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transfer rate. In this model, the vaporization-induced volume, energy, and species source
terms in the gas phase are modeled using a body-fitted layer placed around the interface
on the gas side. In this layer, continuous distributions of volume, energy, and species
sources are specified by the conservation laws. A corresponding body-fitted sink layer

Keywords:

Liquid droplet vaporization is placed on the liquid side of the interface to account for mass, energy and species
Droplet deformation loss in the liquid phase due to vaporization. The formulation retains the advantages of
Interface localization interface localization methods and mitigates the error and complexity caused by the

combined treatment of mass/heat transfer and interface localization. The new model is
versatile and does not depend on the specific interface localization method, and can
thus be implemented in any of the existing methods. As a specific example, the present
approach is implemented in a volume-of-fluid (VOF)-based code “Gerris”. A number of
test cases concerning liquid vaporization in both quiescent and convective environments
are presented, with the constant-density assumption, to verify and validate this model in
terms of interface localization. In particular, the vaporization of a single n-decane droplet
in a uniform air flow of 1000 K at 1 atm is investigated. The predicted liquid volume
evolution demonstrates the robustness and accuracy of interface localization for cases with
large density ratio and high vaporization rate. Vaporization of n-decane droplets with large
deformation and high mass transfer is also investigated systematically.

© 2019 Elsevier Inc. All rights reserved.

1. Introduction

Heat and mass transfer across the deforming interface in a multiphase flow is of great importance in a wide range of
engineering and scientific applications, including the vaporization of droplets in the combustion of fuel sprays in energy
conversion systems. The details of such interfacial deformation and vaporization, however, remain largely unknown, mainly
due to challenges in conducting quantitative analysis and making experimental measurements with sufficient resolution.

Numerical simulations of multiphase flows with deformable interface have received considerable attention in the past
decades. Several techniques have been developed and applied to a variety of problems with reasonable success. These in-
clude the volume-of-fluid (VOF) [1,2], level-set [3,4], and front tracking [5,6] methods. For situations involving mass transfer,
many challenges, however, remain unresolved. Stefan flow caused by mass transfer creates an abrupt change in normal ve-
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locity across the two-phase interface, which in turn causes a number of difficulties in modeling the vaporization process in
a continuous manner. The challenges include: localization of the interfacial boundary, estimation of temperature and species
concentrations at the interface, calculation of gas and liquid velocities near the interface, coupling of heat and mass transfer,
and treatment of density variation caused by strong temperature change near the interface.

Most existing methods dealing with mass transfer across the interface were developed based on the aforementioned
interface localization methods [1-6]. For example, Welch and Wilson [7], Sato et al. [8], and Schlottke and Weigand [9]
utilized VOF-based methods for constant-density boiling flows; Son and Dhir [10], and Gibou et al. [11] developed level-set
based methods for evaporating two-phase flows; Juric and Tryggvason [12] and Esmaeeli and Tryggvason [13] employed
front-tracking methods for boiling flows; and Hardt and Wondra [14] presented a vaporization model independent of any
specific realization of interface localization scheme. These methods treat mass transfer across the two-phase interface in a
continuous manner by enforcing a divergence constraint in grid cells containing the interface, and calculate the interface
velocity according to the conservation of mass. The disadvantages of such treatment lie in the potential inaccuracy of
interface localization in flows with a large density ratio and a high mass transfer rate; such conditions create a sharp
velocity jump across the interface and can easily cause a nonphysical shift of the interface in the simulation. Furthermore,
the calculation of flow velocity in grid cells containing the interface requires very complex treatments, thereby posing
additional implementation challenges. All of the issues arise from the concurrent treatment of interface localization and
mass transfer across the interface in the same grid cells. These challenges have prompted us to develop a numerical model
in which the mass transfer and interface localization can be treated separately, while preserving the advantages of interface
localization methods.

In this paper, we present a method based on a unified treatment of the gas and liquid phases in the vaporization pro-
cess. The method takes into account the vaporization-induced variations of volume, energy, and species concentrations in
the gas phase by considering a body-fitted source layer placed around the interface on the gas side. In this layer, a contin-
uous distribution of volume, energy, and species sources is specified according to the conservation laws. A corresponding
body-fitted sink layer is placed near the interface on the liquid side to account for the mass, energy, and species loss in
the liquid phase. The two layers allow us to separate the treatment of heat and mass transfer across the interface from
that of interface localization. The velocity jump across the interface in real physics is artificially moved to the source layer
and distributed over the layer thickness. At the same time, the sink layer in the liquid phase causes a volume reduction
in the vicinity of the interface, which causes the interface to regress, to account for the volume loss of the liquid phase
due to vaporization. In the region spanning the source and sink layers, the velocity changes smoothly across the interface
over a few grid cells. The model effectively preserves the advantages of interface localization methods and circumvents the
error and complexity caused by the combined treatment of mass/heat transfer and surface localization. The new model is
versatile and does not depend on the specific interface localization method, and can thus be implemented in any of the
existing approaches. Although only cases with a single-component liquid are considered in this paper, the proposed vapor-
ization model can be extended to situations with multi-component liquids by taking into account fluid property variations
associated with species concentration changes [15].

In the present work, we take advantage of the well-developed VOF based code “Gerris” [16,17] and use a single n-decane
droplet in air as an example, to demonstrate the development of the model and examine its accuracy and capabilities. Gerris
is an open-source software program developed by Stéphane Popinet [16,17] for incompressible multi-phase flows. It employs
an adaptive mesh projection method to solve the time-dependent incompressible Navier-Stokes equations, and uses the VOF
approach to capture interfacial evolution. Gerris has second-order spatio-temporal accuracy on both static and dynamic grids
in various flow conditions [16,17].

2. Mathematical formulation and numerical methods

In liquid vaporization with high mass transfer driven by a large temperature difference between the gas and liquid
phases, gas properties such as density, viscosity, and thermal conductivity vary considerably near the interface, because of
the abrupt changes of temperature and species concentrations. Moreover, the thermal expansion of evaporated liquid adds
additional velocity to the gas flow. Neglecting such variations and treating the flow as incompressible may cause errors
in the prediction. As the first step of our series of model developments, we construct the present work based on the
constant-density assumption, similar to other studies [7-13]. All the properties in the gas phase are considered constant
and are evaluated using the well-known “1/3 rule” suggested by Yuen and Chen [18]. The reference temperature and vapor
mass fraction for evaluating the gas properties are,

1 1
Trer =Ts + §(Too —Ts), and Yieg=Ys+ §(Yoo —Yy), (1)

where the subscripts “s” and “c0” denote the properties at the droplet surface and in the far field, respectively. The temper-
ature and vapor mass fraction at the interface need to be estimated in advance. In this work, we use the values of a single
droplet in a quiescent environment, which can be acquired from the classical 1-D evaluation with quasi-steady assumption,
as an approximation to estimate Tyer and Yey.

We consider the two-phase flow as incompressible and continuous in both phases. The conservation equations of mass,
momentum, energy, and species mass fraction are given as
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Fig. 1. Vaporization model based on the decomposed mechanisms. (For interpretation of the colors in the figure(s), the reader is referred to the web version
of this article.)
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where p is the density, u the velocity vector, T the temperature, Ahy, the enthalpy of vaporization, Yyqp the mass fraction
of vapor. m’” is the mass production rate per unit volume due to vaporization, and is nonzero only in the source and sink
layers around the interface. In the momentum equation, surface tension is treated as a continuous body force expressed as
okdsn, where o is the surface tension of the liquid in the gas, k¥ the interface curvature and s the Dirac-delta function.
The equation of species mass fraction (Eq. (5)) is only needed in the gaseous phase. All the properties of the gas phase are
considered as constant and are evaluated by Eq. (1). We use the VOF approach to capture the spatiotemporal evolution of
the two-phase interface. The transport equation for liquid volume fraction F takes the form

oF

P 4+u-VF=0. (6)
Equations (2)-(6) are solved by a numerical method combining quad/octree discretization, a time-staggered projection
method, and a multilevel Poisson solver. More details are given in Popinet [16,17]. The formulation remains unclosed due
to the lack of mass production rate m’”’ in Eq. (2); this will be discussed in the following.

3. Vaporization model

In practice, vaporization takes place at the two-phase, zero-thickness interface, and causes a sharp increase in the normal
velocity in the gas phase. This velocity discontinuity poses many challenges in interface localization in numerical simula-
tions. In the present model, as shown in Fig. 1, the mass transfer and subsequent normal velocity change across the interface
expand over a region of finite thickness around the interface. The region includes a source layer with a positive mass pro-
duction rate " in the gas phase to model the increase in volume, mass, and energy due to vaporization, and a sink layer
with a negative mass production rate " in the liquid phase to model the loss of volume, mass, and energy in the liquid.
The thicknesses of the two layers span several grid cells, and are denoted by 8source and &sink, respectively, as shown in
Fig. 1. The distances from the center lines of the source and sink layers to the interface are denoted by dsource and dsing, re-
spectively. The grids near the interface must be dense enough to resolve the source and sink layers and the region between
them.

The volume changes in the two phases due to mass transfer are described by Eq. (2). The negative mass production
rate in the sink layer (], < 0) imparts to fluid between the sink layer and the interface an addition normal velocity
toward the liquid phase, and thus pulls the interface toward the liquid phase, to model the interface regression. In the
meantime, the positive mass production rate in the source layer (m, .. > 0) causes an increase in normal velocity in the
gas phase, accounting for the Stefan flow in the process of vaporization. The mass conservation in the liquid phase ensures
that the interface regression rate is consistent with the vaporization rate. In the region between the source and sink layers,
the velocity varies continuously across the interface. The process guarantees the accuracy of interface localization with the
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methods mentioned above. Compared with previous vaporization models, the present work does not require any special
treatment at the interface, and as such significantly facilitates implementation of the model.
The continuous mass production rates in the source and sink layers are related to the vaporization rate as,

-1 - -y
/ MourcedX = — / Mgjedx =M, (7)

Ssource Ssink

where x is the coordinate normal to the interface, with the origin at the center of each layer. m” is the vaporization rate in
mass determined by the heat flux to the interface,

1 aT
m'=—— <kgas . ) (8)
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Here Ahy, is the enthalpy of vaporization. A sinusoidal profile is adopted to describe the mass production rate in the source
and sink layers,
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Equation (8) provides the first link between the energy and species.

Due to the interface curvature and the deviation of the source and sink layers from the interface, the areas of the
central surfaces of the source and sink layers are different from that of the interface. This causes errors in the calculation of
the mass transfer rate. Hardt and Wondra [14] proposed a spatial-integration treatment to ensure the consistency of mass
transfer across the interface. In the present work, we introduce two correction factors for the mass production rates in the
source and sink layers, respectively, to compensate for the artificial area change of the layers,

n.'lg/ource = asourcem” and Th;/mk = asinkm” (10)
and
A5"1'nterface Rgurv
Usource = =
ASsource (Reurv + dsource)z
. 2
ine = ASmterface _ Rcurv (1 1)

ASsink (Reurv — dsink)2 ’
Here dsource and dsini are the distance of the central surface of the source and sink layers, respectively, from the interface, and
Reyry is the radius of curvature of the interface. The method guarantees the conservation of mass. The radius of curvature
of the interface is calculated by,

1
~ V. (VF/IVE])’
where F is the liquid volume fraction described by Eq. (6).

The energy and mass-fraction equations, Egs. (4) and (5), are coupled through vaporization, Eq. (8). The surface temper-
ature T; is related to the vapor pressure at the interface, according to the Clausius-Clapeyron equation,

AhfeM 1 1
In Pvap,s _ feMyap <_ _ _)7 (13)
p Ry Thoir Ts

where pygp s is the partial pressure of vapor at the interface, p the total pressure, Myg, the molecular weight of the vapor
species, and R, the universal gas constant. This condition makes the interface temperature T slightly lower than the boiling
temperature Tpoi, @ condition known as the pseudo wet-bulb temperature [19]. The vapor partial pressure pygp s is related
to the vapor mole fraction Xygp s as

(12)

Rcurv

Pvap,s = Xvap,sP (14)

Substitution of this expression into the Clausius-Clapeyron equation (Eq. (13)) provides another link between the energy
and species balances,

Ah¢eM 1 1
lnxvaps=M - T = (15)
’ Ry Thoil Ts
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Fig. 2. 1D test case, with mass transfer.

Physically, the vapor mole fraction at the two-phase interface X,qp s depends on the surface vaporization rate m” and the
mass transfer described by Eq. (5). At the same time, Xyqp s couples with T, through the Clausius-Clapeyron equation. The
energy equation (Eq. (4)) and the species mass fraction equation (Eq. (5)), as well as the links between them, that is, the
surface vaporization equation (Eq. (8)) and the Clausius-Clapeyron equation (Eq. (15)), constitute the formulation of liquid
vaporization. The strong coupling among all the variables makes the system difficult to solve using explicit schemes. In the
past, iteration methods were generally adopted [20], but such methods pose serious computational challenges in terms of
efficiency and robustness. To circumvent this problem, we decouple Xyqp s from Ts, with Xy, s primarily determined by the
surface vaporization rate r” and the mass transfer equation. Then, we use an approximate explicit scheme, summarized as
follows, to solve the decoupled equations:
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Equations (16)—(20) are solved successively at each time step. Notice that the surface vaporization rate m” at the current
time step is obtained by extrapolating from ri” at the last two time steps.

4. Model verification and validation

Considerable verification and validation for the Gerris code has been done on flows without mass transfer, and Gerris
has demonstrated powerful capabilities in dealing with multiphase flow with high velocity and strong deformation [21-23].
In the present work, model verification and validation is focused on interface capture in flows with large liquid/gas density
ratios and high vaporization rates. The challenges of simulating this kind of flow lie in the interface regression rate, which
is low as compared with the high velocity jump across the interface and the strong coupling of thermal and mass transfer
near the interface. In this section, two test cases are presented to demonstrate the efficient implementation and reliable
solution of the present approach.

4.1. One-dimensional flow with mass transfer

We first examine the accuracy and effectiveness of the interface capturing capability against a one-dimensional case
with mass transfer, as illustrated in Fig. 2. In this test example, heat transfer is ignored and all variables are given in a
nondimensional form. The liquid and the gas densities are pji; = 1.0 and pgqs = 0.002, respectively, and the mass transfer
rate is m” = 0.01. The corresponding density ratio is pjiq/0gas = 500. The interface regression velocity is us ="/ pjiq = 0.01,
and the gas velocity relative to the interface is uéas =1"/pgas = 5. The ratio of the relative gas velocity to the interface
regression velocity is uéas/us = 500. The axial velocity in the liquid phase, Uj, = 0.1, is ten times the interface regression
velocity. Such high density and velocity ratios present a significant challenge to the interface capture method, in addition
to the difficulty associated with the finite liquid velocity. Although this case is inherently one-dimensional, the simulations
are carried out on a two-dimensional Cartesian grid with periodic boundary conditions at the upper and lower boundaries
of the domain.
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Fig. 3. Numerical and analytical results for 1D test case: (a) Temporal evolution of interface position; (b) Spatial distribution of axial velocity at t =5.

Table 1
Properties of gas and liquid.
1% v K Cp o D
(kg/m?) (m?[s) (k]/s-m-k) (K]/kg-K) (m?s) (m?[s)
Liquid 604.14 0.335 x 1076 0.949 x 1074 2.81 559 x 1078 NA
Gas 1.03 4571 x 1076 0.466 x 1074 215 211 x 107 193 x 107>

Fig. 3 shows the temporal evolution of the interface position xj,¢ and the spatial distribution of the axial velocity at t = 5.
Both the numerical simulation and the analytical result are presented. The interface travels with the liquid at U;;, = 0.1.
At the same time, it regresses to the liquid at u; = —0.01 because of mass transfer. The compound interface velocity
thus becomes us = uj;q + us = 0.09. The relative deviation between the numerical and analytical simulations is Serror,x =
[Xint,num — Xint,anall/Xint,anal = 0.12%. The liquid velocity should remain constant at the entrance velocity. At the interface, the
velocity jumps abruptly, due to the phase change. In our model, the interface is expanded over a banded region of finite
thickness, across which the velocity changes continuously. The gas velocity can be estimated as the interface velocity plus
the relative velocity of the gas, uges = us + ufgas =5.09. Compared with this analytical result, the relative error of the gas
velocity from the numerical simulation becomes Serror,u = |Ux,num — Ux.anall/Ux,anal = 0.08%. The small error corroborates the
accuracy and robustness of the present method for interface localization for two-phase flows with large density ratios.

4.2. Vaporization of n-decane droplet in air flow

The experiment of Wong and Lin [24] provides measurements of the size and temperature evolution of an n-decane
droplet in air, and this allows for careful validation of the present model under high vaporization conditions. In their
experiment, a spherical droplet with an initial size of Do = 1.98 mm and an initial temperature of T4 =315 K was
suspended in a hot air flow with Ty = Too = 1000 K and Uy = 1 m/s at one atmosphere. We estimated the gas-phase
properties at the reference temperature and mass fraction calculated by Eq. (1) according to the 1/3 rule. The surface
temperature T is approximated by the boiling point, Tpe =447 K. The reference temperature T, thus becomes

1
Trey % Thoit + 5 (Too = Thoi) = 631.3K (21)

A quasi-steady assumption is made for droplet vaporization in quiescent air, giving the vapor mass fraction at the interface
Ys =0.794. Assuming Y., =0, we obtain the reference vapor mass fraction as follows,

1
Yig = Ys+ 3 (Yoo = ¥5) =0.574 (22)

Table 1 lists the estimated gas- and liquid-phase properties. The density ratio is pjiq/0gss = 600, and the temperature differ-
ence AT =Ty — T~ 553 K.

In the simulation, the thicknesses of the source and sink layers are taken to be Ssource = Ssink = (1/35)Ro, and their
distance from the interface is dsoyrce = dsink = (1/20)Rg, where Ry is the droplet radius. Physically, the smaller the layer
thickness source & sink and the smaller the layer distance dggyrce & sink, the closer the model is to the real situation. We com-
pare the temperature gradients at the interface between simulations with Ssource & sink = (1/35)Ro, dsource & sink = (1/20)Rg
and Ssource & sink = (1/18)Ro, dsource & sink = (1/10)Rg. The relative difference is less than 3%. The selection of Ssource & sink
and dgoyree & sink Will primarily be determined according to the accuracy requirement of a specific work and the affordability
of computer resources.
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Fig. 4. Effect of grid resolution on streamwise velocity and temperature for vaporization of suspended n-decane droplet in a uniform airflow at t =2 s:
(a) fine grids with Ay =0.01Rg,0; (b) coarse grids with A, =0.02Rq,0; (c) streamwise velocity and (d) temperature on cross section through droplet
center.

4.2.1. Grid independence study

An adaptive mesh refinement algorithm is used to dynamically resolve the flow characteristics according to the spatial
gradients of temperature and vapor mass fraction. To examine the grid sensitivity of the numerical result, simulations were
conducted with two sets of meshes: fine mesh with Anin = 0.01Rg and coarse mesh Apin = 0.02Rg, where Ay is the
minimum size of mesh cells and Rp the initial droplet radius. Fig. 4 shows two different meshes and the corresponding
distributions of streamwise velocity and temperature on the cross section through the droplet center at t =2 s. At each
level of the controlling variables (the spatial gradients of temperature and vapor mass fraction), the size of the coarse grid
is twice that of the fine grid. Excellent convergence between the results with both coarse and fine grids is obtained, but in
the present study the fine mesh is used for all cases to ensure the accuracy of numerical simulations. The detailed patterns
of flow and temperature will be discussed in Section 4.2.4.

4.2.2. Heating of n-decane droplet in quiescent fluid

Before studying the case of droplet vaporization, we first examine the heating of an n-decane droplet at Ty o =315 K in a
quiescent ambient fluid at Tgpp = Thoy = 447 K. The droplet diameter is the same as that in Wong and Lin’s experiment [24].
The computational domain is 10 times larger than the droplet size. In order to obtain the analytical solution, the properties
of the ambient fluid are taken to be the same as those of the n-decane droplet, as given in Table 1. The energy equation is
solved in spherical coordinates by means of the method of separation of variables, giving the temperature evolution of the
droplet and the ambient fluid as follows,

00 . . 2
Ci inr i
T(r,t)=Tent + —sin( )exp[—a,- < > t] (23)
et ; r Rent “ Rene

where

Tao—T iR R iR
Ci(r, t)=—2M Ry cos PR (Rant) g (0 (24)
17T Rent T Rent
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Fig. 6. Temporal evolution of square of n-decane droplet diameter in quiescent air (Tg; = 1000 K).

R4 is the droplet radius, Rcn the radius of the computational domain, and «j;; the thermal diffusivity of liquid n-decane.

In Fig. 5 we compare the temperature distribution from the numerical simulation and the analytical solution. At t =0 s,
temperature decreases sharply from the uniform ambient temperature Tq;,p = Theij = 447 K to the droplet initial temperature
T40 =315 K at the droplet surface. As time goes by, the temperature inside the droplet increases, and the ambient fluid
temperature decreases correspondingly. The numerical prediction agrees well with the analytical result, with a relative
deviation of Serror = |Tnum (', t) — Tanai(r, t)|/Tana(r, t) < 0.01%. This validation demonstrates the accuracy of the present
model for the beginning of the droplet heating period.

4.2.3. Vaporization of n-decane droplet in quiescent air

As part of our validation, we examine the vaporization of a single n-decane droplet in a quiescent air environment and
validate the present model against the classical “D2-law” [25]. An analytical solution of the droplet behavior can be obtained
by solving the conservation equations of mass and energy with the uniform-property and quasi-steady-state assumptions
[25]. The evolution of droplet diameter takes the following form, commonly known as the D? law,

D? =D - Kt (25)

where K is a constant determined by the liquid and gas properties.

Fig. 6 shows a comparison between the numerically and analytically determined temporal evolution of the square of the
droplet diameter. Two different methods were used to calculate the droplet diameter in the numerical simulation. The first
is based on the volume of the liquid phase; the second involves the subtraction of the liquid volume of the evaporated
liquid in the gas phase from the initial liquid volume. Two methods are used in order to examine the consistency between
the mass of the evaporated liquid and that of the lost liquid. In the simulation, the evaporated liquid mass is calculated
from t =0 to 2.5 s. Good agreement is obtained between the two methods. When t > 2.5 s, the vapor spreads out of the
simulation domain. At this point the vapor mass estimate is no longer correct, and the two values of evaporated mass
diverge. Compared with the analytical solution, the slopes of the numerical results are slightly higher in the initial period.
This is caused by the initial condition of the numerical simulation; Yyq =0 and Tgs = 1000 K everywhere in the gas phase.
The vaporization rate is thus slightly higher than in the quasi-steady state. The droplet diameter square D? decreases from
3.92 to 1.8 mm? at the end of the simulation.

Fig. 7 shows the distributions of radial velocity, temperature, and mass fraction in the gas phase at t =1 s. The radial
velocity profiles exhibit good agreement between the numerical and analytical results throughout the gas phase, except in
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Fig. 8. Flow patterns of an n-decane droplet suspended in a uniform air flow at t =1's, Uges =1 m/s.

the source layer near the droplet surface. The small deviation in the source layer is caused by the representation of the
physical reality of the infinitely thin interface, where the vaporization takes place, by a source layer of finite thickness. This
problem can be mitigated, but not obviated, by increasing the grid resolution near the interface and decreasing the thickness
of the source layer.

Fig. 7(b) shows comparisons of the normalized temperature and vapor mass fraction in the gas phase. At the droplet
surface, the numerically predicted temperature is (Ts/Tpoi)num = 0.942, which is slightly (0.75%) higher than the analytical
value of (Ts/Thoit)anat = 0.935. The numerically predicted vapor mass fraction is (Yygp)num = 0.78, which is 4.88% smaller
than its analytical counterpart (Yygp)anat = 0.82. The noticeable decrease in vapor mass fraction in the simulation is pri-
marily attributed to the finite thickness of the interfacial layer where the vaporization takes place. The situation can be
improved by decreasing the source layer thickness. In the gas phase, deviations are observed in both the temperature and
vapor mass fraction profiles, probably due to the use of the quasi-steady-state assumption in the analytical solution. The
quasi-steady-state assumption requires that the time scale for interface regression be much larger than that for heat and
mass transfer, a condition not satisfied in the present case.

4.2.4. Vaporization of n-decane droplet in uniform air flow

The vaporization of an n-decane droplet in a hot, uniform air flow is treated, mimicking the experiment of Wong and Lin
[24]. The fluid properties are listed in Table 1. The air flow velocity is Uges = 1 m/s. The Reynolds number based on the initial
droplet diameter and velocity is Req = UgasDo/Ugas = 42.9. The droplet remains largely spherical throughout its lifetime.
Liquid expansion is not considered in the simulation because of the constant-density assumption, and this will introduce
deviation from the experimental result in the initial heating period [19]. The simulation domain of L x H =200Rg x 20Ry,
where Ry is the initial droplet radius, is sufficiently big to render the boundary influence negligible. Outflow conditions are
implemented at the spanwise and downstream boundaries.

Fig. 8 shows typical flow patterns illustrated by the streamlines at t =1 s. The flow inside the droplet is characterized
by an axisymmetric recirculating flow, which transfers heat from the droplet surface to the interior. Outside the droplet, the



Y. Wang, V. Yang / Journal of Computational Physics 392 (2019) 56-70 65

N _mme

320 330 340 350 360 370 380 390 400 410 420 430 440 450

U®ee

t=0.5s t=1.0s t=1.5s t=2.0s

Fig. 9. Evolution of temperature of an n-decane droplet suspended in a uniform air flow at Uges =1 m/s.
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Fig. 10. Evolution of temperature around an n-decane droplet suspended in a uniform air flow at Uges =1 m/s.

Stefan flow created by the evaporated liquid forms an envelope around the droplet and separates the outer air flow from
the droplet. The interface between the outer air flow and the inner Stefan flow provides space for chemical reactions in the
case of liquid fuel combustion.

A droplet initially at low temperature is first heated by the ambient hot air. At this stage, the heat from the hot air is
mostly transferred to the interior of the droplet, and the interface temperature Ts and the vaporization rate " are relatively
low. Fig. 9 shows the temperature evolution in the droplet from t = 0.5 to 2.0 s. A certain fraction of the heat transferred
to the droplet goes to evaporate liquid to vapor, and the remainder is absorbed by the droplet and increases its interior
temperature. The recirculating flow within the droplet acquires heat from the interface through diffusion, and then advects
the heat to the interior.

As the droplet temperature increases, the heat transfer to the droplet interior is reduced, and the surface vaporization
rate m” increases. Figs. 10 and 11 show the evolution of the temperature and vapor mass fraction, respectively, from t = 0 to
3 s. In this period, the droplet size decreases from its initial value of 1.98 mm to 0.99 mm. The thermal and mass boundary
layers on the upwind surface can be clearly identified.

Fig. 12 compares the numerical prediction with the experimental measurement of Wong and Lin [24] in terms of the
temporal variation of the droplet temperature and diameter. The overall process can be divided into the droplet heating and
vaporization stages. In the early period, the heat transferred to the droplet is mostly absorbed by the droplet, increasing
the droplet temperature, and the vaporization rate is low. As the droplet heats up, the vaporization rate increases. Once the
droplet surface temperature reaches its pseudo wet-bulb state, further heating is primarily consumed as phase change, and
significant vaporization takes place.

The variation of the temperature at the droplet center, T, is shown in Fig. 12(a). In the heating stage (t < 1.5 s), the
numerical prediction agrees well with the experimental measurement. When t > 1.5 s, the droplet temperature approaches
a constant value asymptotically. The predicted temperature is slightly lower than the experimental values. The relative
error Serror, T = |Td,num — Td,expl/Td,exp 1S 2.42%; this difference could be attributable to measurement uncertainty and/or the
representation of the droplet surface where the mass transfer takes place by source/sink layers of finite thickness. The latter
could be improved by increasing the grid resolution near the droplet surface.
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Fig. 11. Evolution of vapor mass fraction around an n-decane droplet suspended in a uniform air flow at Uges =1 m/s.

Y. Wang, V. Yang / Journal of Computational Physics 392 (2019) 56-70

| |

t=0s

0 01 02 o0

3 04 05
t=1s

06 07 08 09 1

t=2s

t=3s

1.1
450
Tooi 1.0
o o
0.9
g400 oo® Beror = 2:42 % &
e =08
& e exp[24] A
350 numerical 0.7F ® exp[24]
O exp [24] - shift
Ty 0.6 numerical
300 L 1 0.5 L )
0 2 3 4 0 1 2 3 4
t(s) t (s)
(a) (b)

Fig. 12. Evolution of temperature at droplet center T, and droplet diameter for n-decane droplet suspended in a uniform air flow: (a) Temperature at
droplet center; (b) Droplet diameter.

The temporal variation of droplet diameter is shown in Fig. 12(b). In the initial droplet heating stage, the size evolution
proceeds at a much lower rate than in the vaporization stage. The decrease in the calculated droplet size is faster than
its experimental counterpart. As pointed out by Strotos et al. [26], the primary reason for such deviation is that the lig-
uid thermal expansion in the heating stage is not considered in the numerical model, in which the incompressible flow
assumption holds. The slope of the decrease in size, however, is the same as that of the experimentally measured values;
this is demonstrated by shifting the experimentally measured values back to the end of the heating stage. The solid curve
(numerical prediction) and the circles (shifted experimental measurements) demonstrate good agreement.

The droplet evolution shown in Fig. 12 suggests that the time scales of the heating and vaporization stages are com-
parable. In real combustion devices, liquid fuel is generally preheated to a high temperature before being injected into the
chamber to improve the combustion efficiency. In such a pre-heated case, the initial droplet temperature is close to the final
constant temperature; here we consider a simulation with all the parameters the same as in the above case, but we ignore
the heat transfer inside the droplet. Fig. 13 shows a comparison of the droplet diameter evolution. The solid dots represent
original experimental data. As in Fig. 12(b), the experimental data are shifted horizontally to the left and represented by cir-
cles to compare with the numerical result. The consistency of the curve slopes in this figure demonstrates good agreement
between the numerical prediction and experimental measurement in terms of the droplet regression rate.

In this simulation we also examine the mass of the evaporated fuel in the gas and the mass lost from the liquid phase.
Fig. 14 compares the droplet diameter calculated based on the liquid volume (Method 1) with that obtained by subtracting
the liquid volume of the evaporated fuel from the initial liquid volume (Method 2). Note that the mass of the evaporated
fuel can only be accurately estimated before the vapor spreads out of the domain at about t = 0.1 s. Results calculated using
the two methods agree well, and the deviation is about 2.1%.
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Fig. 14. Evolution of droplet diameter using two methods. Heat transfer inside the droplet is not considered.

4.2.5. Vaporization of an impulsively started n-decane droplet at 1 atm in quiescent air

In order to demonstrate the robustness of the present model, we study the vaporization of an impulsively started droplet
in quiescent hot air. With the increase in the droplet initial velocity, the aerodynamic force exerted on the droplet becomes
stronger, leading to a more significant droplet deformation. When the velocity reaches a critical value, droplet breakup takes
place. The droplet deformation and breakup modes can be characterized by two non-dimensional parameters: the Weber
and the Ohnesorge numbers [27,28], which are defined as We = ,égasU(z)Do/a and Oh = w,;/+/p Do, respectively. Here o is
the surface tension. In general, the time scales of droplet motion and deformation are smaller than that of droplet heating.
All the parameters are identical to those of the above case of a single droplet suspended in a hot air flow, except for the
droplet velocity. To focus on the vaporization of a deformed droplet, we ignore the heat transfer inside the droplet and
assume that the droplet has been preheated to the final constant temperature when it starts to move at t =0 s. At t =0 s,
the n-decane droplet with an initial temperature equaling the pseudo wet-bulb temperature starts to move at an initial
droplet velocity Ug in quiescent hot air at Ty = 1000 K. The droplet then decelerates, deforms, and evaporates as it moves.
The simulation covers a spatial domain of 0.2 m, about 100 times the droplet diameter. Three different initial velocities
Up =1, 2, 5 m/s are considered. The droplet has limited deformation for Up =1 and 2 m/s. Significant deformation takes
place for Up =5 m/s.

Fig. 15 shows the time evolution of droplet deformation and vapor mass fraction for Uyg =5 m/s. The corresponding
Reynolds number is Reg = 214.5. The Weber number and Ohnesorge number are We = 5.22 and Oh =1.89 x 1073, respec-
tively. According to the regime diagram developed by Hsiang and Faeth [27], droplet deformation in this case is subject to
periodic oscillation, and this is consistent with the deformation pattern observed in Fig. 15. Strotos et al. [29] have demon-
strated that the heating and evaporation processes have little effect on droplet deformation due to the disparities in time
scales.

Fig. 16 compares the temporal evolution of droplet position and diameter at different initial velocities. Because of the
drag force by ambient air, the droplet velocity decreases slightly with time and causes curved trajectories. The evolution
of droplet diameter shown in Fig. 16(b) indicates that the regression rate d(D/Dg)/dt increases with increasing droplet
velocity Ug. When Uy increases from 1 to 2 m/s and from 2 to 5 m/s, the change in d(D/Dg)/dt becomes smaller and
smaller. The dependence of the droplet regression rate on Uy decreases with increasing Ugp. No experimental or theoretical
studies of droplet vaporization with deformation are currently available in the literature for comparison, but the numerical
results shown here demonstrate the expected trend in droplet vaporization rate. The present model could be effectively
used to study two-phase flows with large deformation and high mass transfer rate.
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Fig. 16. Temporal evolution of droplet (a) position and (b) diameter for an impulsively started n-decane droplet in quiescent air.

4.2.6. Vaporization of an impulsively started n-decane droplet at 10 atm in quiescent air

In order to demonstrate the robustness of the present vaporization model, we studied the vaporization of an impulsively
started n-decane droplet in quiescent air at 10 atm. The initial droplet diameter is Do = 0.1 mm. The starting velocity of the
droplet is Up = 10 m/s. The ambient air temperature is 1000 K. The heat transfer inside the droplet is ignored. Under this
condition, the density ratio of liquid to gas is 0jiq/0gas = 52.65, much smaller than that at 1 atm. The aerodynamic force on
the droplet is strong enough to cause large deformation of the droplet. The Reynolds number is Reg; = 170.18. The Weber
number and Ohnesorge number are We = 18.12 and Oh = 5.68 x 1073, respectively. According to the regime diagram of
Hsiang and Faeth [27], the droplet deformation at these We and Oh is subject to the bag breakup mode. Fig. 17 shows the
time sequence of droplet deformation and the vapor mass-fraction field. The characteristics of bag breakup are observed,
consistent with the deformation patterns obtained in the simulation of Han and Tryggvason [30] in similar parameter ranges.
The vortex ring behind the droplet recirculates the vapor in the droplet wake. Fig. 17 offers a reasonable prediction of the
vaporization process of a moving droplet with large deformation. Since no experimental or theoretical results are available
in the literature for comparison, the processes of vaporization of a moving droplet with large deformation have not yet been
quantified, but the robustness of the presented model is demonstrated here.

5. Conclusions

A new approach based on decomposed vaporization mechanisms has been developed to treat the vaporization of a liquid
droplet with large deformation and high mass transfer rate. In this model the mass transfer and resultant velocity jump at
the two-phase interface are expanded over body-fitted source and sink layers of finite thickness. The treatment effectively
preserves the advantages of well-developed interface localization methods and efficiently reduces the uncertainty and com-
plexity caused by the combined treatments of mass/heat transfer and surface localization. The model does not depend on
any specific interface localization methods and can be easily incorporated into any of them. With careful adjustment, the
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Fig. 17. Temporal evolution of vapor mass fraction for an impulsively started n-decane droplet in quiescent air, Dg = 0.1 mm, Pg =10 atm, Up = 10 m/s.

model could be extended to comprehensive models taking into account flow compressibility and chemical reactions in the
gas phase.

The vaporization model is implemented into the VOF based code “Gerris.” As a model validation effort, a series of numer-
ical simulations were conducted to study two-phase flow with mass transfer under different conditions. Good agreement
with analytical predictions and experimental measurements demonstrate the efficiency and robustness of the present model
in dealing with droplet vaporization over a broad range of density ratios and deformation in convective environments.
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