contain contributions from convective fluxes. These are increasingly suppressed with
decreasing by. Thus, this line of arguments explains why in Fig. 11 the agreement between the semi-analytical
and the CFD results is improved when the droplet size decreases.

This conclusion is also supported by the data displayed on the left side of Fig. 13, showing the dimension-
less volume of a droplet of 5 um initial radius as a function of time for two different liquid thermal conduc-
tivities. The agreement between the CFD and the semi-analytical results is significantly better for the larger
conductivity, indicating that as long as heat conduction dominates over convection, the evaporation model

Fig. 12. Typical velocity field in an evaporating 2 pm droplet (left) and 10 um droplet (right). The scale bars on the left and on the right
indicate the velocity magnitude in m/s.
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Fig. 13. Dimensionless droplet volume as a function of time for three different enthalpies of evaporation. The semi-analytical results are
shown as lines, the CFD results as symbols.

in conjunction with the VOF scheme produces accurate results. The right side of Fig. 13 again shows results
for a 5 um droplet, this time with the default thermal conductivity, but with different enthalpies of evapora-
tion. As expected, the evaporation process slows down with increasing /4., because the higher 4., the faster the
droplet is cooled, leading to a decrease of the heat and mass fluxes. The deviations between the results of the
CFD and the semi-analytical model are not significantly different in the three cases, they only appear strongest
for h. = 500 kJ/(kg K) because they are generally enhanced in the final stages of the evaporation process
where V' /V, < 1 due to accumulation of numerical errors.

In a recent article Francois et al. [5] have analyzed in detail the origin of spurious currents within the VOF
method. They compared different models for computing the curvature of the interface and implementation of
surface tension. Their conclusion is that the key factor for minimizing the spurious currents is a very accurate
computation of the interface curvature. A similar analysis was done by Gerlach et al. [6]. This and the
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Fig. 14. Temperature profiles in the evaporating droplet as a function of the dimensionless radial coordinate. The left side shows data with
the default thermal conductivity after different computational times. The time values in units of us are assigned to the different curves. On
the right side, temperature profiles obtained for a fixed time and different liquid thermal conductivities are shown, now with the
conductivity values (in W/(m K)) assigned to the curves. The results of the semi-analytical model are represented as lines, those of the CFD
model as symbols.
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arguments presented above suggest that the shortcomings that have become apparent when examining the val-
idation case of droplet evaporation are by no means generic to the evaporation model presented in this work
but are related to the curvature term Eq. (7). Thus, the key to improvements lies in more accurately fulfilling
the force balance around the interface by increasing the accuracy of the curvature computation. A quantitative
evaluation of the level of spurious currents in the present computational framework was done in Appendix B.

The current model gives very accurate results if convective heat transfer due to spurious currents is negli-
gible compared to heat conduction, as in the case of the 2 um droplet. On the left side of Fig. 14, the radial
temperature profile in the droplet is shown after different time intervals. On the right side, temperature profiles
for a fixed time (5.1 us) and different thermal conductivities are displayed. The semi-analytical results are rep-
resented as lines, the CFD results as symbols. The current droplet radius is denoted as b. The figure shows that
until about 19 ps the temperature keeps increasing and is then reduced due to shrinking of the droplet. In the
diagram with different thermal conductivities the curves become increasingly flat when the conductivity is
increased, as expected. Overall, an excellent agreement between the semi-analytical and the CFD results is
obtained.

6.4. Film boiling

Before discussing the computational results for the film boiling problem, a few remarks are appropriate.
Since a 2D problem with translational invariance is considered, it cannot be expected that the results give
an accurate representation of the physics of film boiling. The reason for this discrepancy lies in the inappro-
priate treatment of surface tension effects. A translationally invariant 2D model only accounts for the compo-
nents of interface curvature lying in the computational plane, whereas the out-of-plane components are
neglected. This means that surface tension driven hydrodynamic instabilities can usually not be captured in
a realistic way. In particular, it is known that the Rayleigh-Plateau instability can play a role for bubble pinch
off. As Gibou et al. [7] noted correctly, this instability does not show up in a translationally invariant 2D
model, leading to bubbles remaining connected to the vapor film by a thin neck, clearly an unrealistic scenario.
Despite of these limitations, the film boiling problem outlined in Section 4.4 has been chosen as a validation
case. This choice is motivated by the fact that the test cases considered here do not serve the purpose of explor-
ing physical evaporation problems in detail, but to provide a benchmark allowing to assess the performance of
the developed numerical model. The problem qualifies as a benchmark, since it has been studied by a number
of authors before and can be regarded as a standard CFD problem for evaporating flows.

The computed time evolution of the vapor-liquid interface on the fine grid is shown in Fig. 15. The top left
frame corresponds to a time of 0.3532 s after initialization, while time is incremented by 0.1 s for the subse-
quent frames. Only one single bubble is pinched off, followed by the growth of a vapor neck finally merging
with the bubble and forming a growing mushroom-shaped structure connected with the film covering the wall.
A very similar scenario is found when the coarse grid is used. For the same problem, using a level-set method,
Gibou et al. [7] found a quasi-steady bubble release pattern on their coarse grid, i.e. bubbles are pinched off
periodically. However, they identified this scenario as a numerical artifact, since bubble pinch-off was found to
be suppressed when they significantly refined their grid. Using a higher grid resolution they identified growing
mushroom-shaped structures.

In this respect the results of Fig. 15 confirm the findings of Gibou et al. Also on the coarse grid only the first
bubble pinches off, whereas subsequently mushroom-shaped structures are found. Apparently, in the context
of the numerical model used here, also the coarse grid is fine enough to suppress the unphysical breaking of the
neck, with some exceptions discussed below. These results in combination with the results of Gibou et al. sug-
gest that the quasi-periodic film boiling process described in the paper by Welch and Wilson [27] is due to a
non-converged solution and should not be interpreted as a physically realistic scenario.

It should be pointed out that, owing to the formation of thin vapor filaments, the 2D film boiling problem is
numerically quite challenging. Even on the fine grid the width of the neck is resolved only by a few (about 8)
computational cells. The significant fluctuations of the vapor-liquid interface discussed in Appendix B can
induce a pinch-off of the neck, as becomes apparent when extending the simulations to long enough times
(exceeding the time interval of Fig. 15). It is then observed that the neck breaks apart at apparently random
times and positions. This happens on the fine grid and even more frequently on the coarse grid. It should,
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Fig. 15. The evolution of the vapor-liquid interface as computed on the fine grid. The horizontal line at the bottom of each frame is the
heated wall. The circle inside the mushroom-shaped bubble is a droplet having been created via coalescence of the neck with the initial

bubble.

however, be noted that such phenomena are solely due to the specific interface-capturing scheme used and
have nothing to do with the evaporation model, as can be easily checked by plotting the spatial distribution
of the mass source terms that are virtually zero in the region of the neck.

In order to check the grid independence of the results, the interface shapes on the coarse and the fine grids
have been compared for two different stages in the bubble formation process, as shown in Fig. 16. At a com-
paratively early stage, there is a good agreement, as shown on the left side of the figure. Later, after the neck
has been formed, the agreement deteriorates. At that stage the first bubble has already been pinched off,

coarse

coarse—p

fine

Fig. 16. Comparison of the interface shapes for two different stages of the evaporation process obtained on the coarse and on the fine grid.
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Fig. 17. The evolution of the vapor liquid interface and the temperature field for the first bubble being pinched off.

a process that is sensitive to numerical fluctuations of the interface. In principle, also the formation of the first
bubble could be a numerical artifact and could be suppressed on very fine grids, an issue that could not finally
be clarified with the available computational resources. However, already at this stage the qualitative behavior
of the film boiling process as observed by Gibou et al. [7] could be confirmed, while a quasi-periodic bubble
release process as found by Welch and Wilson [27] cannot be approved. It should be noted that, similarly as in
[27], a VOF approach is used, showing that the mushroom-shaped structures are generic and not specific for
the level-set method used by Gibou et al.

An aspect that does not agree with the results of Gibou et al is the shape of the bubbles. In their paper the
edges of the bubbles become unstable finally resulting in a jellyfish-like shape. By contrast, the bubbles of
Fig. 15 always maintain a compact shape. In this respect the results are much closer to those obtained by
Welch and Wilson [27] who also observed compact bubbles without edge instabilities.

All these features concerning bubble shapes and pinch-off are related to the specific interface-tracking
model and not to the evaporation model which is the focus of this work. The results of Fig. 15 demonstrate
the ability of the method presented in this paper to compute evaporating flows in situations more complex
than inherent in the other validation cases. The significance of evaporative mass transfer for the considered
film boiling scenario can be analyzed by plotting the temperature field at different stages of the process. This
is done in Fig. 17 that shows the vapor-liquid interface together with a grayscale plot of the temperature field,
as obtained with the fine grid. The frame on the upper left shows the situation 0.3 s after initialization, in the
subsequent frames time is incremented by 0.05 s. Ten equidistant grayscale levels are displayed, spanning the
range between 505 K (wall) and 500 K (interface). From the figure it becomes apparent that initially evapo-
ration occurs over the complete vapor-liquid interface. However, as soon as a thin neck develops, the temper-
ature field does not significantly extend away from the wall, so that evaporation mainly occurs in the thin
vapor film. Therefore, the dynamics of the mushroom-shaped bubbles shown in Fig. 15 is virtually indepen-
dent of the evaporation model and its implementation.

7. Summary and conclusions

An evaporation model has been developed that by construction is largely independent of the specific real-
ization of an interface-capturing scheme. The model was especially developed to study microscale evaporation
phenomena, but is not limited to it. In context with the latter it has been shown that significant deviations of
the vapor-liquid interface temperature from the saturation temperature should be expected, so that the usual
assumption of an isothermal interface at saturation temperature breaks down. Correspondingly, the evapora-
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tion model incorporates a physical relationship for the evaporation mass flow and allows for deviations from
the saturation temperature. The model relies on a continuum-field representation of the corresponding source
terms in the mass conservation equation that can be tuned by a scale parameter in such a way that numerical
stability of the evaporating liquid front is achieved. The continuum-field representation should make it easy to
implement the model into a number of different interface-capturing schemes irrespective of the numerical
details of interface representation and propagation.

The evaporation model was implemented into the VOF scheme with piecewise linear interface construction
as available within the commercial CFD code FLUENT. Calculations were performed for three analytically
or semi-analytically solvable test cases, two one-dimensional Stefan problems and a free droplet evaporation
problem. In addition, a two-dimensional film boiling problem was considered that has been analyzed by other
authors based on the VOF and the level-set technique.

Good agreement between the numerical and the analytical results was found for the Stefan problems. With
regard to the second Stefan problem, especially the recoil pressure due to the acceleration of vapor emerging
from the interface to the liquid was analyzed. The mass source terms cause a local distortion of the pressure
field, but nevertheless, the overall pressure distribution comes out correctly, showing that the model is capable
of accounting for the recoil from vapor acceleration.

The case of droplet evaporation gives an indication of the limiting factors induced by the interface-captur-
ing scheme. While for small droplets the agreement between the numerical and the semi-analytical results is
good, some deviations were detected in cases where convective heat transfer competes with heat conduction.
Spurious currents were identified as the most probable cause for this unphysical thermal convection that
effects a faster droplet evaporation than in the case of pure conduction. The level of spurious currents in
the employed VOF scheme was quantified in a separate effort and found to be considerable.

In the film boiling problem, a predominant evaporation mode with mushroom-shaped bubbles connected
to the vapor film through a thin neck was identified. The same evaporation mode has been found by other
authors [7], but stands in conflict with quasi-periodic bubble release patterns determined in earlier work
[27]. The application of the model to the film boiling problem demonstrates its usefulness in more complex
situations than in the other validation cases.

The most notable features of the approach presented in this paper are the possibility to implement almost
arbitrary evaporation laws bearing more physical relevance than the assumption of an isothermal interface
and the continuum-field representation of mass source terms that should allow including evaporation mass
transfer into a number of different interface-capturing schemes such as the VOF and the level-set method.
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Appendix A. Numerical error due to the continuum-field representation of the mass source-term

In this appendix, the scale of the numerical error due to the continuum representation of the mass source-
term is computed for a spherical surface of radius . With a = AtD and k = i/a'/?> Eq. (15) is rewritten as

Vo +kKp=-2, (61)
a

with its Green’s function defined by

Vg + kg = -6 (62)
and given as

_expl(ikr)

glr) =220, (63)

Expanding the Green’s function in spherical harmonics Y, (0, ¢) gives
/ >xX X (1) / ’
gllr—r'|) =ik Jilkr by (ko) Y, (65, ¢) Y (0, §), (64)

1=0 m=-—1
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where j,, hgl) are spherical Bessel and Hankel functions and r. (r..) is the smaller (bigger) of the two values r
and 7. Using a source-term of the form

90(r) = (r — b) (65)

to represent the evaporation of a spherical vapor-liquid interface, expressing ¢ via its Green’s function and
making use of the orthogonality property of the spherical harmonics, it follows that

o(r) = ia [0(r — b)jo(kb)hy (k) = 0(b = r)jo (kr)hy (kD) (66)

with 0 being the heaviside function. Using

) B Va . r ) B Va r
Jolkr) = - sinh v hy' (kr) = — = exp v (67)
results in
o(r) = % O(r —b)exp — ﬁ sinh —% +0(b—r)exp —% sinh — ﬁ . (68)
The two integrals of Eq. (29) are readily evaluated as
by/a b b 2b b . b b
re=Y%1-— 4 1+— -2 I.=bya 1+— sinh —— —— (69
<= at Mt g o b Va 1+ Ja Sb o —on e —p (69)
An expansion of the resulting expression for § of Eq. (30) in powers of a'/?/b yields
L
0r 5 (70)

to leading order and apart from corrections that are exponentially small in b/a'/?.

Appendix B. Quantification of the spurious currents

In order to quantify the level of spurious currents in the computational framework this work is based on,
the same test case as in the work of Gerlach et al. [6] was considered. It consists of a fluid rod placed in a
domain of square cross section. The problem is treated in 2D where the rod appears as a circle with diameter
2b =4 cm, while the computational domain has an extension of 6 cm x 6 cm. The domain was meshed with a
uniform Cartesian grid of either 30 x 30, 60 x 60 or 120 x 120 control volumes. The rod has a density p, of
1000 kg/m® and is placed in a background fluid with a density pg of 1 kg/m>. Since both fluids were treated as
inviscid, the equilibrium state of the rod is characterized by a balance of pressure p and surface tension . For
the latter a value of 23.61 mN/m was chosen. A time step size of Az = 10> s was used. Since the purpose of
this test case is to quantify the level of spurious currents in the VOF model of FLUENT, no evaporation
model was used. All other solver settings were kept as specified above.

As a measure for the spurious currents, the maximum of the velocity magnitude over the full model domain
was computed, both after 1 time step and after 50 time steps (cf. Table 1). The results show that, independent
of the grid resolution, large values for the maximum velocity are found. The values after 50 time steps are
always higher than those after 1 time step and exceed the natural velocity scale of the system (a/(p, - b))"/>
by about two orders of magnitude. These results underpin the arguments in Section 6 and suggest that

Table 1

Maximum velocity after 1 and after 50 time steps for different grid resolutions

Grid resolution [ttmax.1] (m/s) [ttmax,s0| (m/s)
30 x 30 0.05 2.16

60 x 60 0.20 2.69

120 x 120 0.04 1.52
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spurious currents can significantly speed up heat and mass transfer processes across a phase boundary. Unfor-
tunately, a direct comparison to the work of Gerlach et al. [6] is not possible, since in their paper no units were
specified for the velocity values.
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