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Abstract

Two new solutions to the heat conduction equation, describing transient heating of
an evaporating droplet, are suggested. Both solutions take into account the effect
of the reduction of the droplet radius due to evaporation, assuming that this radius
is a linear function of time. It has been pointed out that the new approach predicts
lower droplet surface temperatures and slower evaporation rates compared with the
traditional approach. New solutions to the heat conduction equation, describing
transient heating of an evaporating droplet, are suggested, assuming that the time
evolution of droplet radius R4(t) is known. The results of calculations are compared
with the results obtained using the previously suggested approach, when the droplet
radius was assumed to be a linear function of time during individual time steps, for
typical Diesel engine-like conditions. Both solutions predict the same results which
indicates that both models are likely to be correct.

Two new solutions to the equation, describing the diffusion of species during
multi-component droplet evaporation, are suggested. The first solution is the explicit
analytical solution to this equation while the second one reduces the solution of the
differential species diffusion equation to the solution of the Volterra integral equation
of the second kind. Both solutions take into account the effect of the reduction of
the droplet radius due to evaporation, assuming that this radius is a linear function
of time. The analytical solution has been incorporated into a zero dimensional
CFED code and applied to the analysis of bi-component (50% ethanol — 50% acetone
mixture) droplet evaporation at atmospheric pressure.

The transient heat conduction equation, describing heating of a body immersed
into gas with inhomogeneous temperature distribution, is solved analytically, assu-
ming that, at a certain distance from the body, gas temperature remains constant.
The solution is applied to modelling of body heating in conditions close to those
observed in Diesel engines. In the long time limit, the distribution of temperature
in the body and gas practically does not depend on the initial distribution of gas

temperature.
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Chapter 1

Introduction

1.1 Motivation

The problem of the modelling of droplet heating and evaporation has attracted
considerable attention in the research community and a number of advanced models
have been suggested and developed [I]. Most of these models have been based on
the hydrodynamic approximation, but kinetic models and even models based on
molecular dynamic simulation have also been developed [2H§]. At the same time,
practically none of these advanced models has been widely used in the engineering
community where the problem of droplet heating and evaporation constitutes a rela-
tively small part of the multi-dimensional modelling of complex processes involving
the effects of 3D geometry, chemical reactions, turbulence and so on. In most cases,
this modelling has been performed based on commercial or research computational
fluid dynamics (CFD) codes. A typical example of this type of modelling is the
simulation of the processes in Diesel engines described in [9] [10]. In this case, the
models of droplet heating and evaporation are typically based on a number of rather
restrictive assumptions, including the assumption that the thermal conductivity of
droplets is infinitely large and, in the case of multi-component droplets, the diffusi-
vity of species within them is infinitely large or small [ITHI3]. Kinetic effects have
been ignored. In most recent developments, the effects of finite thermal conducti-
vity and recirculation in droplets was taken into account in the modelling of droplet
heating and evaporation [I4HI8]. In contrast to the previously developed models,

the approach suggested in these papers is based on the analytical solution to the



heat conduction equation inside droplets. It was shown that this approach is more
efficient, compared with the one based on the numerical solution to this equation,
both from the point of view of accuracy and of CPU efficiency [16].

In this thesis, a number of new models of droplet heating and evaporation have
been developed, where these effects have been taken into account alongside new ones
such as those of the moving boundary of droplets, due to evaporation, and the effect
of the thermal boundary layer around droplets. As in the case of the previously
developed models (for example [I4HI8]) the new models are based either on the
analytical solutions of the underlying heat transfer or species diffusion equations
or on the reduction of these equations to the integral equations. The format of
most of these models is such that they can be incorporated into CFD codes and
used for modelling real-life engineering processes. Here lies the main motivation for
this work: the development of new mathematical tools, combining high accuracy
and CPU efficiency, for engineering applications. These applications are primarily
focused on modelling the processes in Diesel engines, although a much wider range
of applications is anticipated in the future.

The results of the thesis have been presented in the following papers published in

international refereed journals [19-24] and refereed conference proceedings [25H33].

1.2 Background research

The problem of the modelling of droplet or solid body heating/cooling and evapo-
ration has been discussed in numerous papers (for example [15, [34]) and the results
have been summarised in a number of reviews and monographs, including [T, B5H37]
(see [19] 20}, B8] for the most recent developments in this area).

The importance of accurately modelling these processes in engineering appli-
cations is widely accepted (for example [36]). In Diesel engine combustion, for
example, this has a significant effect on the prediction of the ignition delay period
and combustion processes [9, [I0]. These in turn affect emission formation and fuel
consumption.

Following [I1] the models of droplet heating can be subdivided into the following

groups in order of ascending complexity:



1) models based on the assumption that the droplet surface temperature is uni-

form and does not change with time;

2) models based on the assumption that there is no temperature gradient inside

droplets (infinite thermal conductivity of liquid);

3) models taking into account finite liquid thermal conductivity, but not the

re-circulation inside droplets (conduction limit);

4) models taking into account both finite liquid thermal conductivity and the
re-circulation inside droplets via the introduction of a correction factor to the liquid

thermal conductivity (effective conductivity models);

5) models describing the re-circulation inside droplets in terms of vortex dyna-

mics (vortex models);
6) models based on the full solution of the Navier-Stokes equation.

The first group allows the reduction of the dimensions of the system via the
complete elimination of the equation for droplet temperature. This appears to be
particularly attractive for the analytical studies of droplet evaporation and thermal
ignition of fuel vapour/air mixture (see [39-43]). This group of models, however,
appears to be too simplistic for application in most CFD codes. Groups (5) and
(6) have not been used and are not expected to be used in these codes in the fore-
seeable future due to their complexity. These models are widely used for validation
of more basic models of droplet heating, or for in-depth understanding of the under-
lying physical processes (see [11l, 35, 44H46]). Traditionally, in most computational
fluid dynamics (CFD) codes, droplet heating has been modelled assuming that the
thermal conductivity of droplets is infinitely large, and there is no temperature gra-
dient inside droplets (second group of models)(for example [42], 47]). This assump-
tion contradicts direct measurements of the temperature distribution inside droplets
[14, 38, 48H50]. Bertoli and Migliaccio [51] were perhaps the first to draw attention
to the fact that taking into account the temperature gradient inside droplets can
considerably increase the accuracy of CFD modelling of combustion processes in
Diesel engines. The analysis by these authors was based on the numerical solution
of the heat conduction equation inside droplets. However, this approach led to a
considerable increase in the required computational time — a serious drawback. Also,

the effects of internal liquid recirculation inside droplets were ignored in [5I]. An
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alternative approach was suggested and developed in [I}, I5HI7] 52]. In these papers
both finite liquid thermal conductivity and recirculation inside droplets (via the
effective thermal conductivity (ETC) model [44]) were taken into account by incor-
porating the analytical solution to the heat conduction equation inside the droplet
into a numerical scheme. The liquid thermal conductivity inside droplets was repla-
ced by the effective thermal conductivity to take into account liquid recirculation
[44]. The temperature distribution inside droplets at the end of the integration time
step, predicted by the analytical solution, was used as the initial condition for the
next time step. This approach was shown to be considerably more efficient (both

from the point of view of accuracy and of computer efficiency) than the one used in

[51] (see [16]).

The models for droplet heating used in [I5HI7, [51] were implicitly based on the
assumptions that the evaporation rate of droplets is small and the value of droplet
radius does not change during any time step (although this radius changes from
one step to another). This means that the effect of a moving boundary on droplet
heating was ignored. This is a well known approach used in all available CFD codes

(for example [42] 47]).

The species diffusion equation in liquids and gases, describing the dynamics of
multi-component systems, has been widely discussed in the literature [53]. One of
the most important applications of this equation is that to the analysis of heating
and evaporation of multi-component droplets [T, 54]. In realistic moving droplets,
species diffusion takes place alongside species convection when Hill-type vortices are
formed inside droplets [55]. In most practically relevant cases, however, the details
of species distribution inside droplets are not important and the effects of species
diffusion and convection can be described in terms of the spherically symmetric
effective diffusivity model [I] in which the actual diffusivity of liquid species is re-
placed by the effective diffusivity. The models of multi-component droplet heating
and evaporation are generally subdivided into two main groups: those based on
the analysis of individual components [55H61], applicable in the case when a small
number of components needs to be taken into account, and those based on the pro-
babilistic analysis of a large number of components [62H65]. In the second family

of models a number of additional simplifying assumptions were used, including the
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assumption that species inside droplets mix infinitely quickly. Models containing
features of both these groups of models have been suggested in [66]. Most of the
models belonging to the first group are based on the numerical solution to the spe-
cies diffusion equation inside droplets. At the same time the analysis of [38], [50] was
based on the analytical solution to this equation. The model in [38] was applied to
the analysis of heating and evaporation of bi-component ethanol/acetone droplets.
The authors of [38] based their analysis on the analytical solution to the species
diffusion equation, which was incorporated into the numerical code. This approach
is expected to be more CPU efficient and accurate compared with the one based on
the conventional approach [50]. The model described in [38] has been generalised in
[50] to take into account coupling between droplets and gas. None of these models
took into account the effects of the moving boundary due to evaporation on the

species diffusion equation.

Most of the models of droplet heating and evaporation suggested so far are based
on the assumption that gas in computational cells is always homogeneous and the
gas temperature in the immediate vicinity of the droplet surface is the same as
in the rest of the cell [I, B7]. The droplet heating in this case is described based
on Newton’s law with gas ambient temperature assumed equal to gas temperature
at any point of the cell. The validity of this approach has been investigated in
[52], where the effects of a sudden immersion of a body into a homogeneous gas
have been studied. In the model, described in [52], gas temperature was fixed at
a certain distance from the surface of the body and assumed equal to the ambient
temperature, while gas temperature near the body was allowed to change with time
alongside the temperature inside the body. As follows from the analysis of [52],
noticeable deviations from the predictions of the conventional Newton’s law, used
in CFD codes, were observed. At the initial stage, the body was heated up (or
cooled down) much more quickly than predicted by Newton’s law, while at the
final stages the body heating/cooling followed Newton’s law, but with the values
of the heat transfer coefficient smaller or larger than predicted by the conventional
model, depending on the thickness of the region where gas temperature was allowed
to change. In the limit of an infinitely large gaseous area around the body the

predictions of [52] turned out to be identical with the predictions based on the

bt



model described in [67]. The latter model is based on an approach which differs
from the one used in [52]. One of the main limitations of the model described
in [52] is that it was based on the assumption that initially gas temperature was
homogeneous in the whole domain. This imposes a serious limitation for practical
applications of this model in a realistic environment when the ambient temperature

can vary with time.

Near-critical and supercritical droplet heating and evaporation was covered in
relatively recent reviews [68, 69], and [64]. Analysis of the interaction between
droplets, collisions, coalescence, atomization, oscillations (including instabilities of
evaporating droplets) and size distribution were considered in [70H85]). The pro-
blem of heating and evaporation of droplets on heated surfaces was considered in
[82, [86]. The problem of droplet heating and evaporation is related to spray com-
bustion (see [9, [10, 87H8I]). Two groups of models for radiative heating of droplets
have been considered: the one based on the assumption that droplets are opaque
grey spheres [42, 47, [90], and the one based on the assumption that droplets are
semi-transparent for thermal radiation [9TH97]. The first approach is the one used
in all CFD codes which are known to us, while the second one is much more ap-
propriate from the point of view of underlying physics. The Soret effect describes
the flow of matter caused by a temperature gradient (thermal diffusion), while the
Dufour effect describes the flow of heat caused by concentration gradients. The two
effects occur simultaneously. Both effects are believed to be small in most cases
although sometimes their contribution may be significant (see [08-102]). Kinetic
and molecular dynamics effects on droplet heating and evaporation were considered
in [2H5] [7, [103], 104]. All effects mentioned in this paragraph will be ignored in our

analysis.

1.3 Structure of the thesis

In Chapter [2| a model for mono-component droplet heating and evaporation, based
on the assumption that droplet radius is a linear function of time during time steps,
is presented and discussed. A more general model, based on the assumption that

droplet radius is an a priori known function of time, is discussed in Chapter [3|
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In Chapter [ the effects of the moving boundary on the solution to the species
diffusion equation in multi-component droplets are discussed. A model for body
heating/cooling, when this body is immersed into an ambient gas with temperature
varying with distance from the surface of the body, is presented in Chapter |5 The

main results of the thesis are summarised in Chapter [6]



Chapter 2

Transient heating of an
evaporating droplet when droplet

1s a linear function of time

2.1 Introduction of Chapter

Taking into account the effect of receding droplet radius on droplet heating and
evaporation leads to the well known Stefan problem, which has been widely discussed
in the literature (e.g. [105]-[54]), but has been rarely applied to engineering sprays,
due to the complex structure. Hence, a substantial gap has developed between
mathematical and engineering research in this field. The main objective of this work
is to fill this particular gap. This will include the development of an appropriate
mathematical model for specific spray applications, and the actual application of
this model to simulate droplet heating and evaporation processes in Diesel engine-
like conditions. There has been no previous research in this direction to the best of
our knowledge.

The essence of the difference between the new approach to the modelling of dro-
plet heating and evaporation, suggested in this chapter, and the traditional approach
is schematically illustrated in Fig. 2.1} As follows from this figure, the approxima-
tion of the reduction of the droplet radius during the time step by the linear function
is noticeably much more accurate than the approximation based on the assumption

that the droplet radius is constant during the time step (the conventional approach
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Figure 2.1: A schematic presentation of the plot R, versus t for an evaporating
droplet (solid); approximation of this plot using the conventional approach assuming
that Ry = const during the time step (dotted); approximation of this plot using the
new approach assuming that R, is the linear function of ¢ during each time step

(dashed).

used in CFD codes). This difference, however, can be mitigated by choosing suffi-
ciently small time steps (more time steps would be required in the case when the
reduction of droplet radius during the time step is ignored than in the case when it
is taken into account). A more important implication of the new approach, compa-
red with the traditional one, however, is that the effect of the reduction of droplet
radius on droplet heating is explicitly taken into account in the new approach at
every time step. This leads to the prediction of temperatures different compared
with the ones predicted by the traditional approach, regardless of how many time
steps are used in the analysis. These differences in droplet temperatures lead to
different time dependencies of droplet radii. These effects will be illustrated in this
chapter using examples of fuel droplet heating and evaporation in Diesel engine-like
conditions.

The basic equations and approximations of the new model are described in Sec-
tion 2. The analysis and solutions of these basic equations are given in Section 3.
In Section 4, one of these solutions is analysed for the values of parameters typical

for Diesel engines. The main results of the chapter are summarised in Section 5.



2.2 Basic equations and approximations

Let us assume that an evaporating droplet is immersed into a homogeneous hot
gas at constant temperature 7,. The droplet is heated by convection, with the
convection heat transfer coefficient h(t) depending on time ¢ and droplet radius
R4(t), and cools down due to evaporation. Rg4(t) is a continuously differentiable
function of time in the range 0 < t < t., where ¢, is the evaporation time. Both
R,(t) and h(t) are assumed to be known. Effects of thermal radiation are taken into
account. The changes in the droplet temperature (T' = T'(¢, R)) are described by
the heat conduction equation in the form [105] [106]:
2

%7; :m<g}§;+zgg> + P(R) (2.1)
for 0 <t < t,, 0 < R < Ry(t), where £ is liquid thermal diffusivity (kv =
ki/(cip1) =const), k; is the liquid thermal conductivity, ¢; is the liquid specific heat
capacity, p; is the liquid density, R is the distance from the centre of the droplet.

The term P(R) takes into account the effects of thermal radiation, assuming
that droplets are semi-transparent (radiation can penetrate inside droplets). Various
approximations for P(R) were suggested in [91]—[107].

Remembering the physical background of the problem, we look for the solution of
this equation in the form of a twice continuously differentiable function 7' = T'(¢, R)
for 0 <t <t., 0 < R < Ry(t). This solution should satisfy the boundary condition:

(k:l or + hT)

R = hT, + pLR4(t), (2.2)

R=Ry(t)

T is finite and continuous at R — 40, Ty = T'(R4(t),t) is the droplet’s surface
temperature, L is the specific heat of evaporation. We took into account that
Ry(t) = dRy/dt < 0. Effects of swelling are ignored. Equation (2.2 is just the

energy balance condition at R = Ry(t). The initial condition is taken in the form:
T(t =0) = To(R), (2:3)

where 0 < R < Ry = Ry(t = 0).
The value of R4(t) is controlled by fuel vapour diffusion from the droplet surface,
and can be found from the equation [1]:

plcpng
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where

Y, — Y,
B — vs (e o] 25
MY, (2:5)

is the Spalding mass transfer number, Y}, is the mass fraction of fuel vapour

near the droplet surface:

-1
P M,

Yie= |1+ -1 , 2.6

! [ <Pfs ) A4f] (2:6)

Y., 18 the mass fraction of fuel vapour in ambient gas (in our analysis we assume
Yieo =0 ),

p and pss are ambient pressure and the pressure of saturated fuel vapour near
the surface of the droplet respectively, M, and M; are molar masses of air and fuel;

pys is calculated from the Clausius-Clapeyron equation presented in the form:

b
Mfﬂ@P—T_%L (2.7)

a and b are constants to be specified for specific fuels, Ty is the surface temperature
of fuel droplets in K; py, predicted by Equation is in kPa.

In [I5] it was assumed that Ry =const, while the contribution of R, was taken
into account by replacing gas temperature with the so called effective temperature.
It was assumed that this approach is applicable when used during relatively short
times (time steps in computational fluid dynamics (CFD) codes), but it has never
been rigorously justified. The focus of this chapter is on the effects of changing
droplet radius during the time step on the heating of droplets.

The current state of the development of mathematical tools for the solution of
this type of problem is described by Kartashov [I05]. In the following analysis, some
of the results described in [105] will be adapted to the investigation of our problem.

A number of simplifying assumptions will be made. Firstly, the contribution of
thermal radiation will be ignored (P(R) = 0). Secondly, we assume that Ry(t) is
the linear function of ¢:

R4(t) = Rao(1 + at). (2.8)

Remembering (2.4)), the explicit expression for « can be presented as:

ko,In(1+ B
a:_9n<+2m. (2.9)
PiCpg R

The effect of thermal radiation on droplet heating and evaporation in Diesel

engine-like conditions has been considered in a number of papers including [96],
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108]. As follows from the analysis of [96], in the case when external temperature,
responsible for radiative heating, is about or less than 1000 K the effect of radiation
on droplet evaporation is less than about 1% (see Fig.[2.3[of [96]). This justifies our
assumption that P(R) = 0.

The second assumption is justified if the results are applied to a relatively short
period of time, when R4(t) can be expanded into a Taylor series in time and only the
first two terms are retained (in our previous analyses and in all CFD codes known to
us, only the zeroth terms were used). In this case, t = 0 will refer to the beginning

of the time step tg, t. will refer to ¢ty + At, where At is the time step.

Note that Brenn [54], considering a different problem of calculating the concen-
tration field in evaporating droplets, assumed that R% rather than Ry, is a linear

function of time during the whole evaporation process:
Ri(t) = R3, — o't. (2.10)

This could be justified by Eq. (2.4) assuming that By, = const. In our case this
assumption can be made during the time step but not during the whole evaporation
process. For sufficiently small time steps, both approaches lead to identical results

since:
Rd = Rdm/l — O/t/R?jo ~ Rdo(l + Oét),

where o = —a//(2R%,).

The problem considered in [54] is more general compared with the one considered
in this chapter, as the 3D effects on species concentrations were taken into account
in that paper. If only the radial dependence of this concentration is taken into
account, Eq. (1) of [54] would have exactly the same structure as Eq. in this
chapter. However, the solution of his equation cannot be used for our equation due

to different boundary conditions used in our papers.

Among other assumptions used in our analysis we mention that the effects of the
interaction between droplets were ignored. This can be justified when the distance
parameter (ratio of the distance between droplets to their diameters) is large (see

[49] for details).
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2.3 Analysis of the equations

2.3.1 Preliminary analysis

Let us rewrite boundary condition (2.2)) in the form:

oT h
(aR * sz>

and introduce the new variable v = T'R. Using this new variable, we can rewrite

h Pl
= —T,4+ —LRy(t
kl g + kl d( )

M(t), (2.11)

R=Ry(t)

Equation (2.1)) as:
ou 0*u
o "omr (2.12)

for t € [0,¢.] (or t € [to,to + At]), R € [0, R4(t)] with the boundary conditions:

(g; + H(t)u) o u(t), (2.13)
ulp_y =0, (2.14)
where:
HO =" - s ) = MR

for t € [0,t.] (or t € [to, to + At]).

The initial condition is:
u(t, R)|,_ = RTo(R) (2.15)

for R € [0, Rao.

Following Kartashov [105], we introduce a new variable

§ = R/Rq(t),

and a new function

F(t, &) =u(t, R).

This new variable allows us to reduce the problem with a moving boundary to the

one with a stationary boundary, since:

0<¢<1 when 0<R<Ryt).




we can rewrite Equation (2.12) as
R3(t)F, = KFye + ERy(t)Ra(t) F. (2.16)

Equation ([2.16) is identical to the one studied in [I09], where the distribution of
temperature in the melting region was considered (plane problem).
Equation (2.16) is to be solved at t € [0, 1] (or t € [to, o+ At]) and 0 < & < 1.

Initial and boundary conditions for this equation can be presented as:
Fl,_y = RwéTo(§Rw), 0<E <1,

Fle_y=0, (Ff’+ﬁ(t)F)] =a(t), 0<t<t, (ort€ [t to+ At]),

=1
where H(t) = H(t)Rq(t), ju(t) = M(t)R%(t).
Following Kartashov [105], we introduce the new unknown function W (¢, &) via

the relation:
1

Ra(t)
From Equation ([2.17)) we obtain the following expressions for the derivatives:

Ry(t)Ra(t)
4K

F(t,&) = exp [— 52] W(t,§). (2.17)

(Ry(t))* + Ra(t) Ry(t)
4k

RAORD)
),

= {- R omi + i ( &) |wie.o

FRIOW (4,6 exp [—

K= {_2§R;<t>Rd<t>W(t p L

4/Rq(t)k ’ wwﬁ(t7f)} exp [—4&

4K

 Ra(t)Ry(t) Lo (Rd@R:i(t)>1 W(t,€)

i RORW,, U N [ RORA
Ry(t) 4% E(t’g)Jr\/ﬁ(t)W&(t’g)} p[ 4r f]'

Remembering Equation (2.8)), we can see that d?R;/dt?* = 0. Keeping in mind this

condition, the substitution of the above-mentioned expressions for the derivatives

into Equation (2.16)) gives:
RA6)W, (t,€) = kW (1,€), (2.18)

where t € [0,t.] (or t € [to,to + At]), 0 < ¢ < 1.

14



In the case of non-zero d?R,/dt* and P(R), Eq. (2.18)) would need to be replaced
by the following equation (cf. Equation (8.149) in [105]):

ROWI0, =i, + || R+ T pr, o
where
wlo = p[ Wt

Equation (2.19) reduces to Equation (2.18) in the limit when d?R,;/d¢* = 0 and
P(R) =0.
Equation (2.18)) is to be solved subject to initial and boundary conditions:

W19y = Wale) = Rieierm) oo |00 (20
p<e<t,

W(t,&)le—o =0, (2.21)
€ [0,t.], (ort € [to,to + At])
(We(t,€) + HoO)W (1,€)]|,_|

- lt) = () Rty xp |02 (2.22)

€ [0,t.] (ort € [to,to + At]),

where:

Hy(t) = iy - FalORa® B0 gy RORa®)

= t
2K k; 2K

2.3.2 Analytical solution

Let us now simplify the problem further by assuming that Hy(t) = hg =const> —1.
Remembering that h = k,/R4(t) for stationary droplets, the term

can be simplified to k,/k;, and this ratio does not depend on ¢. Except at the final
stage of droplet evaporation, in Diesel engine-like conditions it is typically much

larger than
Ry(t)Ra(t)
2k
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Hence the time dependence of Hy(t) during the time step in this case can be ignored.
This assumption will be relaxed later.

Our next goal is to find such change of variables that the inhomogeneous boun-
dary condition is replaced by the homogeneous one. This is achieved by the

introduction of the new function V'(¢,&) via the relation:

No(t)
14+ hg

W(t, &) =V(t§) + €, (2.23)

Equation ([2.23]) allows us to rearrange Equation ({2.18]) to:

ROV, (1.6) = i) - 220 mane (2.21)

te[0,t,] (orte [to,to+ Al]), 0<&<1.

The initial and boundary conditions for Equation (2.24)) can be presented as:

. #10(0)
14+ hg

V(ta §)|t:0 - WO(S) ga 0 S 5 S 17

V(&g =0, [Ve(t.6) + hoV(£.8)]|_, =0,
t €10,t.] (ort € [ty,to + At]).

In the absence of thermal radiation, Equation (2.24]) is identical to Equation (12)

in [15]. Following the analysis presented in that paper we look for the solution of

Equation ([2.24)) in the form:

V(t,€) = >_ On(t)va(§), (2.25)
n=1
where functions v, (§) form the full set of non-trivial solutions of the equation:
d?v 9

subject to boundary conditions:

V]eeg = (jg + hov> . = 0.
The general solution to Equation :
v(€) = Acos \§ + Bsin A\ (2.27)
satisfies the boundary conditions when A = 0 and
Acos A+ hysin A = 0. (2.28)
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The solution to Equation (2.28)) gives a set of positive eigenvalues ), numbered
in ascending order (n = 1,2,...). If by = 0, then X\, = m(n — 3). Assuming that

B =1, expressions for eigenfunctions v,(£) can be written as:
v, (&) = sin A€ (n=1,2,...). (2.29)

The solution A = 0 is excluded as it leads to a trivial solution v, (&) = 0.
The value of B is implicitly accounted for by the coefficients ©,,(¢) in Series
(2.25). The functions v,(§) form a full set of eigenfunction functions which are

orthogonal for £ € [0,1]. The orthogonality of functions v,(§) follows from the

relation:
[ o€t €€ = Gl 0 I (2.30)
where:
5 — 0 n#m |
1 n=m
o =3 (1= 52— L1 ), )

It is easy to see that the expression for V (¢, €) in the form ([2.25]) with v,,(£) defined
by Equation (2.29)) satisfies the boundary conditions for Equation (2.24]).
The orthogonality of the functions v,(£) allows us to expand known functions in

Equation (2.24]), and the initial conditions in the series:

F() = ~€/(1+ ho) = 3~ fua(®), (2.32)
Wole) = 3 aava(©), 0.3
where:
1 sin A\,

1
Fu= oy SO (O =~ R

|| v |2
1 1
qn = W/O Wo(&)vn(§)dE.

Although both Series and converge, the speed of convergence of
series can be slow. This can create a problem with applications of the new
approach to practical engineering problems.

If To(R) is a twice continually differentiable function (this was assumed at the

very beginning of the analysis) then this property is retained by function Wy (). In
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this case one can show that [15]:

const

A

|qn] < (2.34)

Remembering Equations (2.25)) and (2.32] -, Equation ([2.24) can be rewritten as:

Z(Rd d@d() @n(t)mi> Z(fan d“g;t)>vn(g). (2.35)

Both sides of Equation ([2.35|) are Fourier series with respect to functions v, (£). Two

Fourier series are equal if, and only if, their coefficients are equal. This implies that:

doe,(t dpo(t
Ri(t) (0 + 0,(t)k\2 = [, R3(t) ol >. (2.36)
dt dt
Equation ([2.36)) is to be solved subject to the initial condition:
©,(0) = gn + 0(0) f- (2.37)
To simplify the notation, hence-forward it is assumed that 5 = 0.
The general solution to the homogeneous equation:
dOe,(t
R3(t) @dt( ) + O, (kA2 =0 (2.38)
can be presented as:
In (0,(4)/0,(0)) = —2 [ -4 (2.39)
O 0] |

The initial condition (2.37)) was used. Assuming that R,(¢) is a linear function of ¢

given by Equation ({2.8]), Solution ([2.39)) can be presented in a more explicit form:

O, (t) = ©,(0) exp [(Zggo (5 j@t - 1)] | (2.40)

One can see that the following function:

On (part) (t) = fn /t dyio(7) exp [ oAy ( Lo )] dr (2.41)

dr aR3 \1+at 1+ar

satisfies Equation (2.36|). Hence, this function can be considered as a particular
solution to Equation (2.36)). Integration by parts in (2.41) allows us to present
O, (part) (t) as:

@n (part) (t) = fn {,U/O(t> - MO(O) exp [_ /{Ait ‘|

RaoRa(t)
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KA\ t g (T)RA [ KA\ ] }
—ex n exp | ———L——|dT . 2.42
p laRdoRd(t)] o R%(7) P aRgRa(T) ( )

Remembering Equations (2.40)) and (2.41]), the solution to Equation (2.36)) can

be presented as:

O, (1) = ,(0) exp l:ﬁ%{)( ! _1)]

1+at
T /ot dM;(_T) P lo/j};%o (1 +1at 1 +1om')] ar. (243)
Remembering and we can write an alternative formula for ©,,(¢):
O (t) = gnexp l—}%] + fopo(t)
— fakA2 Ot 2%((:_)) exp [;230 (Rdl(t) - Rdl(T)ﬂ dr. (2.44)

Note that ©,(t) in the form (2.43) satisfies Equation ({2.36)), while ©,,(¢) in the
form (2.44) does not satisfy it. This is related to the fact that Equation ([2.36)

was derived under the assumption that Series (2.25)), after being substituted into
Equation (2.24)), can be differentiated term by term (derivative of the series is equal

to the series of derivatives). This assumption is valid when ©,,(¢) is taken the form

(2.43), but it is not valid when @n(t) is taken the form 1 , as

(the last series diverges). Note that Series satisfies Equation regardless
of whether ©,,(t) is taken in the form (2.43) or in the form (2.44).

In the limit at < 1 Equation reduces to Equation (A1l) of [15] if the
effects of thermal radiation are ignored. The latter equation was derived assuming
a stationary droplet boundary during the time step of integration.

Having substituted or into Equation (2.25)) we obtain the required
solution for V'(t,£). Remembering that exponential terms are less or equal to 1,
the definition of f,,, and condition , we can see that series converges
absolutely and uniformly, since \,2 < n~2 for n > 1 (see [15]).

The final equation for temperature distribution inside the droplet can be presen-

ted as

T(R) = Rll%d(t) exp [ ZKR}%ZRT li ) sin ( Riﬂ) + 1#:)52)() Rit)] ’

- (2.45)




where ©,, are given by Equations (2.43)) or (2.44)).
Note that strictly speaking Equation (2.45]) is an implicit function of droplet tem-

perature since o depends on droplet surface temperature 7T ) see Fig. . Hence,
the iteration process would be required. However, as follows from our calculations
(see Figs. and , except at the very final stage of droplet evaporation, for
sufficiently small time steps, the value of T can be taken equal to the one obtained
at the end of the previous time step. This allows us to consider Equation as

an explicit formula for T'(R).

2.3.3 Analysis of the general case

Let us now relax our assumption that Hy(t) = ho =const> —1 and assume that:

where hy =const> —1. Note that many of the following equations would be greatly
simplified in the case when hy = 0. In view of (2.46) we can rewrite the boundary
condition at £ = 1 for Equation (2.18) in the form:

(Welt, ) + hoW (£, 6)] \5:1 = po(t) = by ()W (¢, 1) = fig(t). (2.47)

Assuming that fig(t) is known, we can formally use the previously obtained

solutions and (| - ) to present the solution to Problem in the
form:

fio (1)
1 +h

W(ta 6) =

RaoRa(t)

f—l—th Zsm ngqnexpl G ]

(6 Rdo

— sm 2 (7—) exX H)\i 1 — 1 T
Z M) kA2 RQ( ) p[ (Rd(t) Rd<7)>1d : (2.48)

In contrast to the previous case of Hy(t) =const, Equation (2.48) does not give us
an explicit solution for W (¢, €) since fio(t) depends on W (t,1).
Equation ([2.48)) can be presented in a more compact form:

W(t.6) = V(t.6) — [ ()Gt E)dr (2.49)

where

t,&) = i sin(A,€)q, exp [— G ]
n=1

RaoRq4(t)
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= Ksin(A,) A, 1 1
G(t,7,8) = —nz::lsm(Anf)Rgl(T) o | exp [aRdo (Rd(t) N Rd(T)ﬂ .

Explicit expressions for f,, have been used in these formulae. Both functions V(t, &)

and G(t,7,£) are assumed to be known.

Remembering (2.47)), we can rewrite Equation (2.49)) as:
t
W6 =Vt~ [ o) - mOW DI Glredr. (2.50)

This is an integral representation for a solution to Problem ([2.18))—(2.22)) for time
dependent Hy(t) given by Equation (2.46)). For & = 1, integral representation ([2.50))

reduces to the Volterra integral equation of the second kind for function W(t,1):
t
Wi(t,1)=V(1) — / [o(T) — he ()W (1, )] G(t, T, 1)dT. (2.51)
0

One can show that (see Equation (28) of [15]):

sin? \, = ——"—. (2.52)
Remembering Equations (2.31) and (2.52)) we obtain:

2k & A KA 1 1
o 2 n _ , 2.53
G ) =~y e T g [aRdo (Rd@) Rd@)] -

Let us now introduce a new function Gy (t, 7, &) defined as:

Gi(t,7, &) = RA(T)G(t,T,6), (2.54)

where 0 < 7 < ¢.
The convergence of the series in Gy (¢, 7,§) for (t — 1) € [§, —1/a), where 0 is an
arbitrary small positive number, is proven in Appendix 1. Moreover, in the same

appendix the validity of the estimate
|G1(t,7,8)| < ¢/vVit—T, t—1 € (0,1 (2.55)

is shown, where ¢ is a constant, and t, is an arbitrary fixed time in the range (0, )
(or (0, At)).

All results in Appendix 1 are applicable to the first series in Equation ([2.48)) if
we assume that 7 = 0.

Equation has a unique solution, although this solution cannot be found in

an explicit form. The numerical solution can be found as described in Appendix 2.
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Once the solution to this equation has been found we can substitute it into integral
representation and find the required solution to the initial and boundary value
problem — . The required distribution of 7" is found to be:

Ry (t)R?

mexp [_4/‘6Rd(t)] W(t, R/Rq4(t)). (2.56)

T(t,R)=
In the case when h;y(f) = 0 and at < 1 this solution reduces to that given by
Equation (16) of [15]. Note that in the case of hy = 0 we have A\, = w(n — (1/2))

and |[v,|]* = 1/2 in all equations.

2.4 Analysis of the solutions

As follows from the previous analysis, the importance of the effects described by the
new model depends on the value of the coefficient a given by Equation . The
plots of « versus droplet surface temperature T, for the same values of parameters
as in [I5] (see their Fig. (M, = 29 kg/kmole, M; = 170 kg/kmole (C;2Has),
p = 3000 kPa, a = 15.5274, b = 5383,59), and for droplet initial radii 5 gm and
50 um are shown in Fig. [2.2] As follows from this figure, for both initial droplet
radii the values of o can be considered negligibly small when T, < 450 K. In this
case the conventional approach based on the assumption that R; = const during
the time step can be accurate enough for practical applications. However, for larger
temperatures the absolute values of a start to increase rapidly, and the effects of
finite a can no longer be neglected.

The plots of T versus & = R/Ry for the same values of parameters as above
are shown in Fig. for various moments of time (indicated near the curves). The
calculations have been performed using the new model, both taking into account
the evaporation process, and ignoring the effects of evaporation. In both cases, the
gas temperature was equal to 1000 K. As one can see from this figure, at times
less than about 0.15 ms for Ry =5 pum and less than about 15 ms for Rz =50
pm, the effects of evaporation on the distribution of temperature inside droplets
can be ignored. At longer times, the effects of evaporation lead to the reduction of
droplet temperature, especially in the areas near the surface. In the case without
evaporation, the predictions of the new model coincide with the predictions of the

model described in [15], as expected. Apart from the plots shown in Fig. [2.3) we
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Figure 2.2: The plots of a versus droplet surface temperature T, for M, = 29
kg/kmole, M; = 170 kg/kmole (Ci2Hss), p = 3000 kPa, a = 15.5274, b = 5383, 59,
T, = 1000 K, and droplet initial radii 5 ym (a) and 50 pm (b).
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have performed similar calculations but for 7, = 2000 K (not shown). The plots
without evaporation for Rz =50 pm in this case coincided with the ones shown in

Fig. of [15], obtained using the conventional approach.

In Fig. we compared the results of calculations of droplet surface tempera-
tures, taking into account the effects of evaporation, using the new and conventional
approaches. Ambient conditions were the same as in Fig. [2.3] and the initial droplet
radius was assumed equal to 5 um (typical values for Diesel engine-like conditions).
Over 1000 time steps were used for both approaches. As can be seen from this
figure, the new approach predicts slightly smaller droplet surface temperatures and
slightly longer evaporation times compared with the conventional approach. The
evaporation time predicted by the new model turned out to be more than 4% longer
than with the conventional approach (A = (Z, (new) — e (conventional) )/ te (new) = 4.32%).
This increase in the evaporation time is certainly large enough to warrant taking
into account the effect considered in this chapter in practical modelling of droplet

heating and evaporation for engineering applications (including Diesel engines).

In Figs. [2.5|and [2.6] the same plots as in Fig. [2.4] are shown but for initial droplet
radii equal to 10 ym and 50 pum respectively. About the same number of time
steps as in Fig. were used. As one can see from these figures, the same effect of
lower surface temperature and longer evaporation times, predicted by the new model,
compared with the conventional one, as shown in Fig.|2.4] can be observed for larger
droplets. Interestingly, the relative increase in the evaporation time (A), predicted

by the new model, remained equal to 4.32% for all droplets under consideration.

The values of A = (% (new) — te (conventional))/te (mew) Versus Ty for Rq = 10 pm are
shown in Fig. 2.7 The calculations were performed for 7, = 800 and 1200 K apart
from already presented results for 7, = 1000 K. As one can see from this figure,
A is an almost linear function of T, in the range of T, under consideration. For
gas temperatures less than about 800 K, the effect considered in this chapter can
be ignored in most practical engineering applications. Note that the absence of any
noticeable dependence of A on R, was observed for T, = 1200 K (similarly to the case
of T, = 1000 K). Finally, the dependence of the results on the choice of time steps
has been investigated. For R; = 10 ym and T; = 1000, the predicted temperatures

and evaporation times changed slightly with decreasing time steps until the value
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Figure 2.3: The plots of T versus £ = R/Ry for the same values of parameters
as in Fig. and various times (indicated near the curves). The calculations were
performed using the new model, taking into account the evaporation process (solid),

and ignoring the effects of evaporation (dotted) for Ry = 5 um (a) and Ry = 50
pm (b).
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of the time step reached about 0.003 ms. Further reduction in the time steps has
practically no effect on the results. Assuming that the true evaporation time for
both conventional and new approaches is predicted for the time step 0.003 ms, we

calculated errors which result from the choice of larger time steps as:

te(time step) — t(time step = 0.003 ms)
te(time step = 0.003 ms)

Error =

The values of errors versus time steps for new and conventional approaches are shown
in Fig. For the time step equal to 0.003 ms errors predicted by both models are
equal to zero by definition. For larger time steps, the conventional approach always
leads to larger errors compared with the new approach. In other words, a given
error of calculation of the evaporation time can be associated with longer time steps
in the case of the new model than in the case of the conventional one. These errors
differ by a factor of approximately 2. Note that a serious restriction on the choice
of the time step used in calculations, based on the new approach, is imposed by the
requirement that hg should be constant during the time step to enable us to use the
analytical solution of the heat conduction equation.

It does not seem easy to explain the physical meaning of the effect of a moving
droplet surface on droplet heating and evaporation, as the non-zero values of « affect

the solution in various ways. It would be difficult to relate it to the reduction in the
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kinetic energy of molecules hitting the receding wall, as the velocities of molecules

and droplet surface differ by about 5 orders of magnitude.

2.5 Numerical vs analytical solutions

Although a few analytic solutions to Stefan problems are known, it is more com-
mon to apply numerical methods [I10] to the problems with a moving boundary.
Amongst these methods are the boundary immobilization method [ITIHIIT7], the
enthalpy method [118] [119], the variable space grid method [114], [I1§], the finite ele-
ment numerical method [120], the nodal integral method [I121] and the heat balance
integral method [119, 122H129].

From amongst all of the above methods, the boundary immobilization method
coupled to a Keller Box discretization scheme of the one-phase one-dimensional time-
dependent governing equations appears to perform best as regards order of accuracy
and computational efficiency [I16]. This algorithm is implicit, therefore not having
any limitation on the time step size, and was in addition shown to be second-order
accurate in the time and space variables. All of the methods cited above are either

of indeterminate accuracy or no higher than first-order accurate in time.
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To compare results obtained using different methods dimensionless variables are

used: R = % , 0, = % , where we have chosen the temperature scale

AT = L/¢ from the boundary condition (2.2]).

3.0 - -
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=

1.5

Numerical solution

v Anglytical solution -

- = == Conventional solution

0 0.2 0.4 0.6

Figure 2.9: Comparison of 6, vs. t obtained using three different methods: the box
scheme (solid); the method developed in this chapter (dotted); and the conventional

method for which R(t) is piecewise constant in time (dashed).

Fig. (reproduced from [23]) compares the numerical result for 6, from [23]
with the solution provided in this chapter. Fig. also displays the result obtained
using the conventional numerical method, for which R(t) is assumed to be piecewise
constant in time. There is a clear discrepancy between this result and the others.
The result, predicted by the numerical solution, however, coincides within the ac-
curacy of plotting with the one predicted by the model described in this chapter.

The same comparison as in Fig. but for the normalised radius is shown in

Fig. (reproduced from [23]). As in Fig. there is a clear discrepancy between
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Figure 2.10: Comparison of R vs. ¢ obtained using three different methods: the box
scheme (solid); the method developed in this chapter (dotted); and the conventional

method for which R(t) is piecewise constant in time (dashed).

the result obtained, assuming that R(t) is piecewise constant in time, and the results
taking into account the changes of R(t) during time steps. The results predicted
by the numerical solution coincides within the accuracy of plotting with the one
predicted by the model described in this chapter (as in the case shown in Fig. .

It is indicated in [23] that, for given values of Tj and T, the maximum surface
temperature reached is always the same, regardless of the initial droplet radius. Note
that this maximal temperature (wet-bulb temperature) is asymptotically approached
only in the case when the contribution of thermal radiation is ignored; when this
contribution is taken into account, the droplet temperature reaches its maximal
temperature, which is greater than the wet-bulb temperature, and then decreases,

approaching the wet-bulb temperature from above [44]. Fortunately, for the case of
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negligible thermal radiation, we are able to investigate this further analytically, as
shown in [23]. In brief, an analytical solution can be found as t — ¢, and from this we
are able to find the maximum surface temperature. For the same parameter values
as were used in this chapter, we obtain 685.79 K, which is in excellent agreement with
the value of 685.68 K obtained in numerical solution and that of 685.29 K obtained

in analytical solution from this chapter.

2.6 Conclusions of Chapter

New solutions to the heat conduction equation, describing transient heating of an
evaporating droplet, are suggested. These solutions take into account the effect of
the reduction of the droplet radius due to evaporation, assuming that this radius is
a linear function of time. The latter assumption does not allow us to apply these
solutions to describe the whole process, from the start of evaporation, until the
moment in time when the droplet completely evaporates. However, these solutions
are expected to be used to describe droplet heating and evaporation over a small time
step when other parameters, except droplet radius and temperature, can be assumed
constant. In this case they can be considered as generalisations of the approach
currently used in all research and commercial computational fluid dynamics (CFD)
codes known to us (KIVA, FLUENT, PHOENICS etc.), in which it is assumed that
droplet radius is constant during the time step.

The solution is presented in the explicit analytical form in the case when parame-
ter hy can be assumed to be constant greater than —1 during the time step. In the
general case of a time dependent hg the solution of the differential heat conduction
equation is reduced to the solution of the Volterra integral equation of the second
kind.

The analytical solution has been incorporated into the zero dimensional CFD
code and applied to the analysis of Diesel fuel droplet heating and evaporation in
typical engine conditions. Effects of droplets on gas have been ignored at this stage.
The results have been compared with those which follow from the conventional
(traditional) approach to modelling droplet heating and evaporation, based on the

assumption that the droplet radius is constant over the time step (but changes from
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one time step to another). It has been pointed out that the new approach leads to
the prediction of lower droplet temperatures and longer evaporation times than the
traditional method. For typical Diesel engine-like conditions and 7, = 1000 K, the
evaporation time predicted by the new approach turned out to be about 4.5% longer
compared with the conventional method regardless of the value of the initial droplet
radius, and this needs to be taken into account in practical engineering applications.
This difference increased to about 7% for T, = 1200 K, and decreased to about 2%
for T, = 800 K.

Larger time steps can be used in the case of the new approach compared with
the conventional one to achieve the same accuracy of calculation.

The boundary immobilization method was considered, in tandem with the Keller
box finite-difference scheme, for the accurate numerical solution of the problem. An
important component of this was the use of variable transformations that must be
built into the numerical algorithm in order to preserve second-order accuracy in both
time and space for the temperature and the heat flux. This solution was found to

agree well with that obtained using an algorithm described earlier in this Chapter.
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Chapter 3

Transient heating of an
evaporating droplet with
presumed time evolution of its

radius

3.1 Introduction of Chapter

As mentioned in Chapter [2Jthe conventional approach to the modelling of droplet
heating and evaporation is based on the assumption that droplet radius remains
constant during each time step, but changes from one time step to another due to the
evaporation process [I, 44]. In Chapter [2 we took into account the time evolution of
droplet radius R;(t) assuming that R,(t) is a linear function of time during the time
step. It was shown that this approach not only allows the reduction of the number
of time steps required for the calculation, but also leads to the prediction of lower
droplet temperatures and longer evaporation times compared with the conventional
approach. These new and in practice important results encouraged us to investigate
this problem further and relax our assumption that Ry(t) is a linear function of time.
The results of our investigation are presented in this chapter. Some preliminary
results and their analysis were presented in [29].

Basic equations and approximations used in the analysis are the same as in

Chapter [2]
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3.2 Solution for the case of arbitrary Ry(¢t) but
Tao(R) = const

The analysis of this Chapter is based on the assumption that Ty(R) = T, =const.

In this case we can introduce the new variable v = u— RTyy and rearrange Equation

ov o*v

for t € (0,t.) and R € (0, Rq(t)) with the boundary conditions

Jv
(S +m00)|  —wlo) 32
R=Ry(t)
U =0 (33)
for t € (0,t.) and the initial condition
iy =0 (34)
for R € (0, R4(t)), where
h(t)
po(t) = —Tyo — H()Ra(t)Tao + pu(t) = —Tle(t)Tdo + u(t).

We look for the solution to the problem (3.1)) — (3.4)) in the form:
t
V(R 1) = / v(r)G(t, 7, R)dr, (3.5)
0

where

G(t,7,R) = Go(t — 7,R— Ry(1)) — Go(t — 7, R + Rq(7)),

Go(t,x) = 2\/\/% exp [—j{t] :

Expression G(t, 7, R) can be presented in an alternative form:

Gt 7, R) = 2\/7% {exp l—ml —exp [-W} } . (3.6)

Note that G(t,7, R = 0) = 0. v(t) is an unknown continuous function to be found

later from one of the boundary conditions. Function v(R,t) is known as a single
layer heat potential and it has the following properties for any continuous function
v(t) [105, [130]:

1) It satisfies Equation for 0 <t <t.and 0 < R < Ry(t);
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2) It satisfies Conditions (3.3)) and (3.4));

3) It is continuous at R — Ry — 0;

4) For the derivative Ov(R,t)/0R the following limiting formula is valid:

du(R, 1) vt dG(t, 7, R)
OR g rum-0 2 +/0 /o [ OR ]

dr. (3.7)
R=Ra(t)

This means that for any continuous function v(t) the potential v(R,t) satisfies
Equation (3.1) and boundary and initial conditions (3.3) and . Choice of the
function v(t), satisfying integral Equation , should be made in such a way that
the remaining boundary condition (|3.2)) is satisfied as well.

From Equation (3.6)) it follows that

0G(t, 1, R) B 1
OR  |p 4Rt —7)3/2
N _ (Ra(t) — Ra(7))?
X {(Rd(t) Ry(7)) exp l tr{t — 7)
B ~ (Ra(t) + Ra(7))?
(Ralt) + Ratrexp |- e B 59
Since Rg4(t) is a continuously differentiable function, we obtain in the limit 7 — ¢ —0:
IG(t, 7, R) ( 1 )
_— x O : (3.9)
OR ReRy (1) N

It follows from this equation, that there is an improper integral on the right hand
side of Equation (3.7)).
In view of Equations (3.7]) and (3.5) we can rewrite the boundary condition (3.2))

as:

ar+ H(t) [ V)G T, Ra(8))dr = po(t),

0 fuo P2

R=Ry(t)

or

"0, ') { e

where G(t, 7, R) and its derivative with respect to R are defined by Equations ((3.6))
and (3.8)).

As follows from the definition of G(¢, T, R4(t)) (see Equation (3.6)), in the limit

+ H()G(t, T, Rd(t))} dr = po(t),  (3.10)
R=Rg4(t)

T — t — 0 this function has the singularity:

G(t, 7, Ryq(t)) x O ( ! )

t—T
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(cf. Equation (3.9)). Therefore, the integral in Equation is defined as an
improper integral.

Equation (3.10) is an integral equation of Volterra type. It has a unique conti-
nuous solution. A scheme for its numerical solution is described in Appendix 3.
This solution is then substituted into Equation . The final distribution of tem-

perature inside the droplet can be calculated from the following expression:

T(t,R) =T+ 2;%/5% /Ot \/Vt(i_)T {exp [_M]

[ BB "

Details of the numerical calculation of the integral on the right hand side of Equation

(3.11) are given in Appendix 4.

3.3 Solution for the case of arbitrary R,(t)and Ty (R)

Let us assume that an arbitrary twice continuously differentiable function Tyo(R) is

defined for 0 < R < Ryy. This definition is extended for the whole range 0 < R < oc:

Tdo(R) when 0 S R S RdO
To(R) =3 Tow(R) when Rgy < R < Reg (3.12)
0 when R > R,

where
1

R R=Rdo] } ’

R.g is the effective outer radius such that Reg > Ry. Function Ty(R) defined by

Tt (R) {Rdono(Rdo) 4+ (R~ Ru) [(RTd()(R))g

Equation (3.12)) is continuously differentiable in the range 0 < R < Reg.

Let us now introduce a new function U(t, R) defined as:

Ut R) = [ CTulO)G R O, (3.13)
where
Gi(t, R ) = - [Golt, R — ) = Gift, R+ Q)]

Go(t,z) is the same as in Equation (3.5). Remembering the latter equation, the

expression G4 (t, R) can be presented in an alternative form:

Ch(t, R) = 2\/% {exp [—(R;f] —exp [—U%;f)z] } EENERT)
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Note that G1(t, R = 0) = 0.
Function U(t, R) has the following properties [105] [130]:
1) It satisfies Equation for 0 <t <t,and 0 < R < oc;
2) It satisfies the boundary Condition for 0 <t <t

3) It satisfies the initial condition

RT;(R) when 0 < R < Reg
Ut,R)|,_yo= (3.15)
0 when R > Rg.

The latter relation follows from the property of the delta-function:

. Oldelta
lim

e
Qdelta=> 00 ﬁ

We look for the solution to Equation (2.12]) in the form:

Xp(—Qgeat”) = 0(x). (3.16)

u(t, R) = U(t,R) + v(t, R). (3.17)

Having substituted Equation (3.17) into Equation (2.12)) and boundary and initial
conditions (2.13)) — (2.15]), we obtain problem (3.1)) — (3.4) for v(¢, R) in which

po(t) = — [Up(t, R) + HOU(t, R)] | + p(t). (3.18)

R=Ry(t)

The solution of the latter problem is similar to the one discussed in Section 4.

The expression for p(t) contains

’ Ref (9G R
V) g = (CTulO) TGS e )
R:Rd t
where
w zllaGtR_ — Go(t.R+ 1
R |y * 8R( o(t, R — () — Go(t, R+ ()) s
110
=— | = (=Go(t, R— () — Go(t, R 3.20
K [ac ( O(ta C) 0(t7 + C))‘| R0 ) ( )

Gy is the same as in Equation (3.5). Remembering the latter equation we can rewrite

the expression for %‘R:Rd(t) in a more explicit form:
9G1(t, R, () 1 { (R —¢)?
— =—————<((R—()exp |——+
OR R=Ry () 4/ (Kt)3/? Akt
R+()?
R=Ru(t)
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Hence, we obtain an explicit expression for p(t) in the form:

) = s | " (Cn(€) {(Rdm O exp [—(R(?ZO]

(Ralt) + O exp [—

o T o [P g | RO g

(Ralt) + 02] } "

4kt

2/ Kt 4kt 4kt

+ M(£)Ra(t). (3.21)

In the limit ¢ — 0+ the expression for 1o(t) is simplified to (see Appendix 5):

1o(0) = — [(CTdo@))g

_ry T HO) RaoTao(Rao) | + p(0). (3.22)

Combining Equations (3.5) and (3.17) we can present the final solution to our

problem in the form:

[ BB ) 629

where v(7) is the solution to Equation (3.10) with yo(t) given by Equation (3.21)),
U(t, R) is given by Equation (3.13)).

Note that taking into account the initial distribution of temperature along R is
absolutely essential when the solution is applied to individual time steps. In the
solution described in the last two sections, however, the same formulae describe the
time evolution of droplet temperatures during the whole period of their evaporation.
It is anticipated that in this case the effect of the initial distribution of droplet
temperatures is not important in most practical applications. Hence, the solution
described in Section |3.2] is expected to be more practically important than the
solution described in this section.

Note that although the analysis presented so far refers to stationary droplets, it
can be generalised in a straightforward way to the case of moving droplets, based

on the effective thermal conductivity model [I], 44].
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3.4 Implementation of the new solutions into a

numerical code

In the solutions presented in the last two sections it was assumed that Ry(t) is
known. From the point of view of the physical background to the problem, however,
R,(t) depends on the time evolution of the droplet temperature T'(R,t), which is
the solution to the problem. Hence, an iterative process is required. Firstly, the
time evolution of droplet radius R,(t) is obtained using the conventional approach,
when it remains constant during the time step, but changes from one time step to
another due to the evaporation process. Then these values of R,(t) are used in the
new solutions to obtain updated values of the time evolution of the distribution
of temperatures inside the droplet and on its surface T'(R,t). These new values of
droplet temperature are used to update the function R, (). This process is continued

until convergence is achieved, which typically takes place after about 15 iterations.

3.5 Results

In Figs. |3.1 we compared the results of calculations of droplet surface tempera-
tures and radii, taking into account the effects of evaporation, using the new integral
solution for arbitrary R,(t) but constant Ty (Equation (3.11))), the previously repor-
ted solution, based on the linear approximation of R4(t) (Equation (2.45))), and the
conventional approach based on the assumption that droplet radius does not change
during the time step. Droplets are assumed to be those of n-dodecane (M; = 170
kg/kmole), and ambient air is assumed to be at the pressure of p = 30 atm = 3000
kPa (typical values for Diesel engine-like conditions).

The results of calculations for Ry = 5 pum, and ambient air temperature 1000
K are shown in Fig. One thousand time steps were used in the conventional
approach and the approach based on Solution . In the integral solution based
on Equation the integral (A41) was approximated as the sum of 100 terms,
and up to 15 iterations were used. At the first iteration the time evolution of the
droplet radius was assumed to be the same as predicted by the conventional model.

As follows from Fig. the results predicted by the integral solution (3.11)
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Figure 3.1: The plots of Ty versus time (a) and R, versus time (b) using the
conventional model (thick solid), integral model based on Equation (3.11]) (dashed)
and linear model (thin solid) for a stationary n-dodecane (M; = 170 kg/kmole)
droplet with an initial radius 5 pum, evaporating in ambient air at a pressure of

p = 30 atm = 3000 kPa and temperature 1000 K.
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and linear solution ([2.45)) practically coincide, which suggests that both approaches
are correct and valid. Both these solutions predict lower droplet temperatures and
longer evaporation times in agreement with the results reported in previous Chapter.
Note that deviations between the predictions of the integral and linear solutions
were observed in the immediate vicinity of the time when the droplet completely

evaporates.

There were obvious numerical problems when we approached this time due to the
fact that the time derivative of R4 becomes infinitely large. In practice the extrapo-
lation, based on the assumption that the second derivative of Ry(t) is constant, was
used for these times. This leads to small deviations between the predicted evapo-
ration times. In the case shown in Fig. the evaporation times predicted by the
conventional model, linear solution, and integral solution were 0.595 ms, 0.622 ms
and 0.628 ms respectively. That means that the difference between the evaporation
times predicted by the linear and integral solutions was less than 1% and can be
safely ignored in most practical applications (this error can be reduced further if

required). The same comment applies to other cases considered below.

The effect of the choice of the number of iterations on the prediction of the in-
tegral solution is illustrated in Fig. for the same case as shown in Fig. 3.1} This
effect is shown only for the times when the deviation between the results predicted
by the linear and integral solutions is maximal. For the first iteration, the time
evolution of droplet radius is the same as predicted by the conventional model. The
deviation of the corresponding droplet temperatures predicted by the integral and
linear solutions appears to be quite noticeable. For the fifth iteration the droplet
surface temperatures predicted by the integral and linear solutions practically coin-
cide up to t ~ 0.45 ms. The corresponding plots of Ry(t), predicted by the integral
solution, turned out to be closer to those predicted by the linear solution than those
predicted by the conventional model. The closeness between the plots predicted by
the linear and integral solutions improved as the number of iterations increased. Ho-
wever, even for the 15th iteration the deviation between the results remains visible,
although not important for practical applications (cf. Fig. |3.1)). For higher itera-
tions the results are practically indistinguishable from those predicted by the 15th

iteration. Interestingly, odd iterations predicted smaller R4(¢) and even iterations
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Figure 3.2: The same as Fig. but for different numbers of iterations in the

integral solution.

predicted larger R;(t) compared with those predicted by the linear solution. At
the qualitative level this could be related to the fact that a faster evaporation rate,
assumed for the first iteration (conventional model), leads to a lower droplet surface
temperature. At the second iteration, this lower droplet surface temperature leads

to a slower evaporation rate etc.

As to the computational efficiency of the new integral model, we note that for a
PC Xeon 3000 Hz (the calculations were processed on one kernel only) with 2 GB
RAM, the conventional approach requires 3586 s to calculate 1191 steps. Once these
calculations have been completed, the integral model requires 453 s to calculate

15 iterations. This makes this model potentially suitable for incorporation into
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Figure 3.3: The same as Fig. but for a droplet with initial radius 50 pm.

computational fluid dynamics (CFD) codes.

The results, similar to those shown in Fig. but for droplets with initial radii
50 and 100 gm are shown in Figs. [3.3]and [3.4] respectively. As can be seen from these
figures, the plots of droplet surface temperatures and radii are largely unaffected by
the initial droplet radii. This agrees with similar results reported in Chapter [2] (see
Figs. ).

The results, similar to those shown in Fig. but for the gas temperatures 800
and 1000 K are shown in Figs. [3.5] and [3.6] respectively. Comparing Figs. [3.1] and
one can see that a decrease in gas temperature by 20% leads to an increase in the

evaporation time predicted by all models by more than 50%. The results predicted
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Figure 3.4: The same as Figs. 3.1 and [3.3] but for a droplet with initial radius 100

pam.
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by the integral and linear solutions for gas temperature equal to 800 K, are much
closer to those predicted by the conventional model than is the case for gas tempe-
rature equal to 1200 K. In the case of droplet surface temperature, they are hardly
distinguishable, and we had to use an insert figure to zoom the difference between
them. As in the case shown in Fig. 3.1], the results predicted by the integral and
linear models for gas temperatures 800 and 1200 K practically coincide. Comparing
Figs. and one can see that an increase in gas temperature by 20% leads to
a decrease in the evaporation time predicted by all models of more than 25%. The
deviation between the results predicted by the integral and linear models and those
predicted by the conventional model is noticeably larger in the case shown in Fig.
than in the case shown in Figs. and [3.5 in agreement with similar results
reported in Chapter 2| (see Fig. ). Also, for the case shown in Fig. , the
deviation between the results predicted by the integral and linear models is much
more visible compared with the previous plots, especially at the final stage of droplet

evaporation.

The plots of T versus £ = R/ Ry for T(R,t = 0) = Ty(R) = 300 K, Ry =5 um,
T, = 1000 K and various moments of time (indicated near the curves) are shown
in Fig. The calculations were performed based on Equation (the case
of constant Ty(R)) and Equation (3.23)) (the general case of arbitrary Ty(R)). As
can be seen from this figure, the predictions of Equations and coincide.
This shows the correctness of both approaches to the problem. In agreement with
the earlier models described in [I] and [19], Fig. shows that the gradient of
temperature inside droplets cannot be ignored at least at the initial stage of droplet

heating and evaporation.

The effect of non-constant initial distribution of droplet temperature on the
time and space evolution of this distribution is illustrated in Fig. 3.8, Two cases
are compared in this figure. In both cases, the initial droplet radii are assumed
to be equal to 5 um, and gas temperature is assumed to be constant and equal to
T, = 1000 K. In the first case the initial distribution of temperature was assumed to
be independent on R (or £) and equal to 300 K, as in the case shown in Fig. 3.7 In
this case the analysis was based on Equation . In the second case, the initial
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Figure 3.5: The same as Fig. but for an ambient gas temperature equal to 800
K.
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Figure 3.6: The same as Figs. [3.1]and [3.5 but for an ambient gas temperature equal
to 1200 K.
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Figure 3.7: The plots of T" versus & = R/ R, for a stationary n-dodecane (M = 170
kg/kmole) droplet with initial radius 5 pm, evaporating in ambient air at a pressure
of p =30 atm = 3000 kPa and temperature 1000 K. The moments of time are indi-
cated near the curves. The calculations were performed based on Equations
(derived for constant initial distribution of temperatures inside droplets) and
(derived for the general case of the arbitrary distribution of the initial temperature

inside the droplet).
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Figure 3.8: The same as Fig. but for the general solution (Equation (3.23)
applied to the case when the initial distribution of temperature inside the droplet is

given by Equation ([3.24])).
distribution of droplet temperature was approximated as
Tuo(R) = 300 + 10(R/Ry)? = 300 + 10(¢)?, (3.24)

and the analysis was based on Equation .

Comparing the plots referring to both cases, shown in Fig. [3.8] one can see that
these plots visibly converge with time. This can be related to the fact that increased
droplet surface temperature in the general case leads to decreased convective heating
of droplets. Hence the droplet surface temperature increases more slowly in the
general case than in the case of constant initial temperature inside droplets.

We appreciate that the errors associated with the conventional assumption that
the droplet radii remain constant during the time step can be comparable with or
even larger than those associated with other effects, including uncertainties in gas
temperature measurements, convection heat transfer coefficient approximations and
effect of interactions between droplets in realistic sprays. The importance of the
latter effect is discussed in [I4, B8], but its analysis lies beyond the scope of this
Chapter.
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3.6 Conclusions of Chapter

Two new solutions to the heat conduction equation, describing transient heating of
an evaporating droplet, are suggested, assuming that the time evolution of droplet
radius R,4(t) is known. The initial droplet temperature is assumed to be constant
or allowed to change with the distance from the droplet centre. The results turned
out to be the simplest in the first case and the main focus of our analysis is upon
these. Since Ry(t) depends on the time evolution of the droplet temperature, an
iterative process is required. Firstly, the time evolution of R,(t) is obtained using
the conventional approach, when it remains constant during the time step, but
changes from one time step to another. The droplet surface temperature in this case
is obtained from the analytical solution of the heat conduction equation inside the
droplet. It is assumed that this droplet is heated by convection from the ambient
gas, and its radius remains constant during the time step. Then these values of
R,(t) are used in the new solutions to obtain updated values of time evolution of
the distribution of temperatures inside the droplet and on its surface. These new
values of droplet temperature are used to update the function R4(t). This process
continues until convergence is achieved, which typically takes place after about 15
iterations. The results of the calculations of droplet surface temperature, using this
approach, are compared with the results obtained using the previously suggested
approach when the droplet radius was assumed to be a linear function of time during
individual time steps for typical Diesel engine-like conditions. For sufficiently small
time steps the time evolutions of droplet surface temperatures and radii, predicted
by both approaches coincide. This suggests that both approaches are correct and
valid. Similarly to the case when droplet radius is assumed to be a linear function of
time during the time step, the new solution predicts lower droplet temperatures and
slower evaporation when the effects of the reduction of Ry are taken into account.
It is shown that in the case of constant droplet initial temperature, models both
taking and not taking into account the changes in initial droplet temperature with
the distance from the droplet centre, predict the same results. This suggests that
both models are likely to be correct. It is shown that the temperatures predicted
by the models based on the assumption of constant initial droplet temperature, and

the one taking into account the increase in this temperature with the distance from
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the droplet centre, tend to converge with time.
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Chapter 4

New solutions to the species
diffusion equation inside droplets
in the presence of the moving

boundary

4.1 Introduction of Chapter

The species diffusion equation, describing the dynamics of multi-component systems,
its analysis and applications, has been widely discussed in the literature [53]. One of
the most important applications of this equation is that to the analysis of evaporation
of multi-component droplets [I], [54]. In realistic moving droplets, species diffusion
takes place alongside species convection when Hill-type vortices are formed inside
droplets [55]. In most practically relevant cases, however, the details of species
distribution inside droplets are not important and the effects of species diffusion and
convection can be described in terms of the spherically symmetric effective diffusivity
model [I]. In [38] this model was applied to the analysis of heating and evaporation of
bi-component ethanol/acetone droplets. In contrast to the previous studies of these
processes, the authors of [38] based their analysis on the analytical solution to the
species diffusion equation, which was incorporated into the numerical code, rather
than on the numerical solution of this equation. This approach is expected to be

more CPU efficient and accurate compared with the one based on the conventional

o4



approach [16]. The model described in [38] has been generalised in [50] to take into
account coupling between droplets and gas. As shown in Chapter , and 23], in the
case of the thermal conduction equation inside droplets the approximation that the
droplet radius is constant during a time step leads to noticeable overestimation of
droplet surface temperature and underestimation of its evaporation time, compared
with the approach in which the change in droplet radius during the time step is
ignored. Pared with the approach in which the change in droplet radius during the
time step is ignored.

The main purpose of this chapter is to generalise the analytical solution to the
species diffusion equation, reported in [38, 50], to the case when the changes in
droplet radius during the time steps are taken into account. This new solution will
be applied to the analysis of bi-component droplet evaporation. The importance
of taking into account the changes in droplet radius during the time step will be
investigated.

Basic equations and approximations for multi-component droplets used in our
analysis are presented and discussed in Section[d12. The details of the new analytical
solution of the species diffusion equation are given in Section [4}3. In Section 44
this solution is applied to the analysis of bi-component droplet evaporation. Some
results of calculation, taking into account the effects of the moving boundary on heat
conduction and species diffusion equation inside droplets are presented in Section

[]5.The main results of the Chapter are summarised in Section [4]5.

4.2 Basic equations for multi-component droplets

Assuming that all processes inside droplets are spherically symmetric (droplets are
stationary), the equations for mass fractions of liquid species Y}; = Yj;(¢, R) inside

multi-component droplets can be presented in the following form [I]:
Yy %Y, 2 0Y)
i _p, i 20N
ot 0R?> R OR
where ¢ > 1, D, is the liquid mass diffusivity. Y;(¢, R) is a twice continuously diffe-

(4.1)

rentiable function. Equation (4.1)) needs to be solved with the following boundary

condition [1]:
Yy
OR

Y

R=R4(t)—0

am(ei - Yizs) = _Dl (42)
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and the initial condition Y};(t = 0) = Yj;0(R), where Y};5 = Y};5() are liquid compo-
nents’ mass fractions at the droplet’s surface,

o - I
" T

(4.3)

¢; is the evaporation rate of species.

Note that 0 < Y}; <1 due to the physical nature of this parameter.

We assume that R4(t) is the linear function of ¢ during each time step, described
by Equation in which o = —ay,,/ Rypo.

Although «,, and « are linked by a simple relation, it is important for us to
retain the difference between these two parameters in this Chapter. «,, describes
the rate of removal of species from the surface of the droplet, while o describes the
rate of change in droplet radius during time steps. The latter effect was ignored in
most previous analysis of this phenomenon, including [38, 50], where it was assumed
that a = 0, but «,, # 0 was still defined by Equation . In our analysis both
these effects are taken into account.

Assuming that species concentrations in the ambient gas are equal to zero (Yoo =
0), the values of ¢; can be found from the following relation [38]:

Vo
TV

where the subscript , indicates the vapour phase. We assume that ¢; are still defined

€i(t) (4.4)

by Equation even in the case when these concentrations are not equal to zero.
Equation can be generalised to take into account the effect of moving droplets
with the help of the effective diffusivity model [I] in which D; in Equation is
replaced with

Do = xv Dr, (4.5)

where the coefficient xy varies from 1 to 2.72 and can be approximated as:
Xy = 1.86 + 0.86 tanh [2.245 log;, (Re;Sc;/30)] , (4.6)

Sc; is the liquid Schmidt number defined as:

Vi

Sa = (4.7)

v, is the liquid kinematic viscosity, Re; is the Reynolds number based on droplet

radius, liquid transport properties and the maximum surface velocity inside droplets.
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The latter velocity was calculated as [44]:

1 %
Us,= —AU [~ | Re,C 4.8
. <m> eaCr. (13)

where AU = U, — U, is the relative velocity between ambient gas and droplets, 1)
is the dynamic viscosity of gas (liquid), Rey is the droplet Reynolds number based
on the droplet diameter (denoted as Re., in [44]), Cr is the friction drag coefficient

estimated as [44]:
12.69

F= .
ReZ/*(1 + By)
The value of Uy, predicted by Equation (4.8)), is about 1.7 times less than predicted

(4.9)

in [11], using an approach which differs slightly from the one suggested in [44].
Remembering that the result predicted by Equation is closer to the earlier
obtained numerical results (see [44] for the details), we decided to use rather
than the corresponding equation, given in [II] (see his Equation (2.74g)). Also,
following [44] we used the coefficient 2.245, instead of 2.225, used in [I1]. Note that
for the values of parameters for which the new solution will be tested, yy &~ 2.72
most of the time, and the results remain practically unchanged when U, in the
expression for Re; is replaced with AU.

In the case of isolated moving mono-component droplets, their evaporation rate

is given by the following equation [I]:
T'TLd = _27TRdeptotalBMShisoa (410)

where D, is the binary diffusion coefficient of vapour in air, Bj; is the Spalding
mass transfer number, introduced in Equation ([2.5)), Shis, is the Sherwood number

approximated for isolated droplets by the following expression:

In(l1 + B 1 + ReySca)"? max 1,ReS07 — 1
Shy, = 22 Ban) () ( 5] L e , (4.11)
By 2F(By)
Vg
SCa = E

is the Schmidt number for the ambient gas,

F(By) = (1+ BM)“W.

It is assumed that this equation is valid for multi-component droplets by replacing

Y, with >, Y,;. The effects of interactions between droplets could be accounted for
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by correcting the expression for Shis, (see [38, [49] for details). This effect is not
taken into account in our analysis.

Note that Equation (4.10)) is valid for arbitrary Lewes numbers, while the equa-
tion for my used in Chapters 2] and |3] is valid only for Lewes numbers equal to
1.

To calculate the species mass evaporation rate m; and the values of the evapora-
tion rate of species ¢;, based on Equation 7 we need to calculate first the values
of Y,;s. The latter depends on the partial pressure of species ¢ in the vapour state

in the immediate vicinity of the droplet surface [38]:
DPuis = Xzz‘s%pﬁis, (4.12)

where X, is the molar fraction of the ith species in the liquid near the droplet
surface, pj,, is the partial vapour pressure of the 7th species in the case when X;;; = 1,
7; is the activity coefficient. In our analysis we assume that 7; = 1 (the Raoult law
is valid).

Remembering the Clausius-Clapeyron equation, Equation for v, = 1 can

be rewritten as [3§]:

L;M; /1 1
vis:Xz's am| - = 5 4.1
p lisP beXp{ R, <sz‘ Ts):| (4.13)

where M; is the molar mass and Tj,; is the boiling temperature of the ith species, pamn
is the ambient pressure, R, is the universal gas constant. When deriving Equation
(4.13) it was taken into account that pf,. is equal to the ambient pressure when

T, =Ty, L; is the latent heat of evaporation of species 1.

Equation (4.13)) is the generalisation of Equation

4.3 Analytical solution of Equation (4.1

Based on [19, [105], we introduce the following parameters and functions:

f = R/Rd<t)7 (0 S £ S 1)7 F(t7€> = R}/Zi(uéRdO)a

Ry(t)Ra(t)

F(t.€) = o

exp [— 52] W(t,§). (4.14)

Ry(t)
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These allow us to rewrite Equation (4.1)), the corresponding initial condition and
boundary condition (4.2)) as:

RIO)W, (t,€) = DiWee(t,€), (4.15)
where t > 0,
W06l = Wol6) = R SVin(cRay e | 0] (110
W(t,8)le—o = 0, (4.17)
Wet.) + Ho(W(t.6)]|,_,
€ 5/2 '
= po(t) = ——= (];Cj(t)) exp [Rd(?DRld(t)] , (4.18)
where: /
Ho(t) = —Ol‘;;Rd(t) 1 Rfl(?gld(t).

Condition is an additional boundary condition, which follows from the requi-
rement that Y;(¢, R) is a twice continuously differentiable function. When deriving
(4.15) we took into account that d?R,/dt? = 0.

Further simplification of Equation (4.15)) and the corresponding initial and boun-
dary conditions is possible when we apply this equation to a short time step. In this
case we can ignore the time dependence of Hy(t) and assume that Hy(t) = hy =const.

Remembering Equation (2.8) we can write

Oy aRy
—1lr~-— - — —1<—1. 4.1
Ry(t) D, Rao 2D, Ry —1< (4.19)

OéRdo
2D,

7
ho = — 5 Ralt)

It is essential for us to retain both «,, and « in the expression for hq if we intend to
compare our results with the results of the conventional analysis when a = 0, but
am # 0.

Our next goal is to find such change of variables that the inhomogeneous boun-
dary condition is replaced by the homogeneous one. This is achieved by the

introduction of the new function V (¢,&) via the relation:

Wie.e) = Ve +20e (4.20)

Formula (4.20]) allows us to rearrange Equation (4.15]) to:

ROV, (1,6) = Dvie(r,©) — L0  Rioge, (421
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The initial and boundary conditions for Equation (4.21)) can be presented as:

~ 110(0)
1+ hg

V(£ =0, [Vi(t,€) +hoV(t,€)] ]521 = 0.

As in Chapter , we look for the solution of Equation (4.21)) in the form:

V(t, €)= = Wo(&)

57

V(t,€) =Y Ont)vn(€), (4.22)
n=0
where functions v, (§) form the full set of non-trivial solutions to the equation:
d?v
d7§2+p7j:0, nggl, (423)

subject to boundary conditions:
=0. (4.24)

dv
v|§:0 = <d§ + h0v> .

For p = 0, Equation (4.23) has no non-trivial solutions, satisfying the boundary
conditions (4.24]). For p = —\? < 0, this equation has the solution:

vo(€) = sinh (A\o€), (4.25)

where )\ is the solution to the equation

fanh A — — 2 (4.26)
ho

The latter equation has three solutions (positive, negative and zero) remembering
that hg < —1. We are interested in the positive solution to this equation only [19].
Note that this solution does not exist in the case of the heat conduction equation,
when hg is greater than —1 (see Chapter [2]).
For p = A% > 0, Equation has the solutions:

U (€) = sin (Af) (4.27)

for n > 1, where ), are the solutions to the equation

A
tan A = ——. (4.28)
ho

As in the case p < 0 we disregard the solutions to this equation corresponding to
zero and negative A\. A countable set of positive solutions to this equation (positive

eigenvalues) A, are arranged in ascending order:
0<)\1<)\2<>\3<....
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It can be shown that functions v,(§), n > 0 are orthogonal for 0 < £ < 1 (see
Chapter [2)).

The completeness of the set of functions v, (§) for n > 0 has been tested. Namely,
we considered different functions not belonging to this set, and found that Fourier
expansions of these functions on the set of {v,(§)}>2, coincide with the functions
themselves. If the set of functions is not complete, then a Fourier expansion of
an arbitrary function, constructed based on this set, does not coincide with this
function.

The norms of functions v, (§) for n > 0 are given by the following expression

- 1 _ (_1)5”0 ho
ol = [ 206 = "5 1+ | (4.29)

where 9,, o is Kronecker’s delta symbol.
Remembering that functions v, (§) for n > 0 are orthogonal and assuming that

the set of these functions is complete, we can write:

f(§) = =&§/(1+ ho) = Z favn(€ (4.30)
=D Gval8), (4.31)
n=0
where:
1 1 —— sinh Ag when n=>0
= L(6)dE = [[vo || Y 7
d || vn ||2/0 f&)un(€)de > sin A, when n>1

|Ivn||2>\n

1 1
= Wy (&), (6)dE.
0= ey oE(€)de

Remembering Equations (4.22)) and (4.30]), Equation (4.21)) can be rewritten as:

R R UL B RAGED of 2 CR T RG]

(4.32)
Both sides of Equation (4.32) are Fourier series with respect to functions v, (€).

Two Fourier series are equal if, and only if, their coefficients are equal. This implies

that:
doe,(t dpo(t
R3(t) dt( ) + (=1)%00, (1) DA% = £, R%(1) M(;)t( ) (4.33)
Equation (4.33)) is to be solved subject to the initial condition:
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The general solution to the homogeneous equation:

de, (1)
dt

R2(t) + (=1)°00, (t) D)2 = 0 (4.35)

can be presented as:

dt

10 (0,(1)/00(0)) = ~(=1)"*DX, [ s

(4.36)

Assuming that R,4(t) is a linear function of ¢ given by Equation (2.8)), Solution (4.36)

can be presented in a more explicit form:

Ou(t) = 6, (0) exp l(_llj;;f o (1 jat - 1)] | (4.37)

One can see that the following function:

B t dpo(T) 5,0 DINS 1 1
Onaro(t) = fu | LT exp | (<1) o (1+at_1+m> dr  (4.38)

satisfies Equation (4.33]). Hence, this function can be considered as a particular
solution of Equation (4.33]). Integration by parts in (4.38) allows us to present
Ou (e (1) a5

D)2t
Oy, (part) (t> = fa {Mo(t) - ,UO(O) exp l_(_1>5”’0 RdolR:(t)]
S0 DI\, b 5%0#0(7)171/\31 o | — (1) D)2 i
—exp |(=1) oszoRd(t)]/o( 1) R%(1) ¢ p[ (=1) oszng(T)]d }

(4.39)
Remembering Equations (4.37)) and (4.38]), the solution to Equation (4.33)) can

be presented as:

O,(t) = 6,(0) exp [(—1)5%0 D, ( ! 1)]

aR2, \1+at
o /ot dM;('T) P [(_1)%0 5]1%);; <1 +10zt 1 —l—larﬂ ar. (440)
Remembering and we can write an alternative formula for ©,,(¢):
00(0) = nesp |~ (1P 22l
— fa(=1)" DX Ot é%((:)) exp [(—1)5’“U fgj (Rdl(t) - R;(ﬂ)] dr.  (4.41)
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Remembering that Solution (4.41)) is applied to a very short time step, changes
of po(7) in the integrand before the exponential term can be ignored. This allows
us to simplify (4.41)) to (see Appendix 6):

Di\2t

RaoRa()| fabo(t) = fapo(0). (4.42)

Note that ©,,(¢) in the form (4.40) satisfies Equation (4.33)), while ©,,(¢) in the
form (4.42) does not satisfy it. This is related to the fact that Equation (4.33)

O (t) = [gn + fatto(0)] exp |—(=1)°

was derived under the assumption that Series , after being substituted into
Equation , can be differentiated term by term (derivative of the series is equal
to the series of derivatives). This assumption is valid when ©,(¢) is taken in the
form (4.40), but it is not valid when ©,,(¢) is taken in the form ([£.42), as:
d2 0

d£2 ( fnvn> # pio(t an de

(the series on the right hand side of this formula diverges). Note that Series
satisfies Equation (4.21) regardless of whether ©,,(¢) is taken in the form or

in the form (4.42)).
Remembering (4.30) and ( , Equation (4.22)) can be rewritten as:

V“f)zézé““%@)_fﬁ%iRiﬂ*‘ﬁf%ﬂ%Zy (4.43)

where
. D)2t ]
O, (t) = [gn + fapo(0)] exp |—(—1)°m0 =" 4.44
(0= o0+ Fon(Oexp |~ (-1 200 (4.44)
The final equation for mass fraction inside the droplet can be presented as:
1 aRgR? > ) R
Yi(R) = ———exp [—] [ ©,(t) sin <)\n> +
R\/R4(t) AD\Rq(t) ] [ Rq(t)
= . R fo(0) R
O(t) sinh | A 4.45
“”m<0m@>+HWJMw’ (4.45)

where ©,, are given by Equations (4.44)).
Having substituted (4.44]) into (4.45) we can rearrange the latter equation for

the short time step to

aR RgoR4(t)—R?
Yii(R) = Om&i EXP [ i, ( 5 Ri((t)) )] Ry’ n 1 exp l_ Ry R? 1
O + 250 RY*(t)  Ry/R(t) 4D Ra(t)

& D2t ] R
Lzl @+ fopol0)] exp [_ RdoRd(t)] o (An Rd@)) "
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[90 + foro(0)] exp lDlAgt] sinh <)\0R>] : (4.46)

When a = 0 but «,, # 0 during the time step, Equation (4.46)) can be further
simplified to

Vi(R) — 0 Dl)\zt . A R
lz-( )—6Z R\/ﬁ Lgl Qn—i-fn,uo ]eXp l_RdORd(t)] sm( an(t>> +

g0 + forto(0)] exp l%] sinh ()\0 Rﬁ )ﬂ (4.47)

This equation is identical to Equation (13) of [38]. Note that in [38] and [50] the
norm of v, (||v,|[?) is dimensional. The ratio of ||v,||*> used in [38] 50] and in this
Chapter is equal to Rgg.

Let us now relax our assumption that Hy(t) = hg =const and assume that:
Hy(t) = ho + hi(2), (4.48)

where hg =const< —1. In view of (4.48)) we can rewrite the boundary condition at

¢ =1 for Equation in the form:
(We(t.) + hoW (8,9)]| _, = o(t) = (W (£, 1) = juo(0). (4.49)

Assuming that fip(t) is known, we can formally use the previously obtained

solutions (4.20) and (4.22) to present the solution to Problem (4.15)—(4.18)) in the

form:

fio (1)
1—|—h

Wi(t, &) =

> D)\t
V100 = S oty 228
n=0

RioRq4(t)

Zvn noanl)\2

n=0

1 1
on, — dr, 4.50
jese|- cmm@mw ) 20
where Expression (4.41)) for @n( ) has been used.

In contrast to the previous case of Hy(t) =const, Equation (4.50|) does not give
us an explicit solution for W (t, ) since fig(t) depends on W (¢, 1).
Equation (4.50) can be presented in a more compact form:

W6 = V(.6 - [ (Gt 7€) (4.51)
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where

W@=2MMﬂﬂ+ﬂm£gM
G(t, 7€) = - i_o%“"(f)

Dl’l}n(l) ox  1\0no Dl)\i < 1 B 1 >‘|
R v 2 p[( U R \R® ™ R |

Explicit expressions for f,, have been used in these formulae. Both functions V(¢ ¢)

and G(t,7,€) are assumed to be known.

Remembering (4.49), we can rewrite Equation (4.51)) as:
t
W8 = V(.6 ~ [ o)~ W ]Gl rodr. (452)

This is an integral representation for a solution to Problem (4.15))—(4.18) for time
dependent Hy(t) given by Equation (4.48)). For & = 1, integral representation (4.52))

reduces to the Volterra integral equation of the second kind for function W(t,1):
t
Wi(t,1)=V(1) — / [po(T) — he ()W (1, 1)] G(t, 1, 1)dT. (4.53)
0

One can show that:

2 = i 6n,0 2
[[on (12 (=1)%0A2 + h§ + ho
Remembering (4.54) we obtain:
2D, & (—1)om0)\2
Gt,1,1) = — n
(t,7.1) R2(7) 7;) h3 + ho + (—1)%0)\2
D)2 ( 1 1 )1
X exp |(—=1)0m0 =21 — . 4.55
P l< S R Ra(t)  Ra(7) (4.55)

Equation has a unique solution, although this solution cannot be found in
an explicit form. The numerical solution can be found as described in Appendix 2.
Once the solution to this equation has been found we can substitute it into integral
representation and find the required solution to the initial and boundary value
Problem — . The required distribution of Y}; is found to be:

b —W] W(t, R/ Rat)). (4.56)

Yi(t, R) = mex [ 4D R,(t)

The numerical algorithm, in which the above solution is used for the analysis of

droplet heating and evaporation is essentially the same as described in Section 4 of
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[50]. Since the main focus of this Chapter is on the analysis of the new physical
effects produced by the droplet? moving boundary, the optimisation of the algorithm
is beyond its scope (cf. the analysis of accuracy and CPU efficiency of the related
algorithm, not taking into account the effects of the moving boundary, described in
Section 7 of [50]). Note that the speed of convergence of the algorithm turned out
to be very high. Even calculations based on 100 time steps led to almost the same
results as those based on 10° time steps. In the case of 100 time steps the CPU time
was less than 5 sec. Calculations were performed on a 3 GHz CPU, 2 GB RAM

work station.

4.4 Application to bi-component droplets

4.4.1 Effect of species diffusion

In this section, Solution is applied to the analysis of bi-component droplet
heating and evaporation in an environment close to the one described in [38]. We
will consider only the case of an initial 50% ethanol — 50% acetone mixture and
droplets with initial diameter equal to 142.7 um. In contrast to [38] we ignore the
interaction between droplets and the time evolution of droplet velocity and assume
that this velocity is equal to 12.71 m/s (the initial droplet velocity described in [3§]).
The mixture is assumed to be ideal (the Raoult law is valid). The effects of droplets
on gas have been ignored at this stage.

To separate the effect of the moving boundary on the species diffusion equation
from a similar effect on the heat conduction equation inside droplets, described in
previous Chapters, we make a rather artificial assumption that the droplet tempe-
rature is homogeneous and fixed. We assume that this temperature is equal to 37.5
°C (the initial temperature considered in [38]). This approach allowed us to study
the effect of the moving boundary on species diffusion alone, and not the effects of
the moving boundary on both species diffusion and heat conduction simultaneously.
In the latter case we would not be able to separate these two effects.

The plots of mass fraction of ethanol, Y, versus normalised radius £ for three
moments of time (0.001 s, 0.01 s and 0.03 s), predicted by the conventional model,

and the new model, taking into account the effects of the moving boundary, are
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Figure 4.1: The plots of ethanol mass fraction Y, versus £ = R/ Ry, as predicted by
the conventional model (dashed) and the new model, taking into account the effect
of the moving boundary (solid), for times 0.001 s, 0.01 s and 0.03 s. We consider an
initial 50% ethanol — 50% acetone mixture and droplets with initial diameter equal

to 142.7 pm.

shown in Fig. As expected, both models predict the increase of Y, with
increasing £ and time. This is related to higher volatility of acetone in the ethanol/
acetone mixture. As one can see from Fig. [£.I] at times less than 0.001 s the
predictions of the conventional and the new models are practically indistinguishable.
At later times, however, the new model always predicts lower values of Y, compared
with the conventional model. In fact the effect of the moving boundary on the
distribution of species looks stronger than a similar effect on the distribution of

temperature inside droplets as reported in Chapter [2]

The plots of Y, at the droplet surface (Yo (€ = 1)) versus time, predicted by
the conventional model, and the new model, taking into account the effect of the
moving boundary, are shown in Fig. 4.2 As one can see from this figure, both
models predict the increase of Ye, (€ = 1) with increasing time until Yo, (€ = 1)
approaches 1 (all acetone from the droplet’s surface has evaporated). This agrees
with the results shown in Fig. As in the case shown in Fig. [£.1] the new model
always predicts lower values of Yo (£ = 1) compared with the conventional model,

except at short times and the times when Y, (¢ = 1) approaches unity.

The plots of the droplet radius Ry versus time, predicted by the conventional

67



L0 v u(61)

0.9 -

0.8 - - .
= = conventional

0.7

moving boundary

0.6 -

t(ms)
0-5 T T T T T T
0 20 40 60 80 100 120

Figure 4.2: The plots of Y (£ = 1) versus time, as predicted by the conventional
model (dashed) and the new model, taking into account the effect of the moving

boundary (solid).
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Figure 4.3: The plots of droplet radius R, versus time, as predicted by the conven-
tional model (dashed) and the new model, taking into account the effect of the

moving boundary (solid).
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Figure 4.4: The plots of Spalding mass transfer number B); versus time, as predicted
by the conventional model (dashed) and the new model, taking into account the

effect of the moving boundary (solid).

model, and the new model, taking into account the effects of the moving boundary,
are shown in Fig. [£.3] As one can see from this figure, taking into account the effect
of the moving boundary leads to the acceleration of droplet evaporation compared
with the prediction of the conventional model. This effect is opposite to the one
reported earlier for the effect of the moving boundary on the thermal conductivity
inside droplets. In the latter case, the effect of the moving boundary led to slowing
down of droplet evaporation. The physical background to the effect shown in Fig.
is that the new model predicts higher mass fraction of acetone at the surface of

the droplet, as shown in Fig. 4.2 which evaporates faster than ethanol.

Note that for mono-component droplets at fixed temperature we would expect
that the d?—law should be valid. This is obviously not the case shown in Fig. |4.3|
The reason for this is that the evaporation of multi-component droplets leads to
changes in the Spalding mass transfer number Bj; due to the changes in vapour
composition near the droplet’s surface. The plots of B); versus time, predicted by
the conventional model, and the new model, taking into account the effects of the
moving boundary, are shown in Fig.[4.4] As can be seen from this figure, both models
predict the decrease in Bj; with time except at the final stage of droplet evaporation,
when the droplet becomes mono-component, consisting only of ethanol. The new

model predicts larger By, compared with the conventional model. Note that except
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at the final stage of droplet evaporation B); is approximately proportional to droplet
radius Ry. In this case, remembering that By, < 1, we can expect that dRy/dt is

close to being constant, in agreement with Fig. [4.3]

4.4.2 Combined effects of species and thermal diffusion

In this section the effect of the moving boundary on both heat transfer and species
diffusion equations is discussed. The model is based on the model from Chapter
and model discussed in this chapter earlier.

The experimental set-up used for validation of the model is the same as described
in [38, 49, 55]. In what follows this setup and input parameters are briefly summari-
sed. A monodisperse droplet stream was generated by a Rayleigh-type disintegrating
liquid jet. The initial fuel temperature was measured near the nozzle by a thermo-
couple. Downstream distance from the injector was converted into time with the
help of the space evolution of the droplet velocity. Droplets were injected into a
quiescent atmosphere at room temperature. Droplet temperatures were measured
using the technique described in [49] [55]. The input parameters for the models were
the initial droplet temperature (assuming that this temperature is homogeneous),
ambient gas temperature (assuming that this temperature remains constant during
the experiment), the distance parameter (ratio of the distances between droplets
and their diameters) and the droplet velocities. Our analysis is focused on pure

acetone, ethanol and various mixtures of acetone and ethanol droplets.

Substance Approximation of Ugyep in m/s (¢ is in ms)
100% acetone 12.81 — 0.316 ¢
100% ethanol 12.30 — 0.344 ¢
25% ethanol + 75% acetone 12.75 — 0.370 ¢
50% ethanol + 50% acetone 12.71 — 0.448 ¢
75% ethanol + 25% acetone 12.28 — 0.306 ¢

Table 4.1: Approximations of acetone, ethanol and their mixtures’ droplet velocities.

The measured time evolution of the droplet velocities in the axial direction was
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shown to be close to a linear function. The relevant approximations of the experi-

mental results are summarised in Table [4.1] (reproduced from [3§]).

Substance Droplet temp. | Diameter | Gas temp. | Dist. parameter
100% acetone 35.1°C 143.4pym | 21.5°C 7.7
100% ethanol 38.0°C 140.8 um | 22.0°C 7.1
25% ethanol + 75% acetone 32.5°C 133.8 um | 21.1°C 8.7
50% ethanol + 50% acetone 37.5°C 142.7 ym | 20.8°C 7.53
75% ethanol + 25% acetone 38.6°C 137.1 pm | 21.6°C 7.53

Table 4.2: The measured initial values of droplet temperature, diameter, ambient

gas temperature and distance parameter for the same cases as in Table [4.1]

The measured initial values of droplet temperature, diameter, ambient gas tem-
perature and distance parameter C' (ratio of the distance between droplets to their
diameters) for the same cases as in Table are shown in Table Gas tempe-
rature was constant during the measurements. The changes in C' from the previous

to the current time step were taken into account based on the following equation:

Udro R

P, new d, old

C1new - C’old s (457)
Udrop7old Rd, new

where subscripts new and gq refer to the values of variables at the previous time step
and one time step behind respectively. In this case the values of R4 qq and Rg new
are known at the current time step.

The plots of time evolutions of the temperatures at the centre and the surface
of the droplets and the average droplet temperatures, predicted by the models not
taking into account the effect of the moving boundary and taking into account
this effect for both temperature and species diffusion for the 25% ethanol — 75%
acetone and 50% ethanol — 50% acetone mixture droplets, are shown in Fig. [4£.5]
As can be seen from this figure, the effect of the moving boundary on the predicted
temperatures can be safely ignored in the analysis of experimental data described
earlier. The same conclusion can be drawn for the case of the 75% ethanol — 25%

acetone mixture droplets (figure is not shown).
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Figure 4.5: The time evolution of droplet surface, average and centre temperatures
(T, Ty and T,), predicted by the one-way Solution A for the non-ideal model, taking
and not taking into account the effects of the moving boundary during individual
time steps (moving and stationary boundaries) on the solutions to both heat transfer
and species diffusion equations for the 25% ethanol — 75% acetone mixture droplets
with the values of the initial parameters, droplet velocity and gas temperature given
in Tables and (a); the same as (a) but for the 50% ethanol — 50% acetone
mixture droplets (b).
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Figure 4.6: The time evolution of droplet surface temperatures (75) and radius (Ry),
predicted by the one-way Solution A for the non-ideal model, taking and not taking
into account the effects of the moving boundary during individual time steps on
the solutions to the heat transfer equation only, species diffusion equation only and
both heat transfer and species diffusion equations for the 50% ethanol — 50% acetone
mixture droplets with the values of the initial parameters, and gas temperature given

in Table , assuming that the droplet velocity is constant and equal to 12.71 m/s.

In Fig. [4.5 a hypothetical case is shown when the 50% ethanol — 50% acetone
mixture droplets are cooled down or heated and evaporated until complete evapora-
tion takes place. Both plots for the droplet surface temperature and droplet radius
are shown. The same values as shown in Table for the initial droplet tempera-
ture, diameter, distance parameter and gas temperature are used, but in contrast to
the case shown in Table[4.]] it is assumed that the droplet velocity remains constant
and equal to 12.71 m/s. The cases of the stationary boundary during individual time
steps, the cases when the effects of the moving boundary are taken into account for
the heat transfer and species diffusion equations separately during individual time
steps, and the case when these effects are taken into account simultaneously for heat
transfer and species diffusion are shown.

As can be seen from this figure, the plots taking into account the effects of
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the moving boundary on the heat transfer equation only, and ignoring this effect
altogether practically coincide. That means that this effect can be safely ignored
for this case. Also, the plots taking into account the effects of the moving boundary
on the solution to the species diffusion equation, and taking it into account for both
solutions to the heat transfer and species diffusion equations practically coincide, but
the difference between both these curves and the ones ignoring this effect altogether
can be clearly seen after about 0.1 s. The effect of the moving boundary is a reduction
of the predicted droplet surface temperature between about 0.1 to 0.6 s. During this
period the droplet surface temperature is below the ambient gas temperature. Hence
the reduction of the droplet surface temperature is expected to increase the heat
flux from the ambient gas to the droplets, leading to the acceleration of droplet
evaporation. This agrees with the predicted time evolution of the droplet radius,
taking and not taking into account the effect of the moving boundary, shown in Fig.

4.0l

In Fig. the case similar to the one shown in Fig.[4.6] but for gas temperature
equal to 1000 K, is shown. In this case, droplet surface temperature increases during
the whole period of droplet heating and evaporation, in contrast to the case shown
in Fig. 4.6l As one can see from Fig. [£.7 the plots taking into account the effects
of the moving boundary on the solution to the heat transfer equation, and ignoring
this effect altogether practically coincide, as in the case shown in Fig. [£.7 Also,
similarly to the case shown in Fig. [£.6] the plots taking into account the effects of
the moving boundary on the solution to the species diffusion equations, and taking
it into account for both heat transfer and species diffusion equations practically
coincide, but the difference between both these curves and the ones ignoring this
effect altogether can be clearly seen after about 5 ms. This difference between the
plots is much more visible than in the case shown in Fig. [£.6] As in the case shown
in Fig. [4.6] the effect of the moving boundary is to reduce the predicted droplet
surface temperature leading to the increase of the heat flux from the ambient gas to
the droplets and acceleration of droplet evaporation. This agrees with the predicted
time evolution of droplet radius, taking and not taking into account the effect of the

moving boundary, shown in Fig. [1.7]
The plots of time evolution of the surface mass fraction of ethanol Y ¢ for the
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Figure 4.7: The same as Fig. but for the gas temperature equal to 1000 K.

same case as shown in Fig. [4.7] are shown in Fig. Similarly to the case shown
in Fig. 4.7 the main effect of the moving boundary on the solution to the species
diffusion equation is its influence on the values of Y} . This effect leads to visible
reductions of the values of Yj ¢¢n until the complete evaporation of the droplet takes

place.

4.5 Conclusions of Chapter

Two new solutions to the equation, describing the diffusion of species during multi-
component droplet evaporation, are suggested. The first solution is the explicit
analytical solution to this equation, while the second one reduces the solution of
the differential transient species diffusion equation to the solution of the Volterra
integral equation of the second kind. Both solutions take into account the effect of
the reduction of the droplet radius due to evaporation, assuming that this radius is
a linear function of time. These solutions can be considered as the generalisations
of the solutions earlier reported in [38, [50]. The analytical solution is presented in
the case when parameter hy can be assumed to be constant (less than —1) during

the time step. These solutions are complementary to the ones suggested earlier in
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Figure 4.8: The same as Fig. but for the mass fraction of ethanol at the surface
of the droplet.

Chapter [2, which took into account the effect of the moving boundary due to droplet

evaporation on the distribution of temperature inside the droplet.

The analytical solution has been incorporated into a zero dimensional CFD code
and applied to the analysis of bi-component droplet heating and evaporation. The
case of initial 50% ethanol — 50% acetone mixture and droplets with initial diameter
equal to 142.7 um, as in our earlier paper [38], has been considered. Effects of
droplets on gas have been ignored at this stage and droplet velocity has been assumed
to be constant and equal to 12.71 m/s. To separate the effect of the moving boundary
on the species diffusion equation from similar effects on the heat conduction equation
inside droplets, described in previous two Chapters, a rather artificial assumption
that the droplet temperature is homogeneous and fixed has been made.

It has been pointed out that the moving boundary slows down the increase in
the mass fraction of ethanol (the less volatile substance in the mixture) during the
evaporation process and leads to the acceleration of droplet evaporation.

It is pointed out that for the conditions of the experiment described briefly earlier,
the predictions of the models, taking and not taking into account the effects of the

moving boundary during the time step on the solutions to the heat transfer and
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species diffusion equations, are very close. The deviation between the predictions
of these models can be ignored in this case. At the same time, the difference in the
predictions of these models needs to be taken into account when the whole period of
droplet evaporation up to the complete evaporation of droplets is considered. The
effect of the moving boundary is shown to be much stronger for the solution to
the species diffusion equation than for the solution to the heat conduction equation

inside droplets.
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Chapter 5

Transient heating of a
semitransparent spherical body
immersed into a gas with
inhomogeneous temperature

distribution

5.1 Introduction of Chapter

The main objective of this Chapter is to generalise the model described in [52] to the
case when the initial gas temperature is not homogeneous in the vicinity of droplets.
This new generalised model can be applied to any problem of body heating/cooling
when this body is immersed into an ambient gas with temperature varying with

time (but constant during the time step).

Basic equations and approximations of the model are described in Section [5] 2.
The new analytical solution to the heat conduction equation in the body and sur-
rounding gas is presented in Section [5|3. This solution is analysed in Section [54,

and the main results of the Chapter are summarised in Section [5] 5.
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Figure 5.1: A schematic presentation of a spherical body of radius R, immersed in

the center of a gaseous sphere of radius R,.
5.2 Basic equations and assumptions

As in [52], let us assume that a spherical body of radius R, and initial temperature
Tyo(R) is immersed in the center of a gaseous sphere of radius R, at temperature

T,

w0(R), as schematically shown in Fig. [5.1 The outer surface temperature of the

gaseous sphere remains constant and equal to T,o(R,). R, is greater than R, but
finite.

The variation of the temperatures in the gas-body domain is described by the
heat conduction equation in the form [105] [106]:

oT ( 0*T 20T

where

Ky = ky/(copp)  when R < R,
K= (5.2)
kg = ky/(cpgpy) when Ry, < R<R,,

T(R,) = T,(R,) =const.

Equation (5.1]) is identical to Equation (2.1). In contrast to Equation ({2.1),
however, x in Equation ([5.1]) is not constant and the latter Equation refers to both
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liquid and gas. Equation is the same as used in [52] except that T, is not
constant but depends on R in the range R, < R < R,;. The model for the radiation
term P(t, R) is the same as used in [52].

As in [52], Equation (5.1)) needs to be solved subject to initial and boundary

conditions:
Tb(](R) when R S Rb
Ty = (5.3)
T,o(R) when R, < R<R,,
oT oT
Tlpop- = Tlppr ko35 =k 35 ) TlR:Rg = Ty(Ry). (5.4)
b b OR R-n; OR ARy

The physical meaning of the value of R, — R} can be interpreted in terms of the
so called ‘film’ theory [44]. The key concept of this theory is thermal film thickness
or, the expression for which is derived from the requirement that the rate of a
purely molecular transport by thermal conduction through the film must be equal
to the actual intensity of the convective heat transfer between the body surface and
the external flow. For the case of heat conduction at the surface of a sphere this
requirement can be written as [I31]:

¢, = 7kgmj;2 = hAT, (5.5)

Ry = mvbmg
where ¢, = |¢s|/(4TR?) is the value of the heat flux at the surface of the droplet,
AT =T, —Ti, index ( here indicates that the effects of the Stefan flow are not taken
into account (no evaporation), h is the convection heat transfer coefficient. From

Equation ({5.5)) it follows that

2R,

— 5.6

oo =

where Nug is the Nusselt number of the non-evaporating body.
The value of R, — R, in our model is identified with d7¢. Following [44], Nuy is
estimated as

Nug =1+ (1 + RePr)"* max [1, Re"™], (5.7)

where Re and Pr are Reynolds and Prandtl numbers respectively.
If we impose an additional requirement that the initial heat rate inside the ‘film’
does not depend on R, we get the following equation for T,,(R)
Arky (Tgo(Ry) — Tho) _ Amky (jlgﬂ(R) — TbO)‘

1 1

(5.8)

1 1
R, Ry Ry R
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The introduction of non-zero Re affects our earlier assumption about the sphe-
rical symmetry of the problem and h = k,/R;. This can be overcome if we replace
k, by

kg e = k,Nug/2

to satisfy Equation . If the body is liquid then k;, would need to be replaced by
the effective liquid thermal conductivity, following the effective thermal conductivity
model [44]. These effects are not considered in this Chapter.

Note that the ‘film theory” based on Equations — was developed under
the assumption that droplet heating is quasi-steady. This obviously contradicts
the unsteady formulation of the problem —. This contradiction, however,
seems to be unavoidable, as the value of Ry — Ry, in our model needs to be imposed
‘externally’ as an input parameter. In our previous paper [52], we considered a range
of values of R, — R, without any attempt to link them with the underlying physics

of the phenomenon.

5.3 The analytical solution

The solution to Equation subject to initial and boundary conditions —
in the limiting case of R, — oo, Ty = const, Tyo(R) = const and in the absence
of radiation was reported in [67]. In [52] an alternative form of this solution was
found, based on the assumption that R, is finite, Ty, depends on R and taking
into account the contribution of thermal radiation. In this Chapter the model is
further generalised to take into account the dependence of Ty, on R in the range
R, < R < R,. This leads us to the following expression for T'(R,t) (see Appendix
7):

1 & 1 Ry
T(R,t) = Tgo(Rg)‘f'E > [GXP (—/\it) TonlP </0 (—=(Tyo(Ry) — Tho(R)) Rup(R)cpppd R
n=1 n
R, t )
+ R <_(Tg0<Rg) - TgO(R))RUn(R)Cpgpng> +/0 e€xp (_>\n (t - T)) pn(T)dT] Un(R>7
(5.9)
where
Sin(AnapR). hen R< R
Un(R) _ sin(AnapRy) when b (510)

sin(Anag(R—Ry))
SOy When Ry < R < Ry,
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copu L CpgPy(Ry — Ry) _ ky — kg
2sin?(\,apRy)  2sin®(M\,ay(Ry — Ry))  2RpA2

[lon|* =

R
Copy / " RP(t, R)un(R)dR.

nt —
Pull) = Tl o

A countable set of positive eigenvalues )\, is found from the solution to the equation:

ky — k
v kvcopp cot(AapRy) — 1/ kgCpgpg cot(Aay(Ry — Ry)) = %) g (5.11)

These are arranged in ascending order 0 < A; < Ay < ... ap = /%2, a, = \ ke
g

Having introduced new dimensionless variables:

- T(Rt) ~ TwR) - TeR) R R,
T = , T, = s T, = —— y =75 Tg= 5
TgO (Rg ) ’ TgO (Rg ) ! TgO (Rg ) Rb 7 Rb

and ignoring the contribution of thermal radiation, Equation (5.9) can be simplified

to
0 1 L i
N Z [ ( ) IERIE (/0 (—(1 = Tp)rv, (Rpr)cpppdr
/ rvn(RbT)cpgpgdr>] Un(Ryr), (5.12)
If Tyo(R) = Tyo(R,) =const and Ty does not depend on R then Equation (5.9)

can be simplified to

T(R,t) =Ty + ]1% i [exp (—)\it) (Tyo —)\jz‘;(;l\|/|2kbcwb {Rb cot(NapRy) — naJ
+ / exp ( t—T))pn(T)dT} va(R). (5.13)

This solution was studied in detail in the previous paper [52].

5.4 Analysis

Let us consider typical values of parameters for the case when Diesel fuel droplets
with an initial temperature of 300 K are injected into a gas at temperature 900 K

and pressure 30 atm (situation typical for Diesel engines [42]):
pp =600 kg/m*® k, =0.145 W/(mK) ¢, =2830 J/(kgK)

py =238 kg/m® k,=0.061 W/(mK) c,, =1120 J/(kgK).
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This leads us to the following estimates of thermal diffusivities of the body and gas

as defined by Equation (5.2):
Kp =854 x 107° m?/s; K, =2.29 x 107° m?/s.

Note that we took gas temperature slightly higher than the one used in [52],
where it was assumed that Tjo(R,) = 800 K. The values of transport coefficients for
gas were taken to be the same as in [42] 52]. The difference of the values of these
coefficients for these two temperatures were ignored as in [52].

We assume that the droplets can be treated as a body the temperature of which
is initially homogeneous, while To(R,) = 900 K and R, = 10 pum. Pr is assumed to
be equal to 0.7 and two values of Re are considered: 1 and 5. Remembering ,

this leads to the following values of Ry:
Rgl = 3.301 Rb and Rgg =11.337 Rb.

Two cases of the initial distribution of gas temperature in the range R, < R < R,
are considered. Firstly, we assume that T,(R) satisfies Equation ([5.8]), which leads

to the following expression:

1 1
Tyo(R) = Tio + [Tyo(Ry) — Tho] T—1- (5.14)
Ry R

g
Secondly we assume that

Too(R) = Tyo(Ry). (5.15)

The latter case is identical to the one considered in [52].

The analysis of the effects of thermal radiation would lead to the results identical
to the ones reported in [52]. This will not be considered in this work.

The analysis will be focused on the dimensionless time (Fourier number), distance

and temperature defined as:
Fo = trg/Ry, 1 =R/Ry T = (Tyo(Ry) = Tis)(R, 1))/ (Tyo(Ry) — To)-

The calculations were performed using the package Wolfram Mathematica v 6.0
on a one 3.0 GHz Kernel. 100 terms of the series were taken.
Plots of 7' versus r for R, = 3.301 R;, and four Fo are shown in Fig. . The plots

are shown for both initial distributions of gas temperature in R, < R < R, defined
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Figure 5.2: The plots of T = (T,o(R,) — T(R,1))/(Tyo(R,) — Tho) versus r = R/ Ry,
for r, = R,/ R, = 3.301 and four Fo (indicated near the curves). Solid curves refer
to the initial distribution ([5.15]), while dashed curves refer to the initial distribution

(5.14). The thickness of the curves is inversely proportionate to Fo.

by Expressions and . As follows from this figure, for Fo = 0.1 most
of the interior of the body is not affected by high gas temperature for both initial
distributions of Tyo(R), but the body temperatures near the surface are affected
stronger by gas for distribution , compared with distribution . The
difference in gas temperatures (r > 1) for these initial distributions of Tyo(R) is
clearly visible as expected. For Fo = 1 and Fo = 10 a more rapid heating of
the body for distribution ([5.15)), compared with distribution (5.14]), is seen much
more clearly compared with the case Fo = 0.1. Gas temperatures, predicted by
both distributions, in these cases are much closer compared with the case Fo =
0.1. For Fo = 100, for both initial temperature distributions, both body and gas

temperatures become very close to T,(R,).

The plots, similar to those shown in Fig.[5.2|but for R, = 11.337 Ry, are presented
in Fig. .3l Comparing Figs. and [5.3 one can see that the trends of the curves
in both figures are essentially the same, although the difference in the body heat-up
for Fo = 1 and Fo = 10, predicted for distributions and , is more clearly
visible in Fig. than in Fig. 5.2
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Figure 5.3: The same as Fig. [5.2] but for r, = 11.337.

The plots of T, versus Fo for R, = 3301 Ry, R, = 11.337 R, and both initial
distributions of T,(R) are shown in Fig. . As follows from this figure, the body
surface is always heated quicker for distribution compared with distribution
(5.14) as expected. Also, the body is heated quicker for R, = 3.301 R, than for
R, = 11.337 R,. All these results are consistent with those shown in Figs. and
B3l

Ignoring the effects of the body movement, we can estimate the heat flux arriving

at its surface as

" 8T aT
q =k, — =ky — . (5.16)
?OR R=R,+0 OR R=R,—0
On the other hand, from the Newton’s law follows that
q}if =h (TgO(RQ) - Ts) ) (517)

where h = %gb for a spherically symmetric process. In the steady state limit, ¢° = ¢y

However. in the general transient case, they are linked by the equation

g = qu,, (5.18)
where
or oT
NS Y LS L TS Y (5.19)
%; (TgO(Rg) - TS) TQO(RQ) - T
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Figure 5.4: The plots of Ty, = (T,0(R,) — Tu(R,1))/(Tyo(Ry) — To) versus Fo for
ry = 3.301 and distribution (5.15) (solid), 7, = 11.337 and distribution
(dashed-dotted), r, = 3.301 and distribution ((5.14) (thick dashed), r, = 11.337
and distribution (5.14) (thin dashed).

If the Newton’s law is valid then y = 1. As shown in [52] for the special case of
a body immersed into a homogeneous gas, this is not valid in the general transient

case.

The plots of x versus Fo for various r, = R,/Rs, and both initial distributions
of Tyo(R) are shown in Fig. [5.5, The solid plots referring to distribution
are identical to those presented in [52]. The solid plot referring to R, = 50R;, is
practically indistinguishable from the one which follows from the analysis by Cooper
[67], obtained in the limit R, = oo using the approach totally different from ours.

This coincidence confirms the validity of both approaches.

The dashed curves, obtained for the initial distribution ([5.15]), coincide with the
solid curves referring to distribution (5.14)) in the limit of large Fo. For small Fo

the deviations between the curves corresponding to distributions (5.14]) and (5.15)) is

clearly seen. For distribution ((5.15]), x rapidly increases with decreasing Fo (y — oo
when Fo — 0). For distribution ([5.14)), x approaches the finite values when Fo — 0,

being always less than predicted for distribution (5.15]). The values of y in the limit
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Figure 5.5: The plots of x versus Fo for four r, (indicated near the curves). Solid
curves refer to the initial distribution ([5.15]). while dashed curves refer to the initial

distribution ([5.14)).
Fo — 0 can be estimated analytically from (5.15)) and (5.18) as

R,

- . 5.20
7 (5.20)

X:

Note that the values of x for Fo = 0.1, can differ by up to about 8% from those
predicted by (although the values of temperature were calculated with errors
less than about 0.5%). This is related to very slow convergence of the corresponding
series in for the derivative of the temperature in the vicinity of the droplet

surface (up to 3000 terms in this series were taken).

5.5 Conclusions of Chapter

The problem of heating of a body immersed into gas with inhomogeneous tempera-
ture distribution is solved analytically assuming that at a certain distance R, — Ry
from the body gas temperature remains constant. This problem is the generalisation
of the problem solved earlier when gas, into which the body is immersed, is assumed
to be initially homogeneous. This solution is applied to the case when the distribu-

tion of gas temperature is chosen such that heat flux in gas initially does not depend
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on the distance from the body surface, if this distance is less than R, — R;. The
solution is applied to modelling body heating in conditions close to those observed
in Diesel engines.

It is pointed out that inhomogeneous gas temperature distribution leads to slo-
wing down of body heating compared with the case when the body is immersed
into a homogeneous gas. In the long time limit, the distribution of temperature
in the body and gas practically does not depend on the initial distribution of gas
temperature.

The study of the correction of the convective heat transfer coefficient for the case
of body immersion in gas with homogeneous temperature distribution confirmed the
results earlier reported in [52]. For small Fo, this correction does not depend on the
size of the gas domain, and reaches about 2.8 at Fo= 0.1. For Fo> 1 this correction
becomes sensitive to the size of the domain. For large domains it has been shown to
be the same as follows from the earlier model suggested in [67] for an infinitely large
domain occupied by the gas. The values of this correction to Newton’s law vary from
about 0.1 (large domain occupied by gas and Fo= 500) to 2.8 at Fo= 0.1. In the
case of body immersion into an inhomogeneous gas, for large times this correction
is essentially the same as predicted by the model described in [52]. For short times,
this correction approaches finite values, well below those predicted in [52]. For large
gas domains these values are close to 1. These results essentially confirm the main
conclusion of [52] that ignoring these corrections is expected to lead to unacceptably

large errors in computations.
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Chapter 6

Conclusions

New solutions to the heat conduction equation, describing transient heating of an
evaporating droplet, are suggested. These solutions take into account the effect of
the reduction of the droplet radius due to evaporation, assuming that this radius is
a linear function of time. The latter assumption does not allow us to apply these
solutions to describe the whole process, from the start of evaporation, until the
moment in time when the droplet completely evaporates. However, these solutions
are expected to be used to describe droplet heating and evaporation over a small time
step when other parameters, except droplet radius and temperature, can be assumed
constant. In this case they can be considered as generalisations of the approach
currently used in all research and commercial computational fluid dynamics (CFD)
codes known to us (KIVA, FLUENT, PHOENICS etc.), in which it is assumed that

droplet radius is constant during the time step.

The analytical solution has been incorporated into the zero dimensional CFD
code and applied to the analysis of Diesel fuel droplet heating and evaporation in
typical engine conditions. Effects of droplets on gas have been ignored at this stage.
The results have been compared with those which follow from the conventional
(traditional) approach to modelling droplet heating and evaporation, based on the
assumption that the droplet radius is constant over the time step (but changes from
one time step to another). It has been pointed out that the new approach leads to
the prediction of lower droplet temperatures and longer evaporation times than the

traditional method.

Larger time steps can be used in the case of the new approach compared with
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the conventional one to achieve the same accuracy of calculation.

The boundary immobilization method was considered, in tandem with the Keller
box finite-difference scheme, for the accurate numerical solution of the transient heat
conduction equation inside droplets. This numerical solution was found to agree well
with that obtained based on the above mentioned approach. This suggests that both

approaches are likely to be correct.

Two new solutions to the heat conduction equation are suggested, assuming
that the time evolution of droplet radius is known. The initial droplet temperature
is assumed to be constant or allowed to change with the distance from the droplet
centre. The results turned out to be the simplest in the first case and the main focus
of our analysis has been upon these. Since Ry(t) depends on the time evolution of
the droplet temperature, an iterative process is required. Firstly, the time evolution
of Ry4(t) is obtained using the conventional approach, when it remains constant
during the time step, but changes from one time step to another. The droplet
surface temperature in this case is obtained from the analytical solution to the heat
conduction equation inside the droplet. It is assumed that this droplet is heated by
convection from the ambient gas, and its radius remains constant during the time
step. Then these values of R4(t) are used in the new solutions to obtain updated
values of time evolution of the distribution of temperatures inside the droplet and on
its surface. These new values of droplet temperature are used to update the function
R,(t). This process continues until convergence is achieved, which typically takes
place after about 15 iterations. The results of the calculations of droplet surface
temperature, using this approach, are compared with the results obtained using the
previously suggested approach when the droplet radius was assumed to be a linear
function of time during individual time steps for typical Diesel engine-like conditions.
For sufficiently small time steps the time evolutions of droplet surface temperatures
and radii, predicted by both approaches coincide as expected. Similarly to the case
when droplet radius is assumed to be a linear function of time during the time step,
the new solution predicts lower droplet temperatures and slower evaporation when

the effects of the reduction of R, are taken into account.

It is shown that in the case of constant droplet initial temperature, models both

taking and not taking into account the changes in initial droplet temperature with
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the distance from the droplet centre, predict the same results. This suggests that
both models are likely to be correct. It is shown that the temperatures predicted
by the models based on the assumption of constant initial droplet temperature, and
the one taking into account the increase in this temperature with the distance from

the droplet centre, tend to converge with time.

Two new solutions to the equation, describing the diffusion of species during
multi-component droplet evaporation, are suggested. Both solutions take into ac-
count the effect of the reduction of the droplet radius due to evaporation, assuming
that this radius is a linear function of time. The first solution is the explicit analytical
solution to this equation, while the second one reduces the solution of the differential
transient species diffusion equation to the solution of the Volterra integral equation
of the second kind. These solutions can be considered as the generalisations of the
solutions earlier reported in [38, 50]. These solutions are complementary to the ones
suggested earlier, which took into account the effect of the moving boundary due to

droplet evaporation on the distribution of temperature inside the droplet.

The analytical solution has been incorporated into a zero dimensional CFD code
and applied to the analysis of bi-component droplet heating and evaporation. To
separate the effect of the moving boundary on the species diffusion equation from
similar effects on the heat conduction equation inside droplets, described in previous
two chapters, a rather artificial assumption that the droplet temperature is homoge-
neous and fixed has been made. It has been pointed out that the moving boundary
slows down the increase in the mass fraction of ethanol (the less volatile substance in
the mixture) during the evaporation process and leads to the acceleration of droplet

evaporation.

It is pointed out that for the conditions of the experiment described in [38],
the predictions of the models, taking and not taking into account the effects of the
moving boundary during the time step on the solutions to the heat transfer and
species diffusion equations, are very close. The deviation between the predictions
of these models can be ignored in this case. At the same time, the difference in the
predictions of these models needs to be taken into account when the whole period of
droplet evaporation up to the complete evaporation of droplets is considered. The

effect of the moving boundary is shown to be much stronger for the solution to
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the species diffusion equation than for the solution to the heat conduction equation
inside droplets.

The problem of heating of a body immersed into gas with inhomogeneous tempe-
rature distribution is solved analytically assuming that at a certain distance R, — R,
from the body gas temperature remains constant. This problem is the generalisation
of the problem solved earlier when gas, into which the body is immersed, is assumed
to be initially homogeneous. This solution is applied to the case when the distribu-
tion of gas temperature is chosen such that heat flux in gas initially does not depend
on the distance from the body surface, if this distance is less than R, — R,. The
solution is applied to modelling body heating in conditions close to those observed
in Diesel engines.

It is pointed out that inhomogeneous gas temperature distribution leads to slo-
wing down of body heating compared with the case when the body is immersed
into a homogeneous gas. In the long time limit, the distribution of temperature
in the body and gas practically does not depend on the initial distribution of gas
temperature. The study of the correction of the convective heat transfer coefficient
for the case of body immersion in gas with homogeneous temperature distribution
confirmed the results earlier reported in [52]. For small Fo, this correction does not
depend on the size of the gas domain, and reaches about 2.8 at Fo= 0.1. For Fo> 1
this correction becomes sensitive to the size of the domain. For large domains it has
been shown to be the same as follows from the earlier model suggested in [67] for an
infinitely large domain occupied by the gas. The values of this correction to New-
ton’s law vary from about 0.1 (large domain occupied by gas and Fo= 500) to 2.8 at
Fo= 0.1. In the case of body immersion into an inhomogeneous gas, for large times
this correction is essentially the same as predicted by the model described in [52].
For short times, this correction approaches finite values, well below those predicted
in [52]. For large gas domains these values are close to 1. These results essentially
confirm the main conclusion of [52] that ignoring these corrections is expected to

lead to unacceptably large errors in computations.
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Appendices

Appendix 1

Convergence of the Series in G (t, 7,¢) and Estimate of G (¢, 7,¢)

att—7—0

Let us assume that

0<7r<t<t.=—-1/c

and introduce the new function:

1 1 1 t—1
t,7)=— — = . All
1= i (m ~ 7)) = R (A1)
In the case of a time step, t. needs to be replaced by At. As it was done earlier, to

simplify the notation it is assumed that ¢, (the start of the time step) is equal to

zero. This comment and assumption apply to both Appendices 1 and 2. Note that

flt,7) = t];?; (A12)
since v < 0 and Ry(t) < Ryp.
It follows from ([2.31)) and the estimate )\, > n for n > 1 that || v, |[*> 1/4 for
n > 1. Therefore:

|| Un H2Z Co, n Z 1; (A]_S)
where ¢y = min {|| v, ||?,1/4} is a positive constant.
Condition (A12) allows us to make the following estimate:

t—rT1

2
RdO

exp {—FLAif(t,T)} < exp [—mﬁ ] , n>1, (A14)

where we took into account that A, > n for n > 1 (see Equation (17) in [I5]).

Using (A14) one can conclude that the series in Gy(t, 7, &) converges absolutely and
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uniformly to the continuous function for (¢ — 7,€) € [0, —1/«) x [0, 1] for any small

6 > 0 since:

t— J
exp [—mﬁ RQT] < exp [—KanRQ] , sinA\¢] < 1. (A15)
do do

Indeed, each term with n > 1 in the series in Gy(t, 7, &) for (t—7,¢) € [J, —1/a) %[0, 1]

can be majorized by the corresponding term of the convergent number series

5 >
-1 2
kcy  exp | —kn"——| .
" ( Riy

Now we estimate G1(t,7,¢) for small ¢t — 7 > 0. Inequalities (A13) and (Al4)

allow us to write:

Gi(t, 7, 6)| < ' {1 +3 e [—Wf(tﬂ]}

n=2

< caln{1+ iexp {—ﬁnQ(t—T)/Rgo]} =Gt —7). (A16)

n=2
The sum >°°, exp [—kn®(t — 7)/R3,] can be considered as a sum of areas of
polygons of unit width placed under the curve exp [—rky*(t — 7)/R%,]. This sum is

less than the area under this curve. Hence,

iexp [—ﬁnQ(t _ T)/R?zo] < /loo exp [—/iy2(t — T)/R?IO} dy

< /OOO exp [—/in(t — T)/Rgo] dy = \/% /OOO exp {—22} dz

Rao\/T
= (A17)
2\/k(t—T)

Having substituted (A17) into (A16) we obtain:

1G1(t,7,6)| < Gt —7) < ok

1+ W] <EVE-T, (A18)

K(t—T)
t—T1 - (O,too],

for any small fixed to9 € (0, —1/c). The new constant ¢ depends on tgy. Inequality

(A18) holds uniformly for £ € [0, 1].

108



Appendix 2

Numerical solution of Equation ([2.51))

Let ¢(t) = W(t, 1) and rewrite Equation (2.51)) as:
¢
V() = V(D) = [ no(r) = () Glt, 7. ar. (A21)
We look for the solution of Equation (A21) for t € [0,#], where ¢ is a constant,
t <t,. Let At = {/N and t, = nAt, where N is the total number of time steps,
n =0,1,....N is the number of the current time step. Note that ¢, = 0 and ¢ty = .
Discretisation of Equation (A21) gives:

Ulta) = Vi) =X [ Giolr) = @] Gl )7, (422

where n = 1,.....N. Note that ¢(ty) = 1(0) = V(0,1) = Wy(1) is a known constant.

The first (n — 1) integrals in this sum can be approximated as:

[ lo(r) = ma(r)(r)] Gt 1)

tj1

~ {po(75) = ha(7) [0 (t5) + (1)1 /2} G(tn, 75, 1AL, (A23)
where j = 1,2,..,n—1, 7, = t; — %At. Approximation (A23) is valid since all
functions in the integrand are continuous and we look for the solution in the class
of continuous functions.

In Approximation (A23) the known functions are taken at 7 = 7; (middle of the
range [t;_1,t;]), while the unknown functions are taken as the average of the values
at the end points ¢;_; and ¢;.

The last term in the sum in Equation (A22) requires special investigation since
the kernel G(t,, 7, 1) in the integrand becomes singular when 7 — ¢, — 0 (see Esti-
mate (A18)). All other functions in this integrand, including the unknown function

Y(t), are assumed continuous. Hence, we can write:

/ " o(7) = b (1) (7)] Gk, 7, 1)dr

tn—1

" d A
5 / G(tn, 7, 1)dr. (A24)

tn—1

~{ra(r) ()
In view of Series (2.53) we can write:

U(tn) + zb(tn_l)}

tn
/ G(t,, 7, 1)dr

tn—1
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e 5 A2 o1 kA2 (1 L\,
= —2K ex - T
212 ho+ 02, oy BT TP [aRg \Raltn)  Ra(7)

, i )\2 1 ,{)\7271 1 1 T=tn
= —ZK -
h3 + ho + A2, kA2, P aRg \ Rq(tn) Ra(T) ——
o) )\2 1 ,<(;>\2 1 1
Hmzzzl h3 + ho + A2, kA2, { P [@Rdo (Rd(tn) Rd(tnl)ﬂ }

> 1 —kA2 At
S N L § m
2R A;n { P le(t )Rd(tn_l)”
—KA2 At
+2 =g,
1+ ho Z n3+ ho +2, P [Rd( ) Ralt n_l)] g
If hyg = 0 then A, = m(m — (1/2)) in series (A25). The combination of Formulae
(A23) — (A25) allows us to present the discretised form of Equation (A21) (Equation

(A22)) as follows:

(A25)

Y(tn) = V(tn, 1) — {po(10) — ha(7) [ (tn) + ¥ (tn-1)] /2} gn

- Z {ro(75) — ha(m) [0(t5) + (t;1)] /2} G(tn, 75, 1) AL, (A26)

where n =1,2,...., N, and g, is given by Series (A25).
Equation (A26) can be rearranged to the form particularly convenient for the

numerical analysis:

¢(tn> =

= 0.5}1L1(Tn)gn {V(t”’ b= [MO(T") - W] o

- Z {ho(7j) = ha(75) [(t;) + (t;-1)] /23 G(tn, 75, 1)At} : (A27)

For n = 1 the sum in Formula (A27) is equal to zero and (ty) is a known
constant (see above). This allows us to calculate 1 (t;) explicitly using Formula
(A27). Once 9 (t1) has been calculated we can use Formula (A27) for calculation of
(ta) ete. At the nth step, Formula (A27) is used for calculation of 1 (t,) using the
values of ©(ty), ¥(t1), ... ¥(t,—1) calculated at the previous steps. At this step all
terms in the sum Z?;ll are already known.

Once we have obtained the numerical solution to the integral equation ([2.51))
we are in a position to calculate numerically function W (t,&) using its integral

representation ([2.49)), where:

fio(t) = po(t) — ha(t)(2).
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Using the same discretisation by ¢ and 7 as above, we can present the discretised

form of this representation as:

W(t, &) =V(t,€) — Z/t G(t,T,&)dr
v(i.g) - 3 Pl L) g ey - Foltma) +olta)
=1
< Y Gy, 7 )dr (A29)

Note that ty = £. If N = 1 then the sum in Equation (A29) is equal to zero. The
last integral in Equation (A29) is improper and needs to be calculated separately.
Remembering the definition of G(t,7,€), and almost repeating the derivation of

Equation (A25), we can write:

tn > h2 + X2 sin A, sin A€
t dr = —2 0_‘m L
/tNl G(tn,7,€)dr mZ::l hZ + ho + A2, 22,

X {1 — exp l AR AL ] }
Ra(tn)Ra(tn-1)
_ 4o i hZ + A2 sin A, sin A€ [ —KA2 At ]
1 + ho h3 + ho + A2, A2, Ra(tn)Ra(tn-1)
Having substituted the latter equation into (A29), and remembering the defini-

tion of jig(t;), we obtain the required value of W (%, ¢).

Appendix 3

Numerical solution of the integral Equation (3.10))

Remembering Equations (3.6)) and (3.8) we can rewrite Equation (3.10)) as:

t) + /Ot v(T) {\/%Q(tﬂ') + w(t, T)} dr = 2u(t), (A31)
where:
Qt,7) = \} {—2\1/%&(2 = fdm + \/EH(t)}
« oxcpy | Htalt) = (Ra(7))”
P [ dn(t — 1) ] ’ (432)
_ 1 1 Rat) + Ra(7)
Wit ) = Tt —7) {Qﬁ t— \/_H(t)}
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(Ra(t) + (Ra(7))?
Ak(t — 1) ’

Functions Q(¢,7) and w(t,7) are continuous for 7 € [0,¢]. Hence, the singularity

X exp |—

(A33)

1/+4/t — 7 of the kernel in Equation (A31) is presented in an explicit form.

We look for the solution of Equation (A31) for t € [0,#], where < t. is an
arbitrary, but fixed positive constant. Let At = /N and t,, = nAt, where N is the
total number of time steps, n = 0,1, .....N is the number of the current time step.
Note that ¢y = 0 and ¢y = #. Discretisation of Equation (A31) gives:

v(t,) + fjl /t t v(r) {% +w(ta, T)} dr = 201(t), (A34)

where n =0,1,.....N. Note that

v(to) = v(0) = 2410(0)

is the known constant derived in Appendix 5.

The first (n — 1) terms in the sum in Equation (A34) can be approximated as:

/tt u(7) {%"% +w(tn, T)} dr

~ I/(tj) + V(tj71> { Qty, Tj)
2 Vi —Tj

wherej = 1,2, ..n—1;7; = t;— %. This approximation is valid since all functions in

+ w(tn, Tj)} At, (A35)

the integrand are continuous, and we look for the solution in the class of continuous
functions (v(t) should be continuous for ¢ > 0). In this approximation the known
functions are taken at the points 7 = 7; (middle of the time interval [t;_1,%;]), while
the unknown function is taken as an arithmetic mean of its values at the times t;_,
and ¢;.

The last term in the sum in Equation (A34) has an integrable singularity 1/y/t — 7
when 7 — t—0 (recall that functions Q(¢, 7) and w(t, 7) are continuous for 7 € [0, t]).

This allows us to approximate this term as:

/t:: v(T) {Q—l(f:m_Ti + w(tn, T)} dr
tn dr

— tw
tno1 \tn — T (

20t 7o)y tn — tut + W(ta, T) M| = (U(tn) + V(tn-1)) g,
(A36)

~ v(tn) +2V(t”_1) [Q(tn,m)

tn, Tn)At]

v(ty) + v(th-1) {
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where
W(tn, T) At

Gn = QUtn, ) VAL + 5

Equations (A35) and (A36) allow us to rewrite Equation (A34) in the form:

v(t,) (14 gn) +v(tn_1)gn +
j=1

() +v(tj-1) { Q(tn, 75)

2 tn—Tj

+ w(tn, Tj)} At = 2p0(ts),
(A37)

where n = 1,2, ....N; Equation (A37) can be rewritten in an alternative form:

V(t) = vta)ge 1 f v(t;) + vitj-1)
" 1 + 9n 1 + dn j=1 2
Qtn, 75) 2p10(tn)
T 4t ) S At . A38
X{ tn—7j+w( T)} +1+9n (438)

Note that g, is a continuous function of At, and g, — 0 when At — +0. Hence,
1+ g, # 0 for a sufficiently small time step At. For n = 1 the sum in Equation
(A38) is equal to zero and v(tg) is a known constant (see above). This allows us
to calculate v(t;) in an explicit form from Equation (A38). As soon as the value of
v(ty) is found we can use Equation (A38) to find v(t3) etc. At the nth time step,
Equation (A38) is used for calculating v(t,), based on the values of v(ty), v(t1), ....
v(t,—1) calculated at the previous time steps. At this stage all terms in the sum
Z’j:ll are already known.

In the limiting case when R4(t) = R4(7) = Ry =const, functions Q(¢,7) and
w(t, T) are simplified to:

1

Qt,7) = ﬁ\/EH (1), (A39)

1 Ry

\/ﬂ'(t—T) {\/I{(t—T)

w(t,7) =

- \/EH(t)} exp [— i ] . (A310)

K(t—T)

Appendix 4

Numerical calculation of the improper integrals in Equations

(3.11) and (3.23)

The integrals in Equations (3.11]) and (3.23)) have the same type of integrable sin-
gularity as the integral in Equation (3.5). The following analysis will focus on the
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latter equation which will enable us to simplify the notation. Let us rewrite this

equation as:

o(RE) =3 / t W(1)G (7 R)dr, (A1)

where t = ty, t, = nAt, n = 0,1,2,...N, At = t/N. In all integrals we can
replace v(7) with the average values over the corresponding time interval (v(t;_1) +
v(t;))/2. Moreover, in all integrals, except the last one, we can replace G(t, 7, R)
with G(,7;, R), where 7; = (t;_1 + t;)/2. As a result, Equation (A41) can be

presented in a more explicit form:

o Nyt ti) - tn_ t N
v(R, ) =Y vl 1); d ])G(t,Tj,R)At+ vty 1); al N)/t G(i, 7, R)dr.
j=1 N—-1

(A42)

Firstly we assume that an a priori chosen R is not equal to Ry(f). In this case

G (f, 7, R), as defined by Equation , approaches 0, when 7 — ¢ — 0. Hence the
singularity in the integrand is not present and the last time step can be treated as

in all the previous time steps. This allows us to simplify Equation (A42) to:

N
- ti— t; ~
(R, t) =) 4G 1); u J>G(t, 7;, R)At. (A43)
=1
In the case when R = Ry(f) the first exponent in Equation (3.6) tends to 1 when

~1/2

7 — £—0. This leads to a singularity (£ —7) in the integrand in Equation (A42).

As a result, the integral in this equation can be presented as:

N VE (R — Ra(7n))?| [t~ dr
/tN1 G(t, v, R)dT = 2\/%{exp [— R4/<;(§— ™) ]‘/tNl \/%

(R + Rd(TN))Q] At }
4K(£_TN> \/tA—TN

_ \/\/QEW {\/5 exp [— (& _QSZ(ZN))Q] — exp [— (& deA(ZN»T } VAL (A44)

The latter equation allows us to simplify the equation for v(R, %) for R = Ry(f) to:

o(R.) = z::l V(tj—l); v(t))
(v(ty-1) + v(in))Ve (R — Ra(7n))?
221 {\@eXp [_ B ]

~exp [— (F+ Rd(TNW] } VAL (A45)

G(Z?, Tj, R)At

+

2k At
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Appendix 5

Derivation of the expression for (0)

Having substituted Equation (3.20)) into Equation (3.19) and integrating by parts

we obtain:

(t, R, ¢)

/ Regt oG
Ul R) oy =y (CTnl0)) =g a

R=Ry4(t) R=Ry(t)

= (Tl ) Galt Ralt): ey — [ 16l R Ol (T ke, (451)
where

Galt, B,) = = [Golt, R(1) =€) + Golt, R(1) + O]

e 5] (22

One can see that the first term on the right hand side of Equation (A51) ap-

proaches zero when t — +0 (there is no singularity at ¢ = 0) since Ry — Rgo > 0.

Hence, remembering Equation (3.16), we obtain

Ur(t, R)| — (CTw(C)); (A52)

R=R,4(t) ¢=Rqo

when ¢t — +0.

Following the same approach and remembering Equation (3.16)), we obtain:

Ul(t, R)|R:Rd(t) - (CTdo(O”g:Rdo = RaoTuo(Rao) (A53)

when ¢ — 4+0. Remembering Equations (A52) and (A53), we obtain Equation (3.22))
as a limiting case of Equation (3.18]) when ¢t — +0.

Appendix 6

Derivation of Equation (4.42

Remembering that Solution (4.41) is applied to a very short time step, changes of

to(7) in the integrand before the exponential term can be ignored. This allows us

to simplify (4.41)) to

_1 67L,0D 2
@n(t> = (n €XpP [_()lt)\n

RdORd(t) ‘| + an0<t>_
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futto(0) l(—l)é”’ODl)\i /Ot Rd(lT)QeXp [(—1)6"’0 SJZ%);Z (Rdl(t) N R;(ﬂ)] dr).
(A61)

po(7) in the integrand of (4.41) is taken at the beginning of the time step.

Remembering that
it

— dr
Rj(t)

d(Ra(r)™") =

we can rearrange the last term in (A61) to

n,0 2 t;ex — mODl)\’% 1 — 1 T =
(—1)° Dl/\”/o Ry(T)? p[( b’ aRq (Rd(t) Rd(T)ﬂd N

(—1)5"’OD1)\2 5 Dl)\2 1 /t :1 5 Dl)\2 1
AEe———— —1)mo0o T —1)%n0 n | _ dr =
R, P =D R Rat) ) | Jo Ry(r)2 P D™ R Ra) )|

(=1)%0D\2 s D2 1 aRg s DiIN2 1
A A _1 n,0 _1 n,0 _ _
7 P R \Fa®)] Comonoz \ P [T R \ T R

o (7))
ex —1)%n.0 LU
pl( S R \ " Raf0)

(o el 22 ety )~ e o)
(462)

When deriving (A62) we took into account ((2.8)).
Having substituted (A62) into (A61), we obtain (4.42)).

Appendix 7

Derivation of Formula (5.9

Introducing a new variable
u= (T —Ty(Ry)) R

we can simplify Equation ({5.1]) and initial and boundary conditions (5.3)) — (5.4) to:

ou 0%*u
— = K= Pt ATl
5 K8R2+R (t, R), (AT1)
il = ~ToR (A7)
Ulr=r, = Yr=pR> ko [RbuR - u} ‘R:Rb_ = ky [RbuR - u} ‘R:R; » UR=pR, = 0,
(AT3)
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where
Tyo(Ry) —Tyo(R) when R<R
Ty = Ty(R) = 90(Rg) — Tho(R) <R, '
Tg()(Rg) — Tgo(R) when Ry < R< Rg,
Conditions (A73) need to be amended by the boundary condition at R = 0. Since
T — Ty is finite at R = 0 then u|,_, = 0.

We look for the solution of Equation (A71) in the form:

u=">_ 0,(t)v.(R), (A74)
n=1
where functions v,(R) form the full set of non-trivial solutions of the eigenvalue
problem:
v 5,

subject to boundary conditions:

V| p_g = vlp_p, =0
U|R:Rb_ = U|R:R;j ) (AT6)

ky {va;% - v] ‘ =k, [va;% — v} ‘

_ Rt
=h, R=R,

where

o (AT7)
1/% =a, when R, <R <R,

Note that A has dimension 1/+/time. We look for the solution of Equation (A75)

1 { @ =, when R<R,

in the form:

Asin(AapR) when R < R,
v(R) = (AT78)
Bsin(Aay(R — R,)) when R, < R < R,.

Function (A78) satisfies boundary conditions (A76) at R = 0. Having substituted
function (A78) into boundary conditions (A76) at R = R, we obtain:

Asin(AayRy) = Bsin(Aay(Ry — Ry)), (A79)

Aky, [Rydap cos(AapRy) — sin(AapRy)| = Bky [RpAay cos(Aay(Ry — Ry)) — sin(Aay(Ry — Ry))] -

(A710)
Condition (A79) is satisfied when:
A = [sin(AapRy)] ™
sin(Aaf) . (AT11)
B = [sin(Aay(Ry — Rg))]_l
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Having substituted Equations (A711) into (A710) we obtain:
/{Zb [Rb)\ab COt(ACLbRb) - 1] = kig [Rb)\ag COt(ACLg(Rb - Rg)) - 1] . (A712)
Remembering the definitions of @, and a,, Equation (A712) can be simplified to:

I ky — k
k’bcbpb cot(/\abRb) - \/kgcpgpg COt()\CLg(Rb — Rg)> = Rb/\ g' (A713)

Equation (A713) allows us to find a countable set of positive eigenvalues A, which

can be arranged in ascending order 0 < A < Ay < ... Note that the negative
solutions —\,, also satisfy Equation (A713) as both sides of this equation are odd
functions of A. A = 0, however, does not satisfy this equation. Having substituted
these values of A, into Equation (A78) and remembering Equations (A711) we obtain

the expressions for eigenfunctions v,, in the form:

vp(R) = sin(AnayRs) when R < R,

sin(Anag(R—Ry)) )
m when Rb<R§RQ

(AT714)

It can be shown (see Appendix 8) that functions v,(R) are orthogonal with
weight

) kya? = cypy,  when R < Ry

kgaz = CpgPg When Ry <R <R,

This means that: 5% vy (R)vm(R)bAR = Spm||vn]|?, where

1 when n=m

Onim :
0 when n#m

The proof of completeness of this set of functions is much more complicated (it is
based on the methods of functional analysis and properties of Banach spaces [132]).
Implicitly, the fact that this set is complete, could be supported by the agreement
between our results in the limit R, = oo and T,y =const and those of Cooper [67].

The norm of v,, with weight b is calculated as:

Ry B [ sin(A,apR) 1 Ry [ sin(Apag(R — Ry)) 17
PR = [ 02dR = / S G IY) 1 dR g g dR
[[on] /0 “n o |sin(A,apRy) Coppiit R, |sin(A,aq(Ry — Ry)) “rals

CoPb [Rb B sin(2)\nabRb)]

B 2 Sin2<)\n(leb) 2)\nab
CogPg sin(2Anap(Ry — Ry))
R, — R
+2 sin®(\,ay(Ry — Ry)) [ g bt 2\na,
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_ copu Bty CpgPg(Ry — ) _ ky — kyg
2sin®(\,apRy)  2sin®(M\,ay(Ry — Ry))  2RpA2
When deriving Equation (A715) we took into account Equation (A713). Since all

(AT15)

functions v, satisfy boundary conditions (A76), function u defined by expression
(AT74) satisfies boundary conditions (A73). Let us expand RP(t, R) in a series over

RP(t,R) = ipn(t)vn(R), (A716)

where:
1

[|val [

Remembering that P(t, R) =0 at R > R, the latter formula can be simplified to:

pa(t) = /0 Y RP(t, Ry, (R)bdR.

palt) = 2 /O " RP(t, R)v,(R)dR.

a2

Having substituted Equations (A74) and (A716) into Equation (A71)) we obtain:
>0, (Ovn(R) = = > Ou(0)A20n(R) + Y pu(t)va(R). (AT17)
n=1 n=1 n=1

When deriving Equation (A717) we took into account that functions v, (R) satisfy
Equation (A75) for A = \,. Equation (A717) is satisfied if and only if:

0, (t) = —A20,(t) + pa(t). (AT18)
The initial condition for ©,(t) can be obtained after substituting Expression

(AT74) into initial condition (A72) for u:
> 0,(0)v,(R) = —THR. (AT19)
n=1

Remembering the orthogonality of v,, with the weight b, we obtain from Equation
(A719):
1

a2

— CoPy /RbT (R)Rsin(A\,a,R)AR
" |valPsin(A\ayRy) Jo ° n

0,,(0) /0 TR (R)bAR.

) b /RgTRR' Antty(R — Ry))dR
[|on||? sin(Apag(Ry — Ry)) /R, o(R)Rsin(A,a,( 2)

If T,0(R) = Tyo(R,) =const, and Tyo(R) =const, then

Tg()(Rg) — TbO(Rb) when R S Rb

To=To(R) = )
0 when R, < R < Ry,
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and the expression for ©,(0) can be further simplified to:

Tov/kvcypp 1
————— | Ry cot(A\,ap Rp) — .
Mlloal P [0t Annf) =20

(A720)
The solution of Equation (A718) subject to the initial condition (A720) can be

B coppr Lo
[[vn] % sin( A, ap Ry

0,(0) = )A&RQMM%RMR:

written as:

O,(t) = exp (—)\it) ©,(0) + /Ot exp (—)\i (t — 7')) pn(7)dT. (AT21)

Equation (5.9)) follows from the definition of u and Equations (A74) and (A721).

Appendix 8

Proof of orthogonality of v,(R) with the weight b

Remembering Expressions (A714) for v,(R) we can write for n # m:

2

7 Ry Ry .
nm:/o Un(R)Um(R)bAR = ()\mabRb)/O sin(A,apR) sin(A\,a,R)dR

sin(\,apRp) sin

+ by /Rg sin(A,a,(R—R,)) sin(\na,(R—R,))dR
sin(Apag(Ry — Ry)) sin(Apay(Ry — Ry)) /R, " g " 7
B kya? lsin((/\n — Am)apRy)  sin((\, + )\m)abRb)]
2 sin(A,apRp) sin( A, ap Ryp) (A — Am)ap (A + A ap
kqa?

 2sin(Mag(Ry — Ry)) sin(Amag(Ry — R,))
y [sin(()\n — An)ag(Ry — Ry))  sin((An + Am)ag(Ry — Rg))]

(An — Am)ay (An + Am)ag

B 1 kyap sin((A, — Am)ap Rp) kgagsin((A, — Apm)ag(Ry — Ry))
2\ = Am) [sin()\nabRb) sin(AmayRy) sin(Apa,(Ry — Ry)) sin(Anay(Ry — Rg))]
N 1 [_ kpap sin(( A, + A )apRp) kgagsin((A, + A\p)ag(Ry — Ry)) 1

200+ An) | osin(ApapRy) sin(ApapRy)  sin(Aa,(Ry — Ry)) sin(Apag(Ry — Ry))
 [kay (cot(AmapRy) — cot(NapRy)) — kgay (cot(Amay(Ry — Ry)) — cot(Aapn(Ry — Ry)))]
B 2(An — M)
N [—kpay, (cot(AmapRy) + cot(AnapRy)) + kgay (cot(Amas(Ry — Ry)) + cot(Apap(Ry — Ry)))]

2\ + )

Remembering Equation (A713) we can write:

;o 1 (m-g_m-g)_ 1 (m—@+m—@>
"2 = Am) \ Rbdm R 2+ Am) \ Rodm  Rphn
k= ky ky —ky
T 2R A 2R A

0.
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