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ABSTRACT

MODELING OF FLASH BOILING FLOWS IN
INJECTORS WITH GASOLINE-ETHANOL FUEL
BLENDS

FEBRUARY 2011

KSHITIJ NEROORKAR
B.E., MUMBAI UNIVERSITY
M.S., UNIVERSITY OF ALABAMA AT BIRMINGHAM
Ph.D., UNIVERSITY OF MASSACHUSETTS AMHERST

Directed by: Professor David P. Schmidt

Flash boiling may be defined as the finite-rate mechanism that governs phase
change in a high temperature liquid that is depressurized below its vapor pressure.
This is a transient and complicated phenomenon which has applications in many in-
dustries. The main focus of the current work is on modeling flash boiling in injectors
used in engines operating on the principle of gasoline direct injection (GDI). These
engines are prone to flash boiling due to the transfer of thermal energy to the fuel,
combined with the sub-atmospheric pressures present in the cylinder during injection.
Unlike cavitation, there is little tendency for the fuel vapor to condense as it moves
downstream because the fuel vapor pressure exceeds the downstream cylinder pres-
sure, especially in the homogeneous charge mode. In the current work, a pseudo-fluid

approach is employed to model the flow, and the non-equilibrium nature of flash boil-

vi



ing is captured through the use of an empirical time scale. This time scale represents
the deviation from thermal equilibrium conditions.

The fuel composition plays an important role in flash boiling and hence, any
modeling of this phenomenon must account for the type of fuel being used. In the
current work, standard, NIST codes are used to model single component fluids like n-
octane, n-hexane, and water, and a multi-component surrogate for JP8. Additionally,
gasoline-ethanol blends are also considered. These mixtures are azeotropic in nature,
generating vapor pressures that are higher than those of either pure component. To
obtain the properties of these fuels, two mixing models are proposed that capture this
non-ideal behavior.

Flash boiling simulations in a number of two and three dimensional nozzles are
presented, and the flow behavior and phase change inside the nozzles is analyzed
in detail. Comparison with experimental data is performed in cases where data are
available. The results of these studies indicate that flash boiling significantly affects
the characteristics of the nozzle spray, like the spray cone angle and liquid penetration
into the cylinder. A parametric study is also presented that can help understand
how the two different time scales, namely the residence time in the nozzle and the

vaporization time scale, interact and affect the phenomenon of flash boiling.
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CHAPTER 1

INTRODUCTION

1.1 Flash Boiling

Flash boiling may be defined as the finite rate mechanism that governs phase
change in a high temperature liquid that is depressurized below its vapor pressure.
This phenomenon can be explained by considering the flow of a hot fluid through a
nozzle as shown in Fig. 1.1. The elevated vapor pressure of this high temperature fluid
makes it susceptible to vaporization since any pressure drop can cause the pressure to
fall below the vapor pressure. Since the maximum pressure drop usually occurs at the
inlet corner, vaporization may start at this location. This issue is further complicated
when the downstream pressure is less than the saturation pressure of the fluid. In
this case, the vapor formed inside the nozzle will continue to grow and will alter
the characteristics of the ensuing spray. This process of flash boiling has significant
applications in different industries.

For example, flash boiling has been considered as a possible method for improving
fuel spray atomization during injection in internal combustion (IC) engines. Kim et
al. [45] showed that flash boiling can improve engine performance. Kawano et al. [44]
studied the effect of flash boiling on the spray, combustion and the exhaust emissions
and concluded that flashing reduced smoke emission due to better atomization. In
another application, flashing is induced in a certain type of desalination method
known as Multi-Stage Flash Distillation (MSF). In the MSF process, heated seawater
is passed into a vessel, known as a stage, where its pressure is suddenly dropped.

This causes the water to flash, and the vapor generated by flashing is converted into
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Figure 1.1. Process of flash boiling in nozzle, adapted from [67]

fresh water by condensing it on heat exchanger tubing [14]. Usually, there can be 15
to 25 such stages, and as the seawater flows from one stage to another, the flashing
process continues since the pressure at each stage is lower than the previous one. An
efficient method employed in paper drying is known as impulse drying and uses flash
vaporization of the water in the paper [96]. Flash evaporation may be applied in wine
making to cool grapes, concentrate the wine and to improve the wine quality [82]. In
geothermal power plants based on water-based geothermal fields, flashing is used to
convert the geofluid into vapor which is then passed through a turbine to generate
power [22].

In addition, the study of flash vaporization is also important in order to address
safety concerns in light water nuclear reactors. In case of a break in the cooling
system circuit, known as a loss of coolant accident (LOCA), the high pressure water
is exposed to low pressures and undergoes flashing. In such cases, the mass flow rate

through the break will determine the time until the reactor core becomes uncovered
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Figure 1.2. Pressure-enthalpy diagram showing the difference between conventional
and flashing injection [68]

and the amount of water to be pumped in order to ensure sufficient cooling. Accurate
prediction of this mass flow rate is extremely important to prevent overheating of the
core [76].

In the current work, the application of flash boiling to fuel injection in IC engines
is considered. However, most of the explanation of the physical processes in flash

boiling and models developed would be valid for all applications.

1.1.1 Physics of Flash Boiling

The Fig. 1.2 shows the comparison between conventional injection and flash boil-
ing injection on the pressure-enthalpy diagram of a single component fuel. Assume
that the initial condition of the fuel is represented by point 1 in Fig. 1.2. As the fuel
moves through the nozzle, its pressure reduces and once the pressure falls below point
2, vapor bubbles start appearing and growing. Beyond point 3, the vaporization of
the liquid becomes extremely rapid. The point 3 lies on the liquid spinodal line, which

will be explained in more detail later. In comparison to this process, in conventional



injection, as shown in Fig. 1.2, both the injection and the cylinder conditions lie in
the subcooled section of the phase diagram.
The process of flash boiling can be divided into three stages [68] as shown in the

Fig. 1.1: 1) nucleation, 2) bubble growth, and 3) atomization.

1) Nucleation: As the fluid is depressurized according to Fig. 1.2, beyond point 2,
the liquid fuel exists in a metastable state. At this point any disturbances like
dissolved gases, suspended particles, or wall roughness can lead to the formation
of vapor bubbles. This is known as nucleation and the bubbles formed by this
process exist in a metastable condition with the surrounding superheated fluid
and can either grow or collapse on account of any disturbance in pressure. In
this condition, the surface tension forces at the wall of the bubble balance the

pressure differences between inside and outside the bubble as given by Eqn. 1.1

20
P — 1.1
RCT‘ AP ( )

where, R, is the critical radius of the nuclei, o is the surface tension coefficient
and AP is the pressure difference between the pressure inside the bubble and
the pressure of the surrounding superheated liquid. If the radius of the nuclei
formed exceeds R.,., the vapor bubble will grow, otherwise it will collapse as the

surface tension force will resist its growth.

This nucleation process can take place in two ways: heterogeneous or homoge-
neous. Heterogeneous nucleation involves the formation of nuclei on imperfec-
tions on the nozzle walls, on suspended solid particles or on trapped air bubbles.
In case there is a small amount of dissolved gas in the liquid, the amount of
superheat achievable by the liquid diminishes due to heterogeneous nucleation

[58]. This is because dissolved gases are found to decrease the critical bubble

radius [83].



Homogeneous nucleation occurs at high degrees of superheat and at random
locations in the liquid. The occurrence of homogeneous nucleation is due to
density fluctuations occurring in the superheated liquid at the molecular scale
[37]. Homogeneous nucleation accelerates with the increase in the degree of
superheat. The number of nuclei formed that will have radii higher than R,
can be found out by the fluctuation theory of statistical mechanics [37]. One
useful result from this theory [48] is the equation for the mean square density

fluctuation in a volume of fluid V' and is given by

(Bp)? kT

where k is the Boltzmann’s constant and K is the isothermal compressibility

and is given as

K= —p((2)p) (1.3)

It can be seen from the Eqn. 1.2, that as the isothermal compressibility becomes
large, the density fluctuations become large. There exists a locus on the satu-
ration diagram of a fluid on which the value of the isothermal compressibility
theoretically becomes infinite [37]. This locus is known as the spinodal curve
and when the degree of superheat crosses this threshold, the liquid, theoreti-
cally, cannot exist in a superheated state and will spontaneously separate into

two phases. This curve is shown in Fig. 1.2.

Bubble growth: Once the nuclei are formed, they start growing due to the pres-
sure difference AP, while surface tension, liquid inertia and viscosity oppose
growth. Bubble growth occurs due to evaporation at the bubble wall and this
process proceeds in three stages, as shown in Fig. 1.3. In the first stage, the

nuclei are small and surface tension is dominant and restricts growth. This is



known as the idle [68] or delay period [55]. The second stage starts after the
nuclei have grown to around double their diameter. The liquid inertia forces
become dominant and bubble growth in this stage is dominated by the pressure
difference AP. In this period, the bubble grows very fast and its radius increases
as a linear function of time. The third stage is called the heat-conduction con-
trolled stage. During this stage, the growth rate is mainly controlled by the
rate at which heat transfer can be achieved from the liquid to the bubble in
order to supply the latent heat of vaporization. In this stage the bubble radius
grows as square root of the time [55]. Many studies have been performed to
analyze the growth rates of the bubbles during the various stages of its growth.
For a review, refer to Sher et al. [83]. Most of these studies considered either
the inertia dominated range or the heat diffusion dominated stage of bubble
growth. Mikic et al. [52] proposed a simple equation to calculate the bubble
growth rates in both the inertia and heat diffusion controlled stages of bubble
growth. They used the Clausius-Clapeyron equation to find the relationship be-
tween the vapor pressure and the temperature, assuming that the vapor density
is constant. Miyatake and Tanaka [54] developed an improved bubble radius
equation to cover the entire range of bubble growth. They used an equation
which represented the true non linear relationship between vapor pressure and
temperature which was obtained from the steam tables instead of the Clausius-
Clapeyron equation. They also considered the acceleration of bubble growth

observed after the idle time. The results obtained are shown in the Fig. 1.3.

Atomization: Atomization involves the formation of liquid fuel droplets in a
jet of fuel vapor. A mechanism for this process was proposed by Sher and
Elata [84]. They proposed that as the bubbles grow, the different bubbles will
eventually touch each other and burst, thereby converting the flow of bubbles in

liquid to a flow of droplets in vapor. The surface energy required for formation
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Figure 1.3. Bubble growth in superheated water based on [83, 55]

of the droplets is assumed to be provided by the energy contained in the bubbles
at bursting. This mechanism of atomization would occur only in the case of
nozzles that are very long so that the bubble can grow large enough to touch

each other.

Another mechanism of flash boiling has been noted in literature and can be ex-
plained as follows. This phenomenon occurs when the amount of superheat is not
high enough to initiate homogeneous nucleation within the liquid and when hetero-
geneous nucleation is suppressed. In a certain range of superheats and depending on
the depressurization time scale, the phase change proceeds as an evaporation wave.
This wave moves into the metastable liquid and leaves behind it a two phase mixture
[37, 35, 85]. The experiments which have reported this mechanism consisted of con-
necting a vertical tube filled with a liquid in thermodynamic equilibrium to a very
low-pressure chamber (see Fig. 1.4). As soon as the membrane between the liquid

and the vacuum chamber is ruptured, rarefaction waves propagate through the liquid
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Figure 1.4. Simplied experimental setup used by Simées-Moreira and Shepherd [85]
and associated waves.[78]

producing a superheated liquid. This is followed by the subsonic evaporation wave
front. The different waves in the domain are shown in the Fig. 1.4. The above mech-
anism is mentioned here for completeness as it is known that industrial automotive
fuels usually have dissolved impurities which act as nucleation sites for heterogeneous

nucleation and so totally suppressing nucleation is very difficult.

1.2 Modeling of the Two-Phase Region Inside the Nozzle
The two phase mixture formed inside the nozzle due to the formation and growth
of the bubbles determines the atomization and hence the quality of the ensuing spray.
A significant amount of literature exists on the modeling of the two phase region inside
the nozzle. Depending upon the distribution of bubbles in the liquid, there are two
possible extremas that can be considered. In the first, it is assumed that one phase is
finely dispersed in the other phase. In this case, there will be very little or no relative
velocity between the phases, and such flows are called homogeneous flows. In the
other extreme case, there can exist two separate streams with different phases. In
this case, relative velocity between the phases needs to be considered and such flows
are called separated flows. There are many other flow patterns identified in literature
which lie between these two extremes [18]. Very often, simple analytical models are

used to analyze multiphase flows [18]. For example:



1)

Homogeneous flow model: The velocity, temperature and pressure of the phases
are assumed to be equal due to very fast momentum, energy, and mass transfer
between the phases so that equilibrium is reached. This assumption is valid
when one phase is finely dispersed in another phase. The resulting conservation
equations resemble those for a single fluid. The properties of density, inter-
nal energy, viscosity, and thermal conductivity are obtained by performing an

average over the two phases.

Separated flow model: This model eliminates the assumption of equal phase
velocities so that two different velocities are considered for the phases. This
is important when buoyancy effects become dominant due to a large difference
between the densities of the two phases [18]. In this case, there will be two
momentum equations each containing a term that represents the drag at the

interphase caused by the relative velocity between the phases.

Two fluid model: The two phases are treated as separate fluids with different
sets of governing differential equations. In this case, each phase has its own
velocity, temperature and pressure. The unequal phase velocities arises due to
unequal densities, similar to the separated flow model. The thermal nonequi-
librium is caused due to time lag of heat diffusion from one phase to another.
This was discussed in the bubble growth section as the final stage of bubble
growth. The presence of a pressure nonequilibrium can be due to three effects:
1) A pressure difference is required to balance the surface tension forces at the
interface. 2) There is a pressure difference due to evaporation or condensation
at the interface. 3) The third effect occurs when one phase has a larger pressure
relative to the other phase due to very rapid pressurization effects. The mod-
eling of pressure nonequilibrium is complicated and it is usually neglected [18].

The transport equations for the phases usually include source terms that rep-



resent the interphase transfer of momentum, heat and pressure (if considered)

and need to be modeled using constitutive equations.

An important phenomenon associated with multiphase flows is called the choking
(or critical) condition. This is the condition in which the mass flow rate is indepen-
dent of the back pressure. Two-phase choking is extremely important for industrial
applications since this condition limits the amount of mass flow rate that is achievable
in the system. In single phase fluids, this condition occurs when the fluid velocity
becomes equal to the speed of sound. Understanding critical flow is more complicated
for multiphase flows since the speed of sound concept becomes non-trivial due to the
presence of two phases. Different models have been used to predict the maximum

mass flow rate achievable under the critical flow condition.

1) Homogeneous equilibrium model (HEM): The assumptions used by this model
are the same as those used by the homogeneous flow model mentioned above.
The prediction of the critical mass flow rate is quite accurate in the case of long
pipes where there is sufficient time for equilibrium to be achieved and also when
the flow pattern is such that the relative motion between the phases is not very
important [93]. In this case the flow will be choked when the mass flow rate
equals the mixture density times the sonic velocity in the mixture. Hence this

is a direct extension of single phase flow.

2) Frozen flow model: This model assumes that the flow is frozen, so that there
is no phase change. This is valid for short nozzles wherein the flow-through
time is very short. Henry and Fauske [36] presented a frozen flow model which,
in addition to frozen flow, made additional assumptions like the velocities of
the phases are equal, there is no heat and mass transfer between the phases,
and the expansion of vapor is isentropic. They used gas dynamics principles to

calculate the critical flow rate.
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3) Slip flow model: These models are similar to the separated flow model presented
above so that the velocity difference between the phases is considered. Slip flow
models were developed by Fauske [27] and Moody [57]. The slip flow model of
Moody [57] was formulated by combining the continuity and energy equations
to get an equation for mass flow rate. Then the mass flow rate was differentiated
with respect to the slip ratio and equated to zero to obtain the slip ratio for

maximum mass flow rate.

All the models mentioned above for simulating two phase flows are one dimen-
sional models and make many simplifying assumptions about the two phase flow.
These assumptions make the models specific to certain types of problems and limit
their general applicability. The two main assumptions are of momentum equilibrium
(equal velocities of the phases) and thermal equilibrium. Attou et al. [7] studied the
importance of considering the slip between the phases. They applied the conserva-
tion of mass, momentum and energy on a control volume with a two-phase, bubbly
liquid entering through a small orifice and expanding into a larger chamber. They
assumed a steady state, sub-sonic flow with thermal equilibrium between the phases
and derived two simple one dimensional models, namely, MEM (Momentum Equilib-
rium Model, assuming maximum momentum transfer or no slip between phases) and
MFM (Momentum Frozen Model, assuming negligible momentum transfer or maxi-
mum slip between the two phases). It was found that in the MEM, due to complete
momentum transfer between the phases, the lower inertia of the gas causes the liquid
to decelerate faster than in reality, leading to a higher pressure recovery than pre-
dicted in experiments. Consequently, the MFM causes the liquid to decelerate slower
and hence the pressure recovery predicted is lower than in experiments. Finally, a
flow model is proposed which considers the drag on the bubble and is found to match

the experimental data well.
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The assumption of thermal equilibrium is found to be satisfactory for small-scale
cavitating flows, but this assumption will lead to huge errors in flash boiling simu-
lations. Kato et al. [43] presented an equation which gave the relative importance
between bubble growth due to inertial and thermal effects. Schmidt [79] used this
equation and performed calculations to show that the length scales required for the
thermal effects to be important are much larger than the nozzles usually used in injec-
tors. The reason for this is that the majority of the energy required for phase change
is provided by the inter-phase heat transfer. In cavitating flows, the heat transfer is
extremely fast [46] and hence the time scale for heat transfer is much smaller than
the flow-through times in the nozzle. However, this is not the case in hot fluids, in
which the rate of heat transfer is limited by the inter-phase heat transfer process.
This can be explained further with the help of the non-dimensional Jakob number

which is calculated from Eqn. 1.4.

. pleAT

Ja
pvhfg

(1.4)

Here p is the density and the subscripts [ and v represent liquid and vapor, re-
spectively. The variable C, stands for the specific heat at constant pressure, AT
represents the degree of superheat, and hy, is the latent heat of vaporization. The
Jakob number is the ratio of the amount of sensible heat available to the amount of
energy required for vaporization. In cases where the Jakob number is very high, the
available energy is much larger than the energy required for vaporization and hence
for such cases, the heat transfer time scale can be assumed to be much smaller than
the flow time scales. The Ja is mainly a function of the degree of superheat and
the temperature of the fluid. At a constant superheat, as the temperature of the
fluid increases, the denominator of the above equation increases. For example, the
values of Ja for water at 300K and 320K are 668 and 241 respectively at a degree

of superheat of 10K. Hence it can be seen that the value of Ja diminishes sharply
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as temperature increases, and it can be expected that at much higher temperatures,
it becomes close to unity. This means that at higher temperatures, the amount of
energy available becomes close to the amount of energy required for vaporization.

Schmidt [79] simulated the flash-boiling experiment of Reitz [74] using a cavitation
model that was based on the assumption of thermal equilibrium and another model
that was based on the Homogeneous Relaxation Model (HRM) which will be explained
below. It was observed that as the temperature of the fluid was increased, the mass
flow rates predicted by the equilibrium model diverged further from the experimental
values; however, the non-equilibrium HRM successfully predicted the experimental
mass flow rates. This shows that in order to accurately simulate flash boiling, the
model must capture the finite rate of interphase heat transfer.

A wide range of models have been developed and presented which try to incor-
porate some non equilibrium effects. These are divided into three groups: empirical
models, models based on homogeneous flow assumption, and two-fluid models with

interphase interaction terms

1) Empirical models: The model of Henry and Fauske [36] used an experimentally
correlated coefficient to represent the non equilibrium vapor generation as a

fraction of the equilibrium vapor generation.

2) Models based on homogeneous flow assumption: Downar-Zapolski et al. [24]
used the HRM which accounted for the nonequilibrium vapor generation by
introducing a relaxation term into the transport equation for quality. The
relaxation term implied that the instantaneous quality would relax to the equi-
librium value over a given time. This relaxation time was empirically correlated
to represent the data of Reocreux [75]. The time scale is such that a very high
value corresponds to a very small inter-phase mass transfer and the model takes
the form of a homogeneous frozen model. In case of very low values of the time

scale, the time required for equilibrium to be achieved is very low and the model
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corresponds to a HEM model. Gopalakrishnan and Schmidt [33] used the HRM
for two and three dimensional simulations. They incorporated the HRM into
their pressure equation so that the final pressure equation satisfied compress-
ibility as well as the density change due to phase change. This eliminated the
need of solving a transport equation for mass fraction. Their model successfully
predicted the vapor lock phenomenon. Blinkov et al. [13] developed a homoge-
neous model which used five transport equations: 2 equations for the mixture
and vapor densities, momentum equation for the mixture, energy equation for
the liquid and a bubble number density equation. Constitutive equations based
on empirical data were used for the wall friction, rate of vapor generation, inter-
facial heat transfer and nucleation. The relations for wall friction and interfacial
heat transfer were different for different sections of the flow field depending on
whether the flow was bubbly, slug (large bubbles) or had liquid droplets dis-
persed in vapor. The constitutive relation for nucleation included a term for
wall nucleation and bulk nucleation i.e. nucleation occurring from suspended
particles in the liquid. All the bubbles at each cross section in the nozzle were
assumed to have the same size. Chang and Lee [16] suggested an improvement
to the model of Blinkov et al. to include the bubble size distribution through
the assumption that bubbles exist in discrete groups depending on their size.
They solved conservation equations for mixture density, mixture momentum,
energy conservation and finally an equation for the bubble mass in each mass
group. The source terms for the bubble mass equation included the effect of
wall nucleation, bulk nucleation and shifting between the different mass groups.
Their results indicated that considering the bubble size distribution is impor-
tant for prediction of void fraction development in the nozzle. Bianchi et al.
[10] also used the HRM equation to model the non-equilibrium vapor genera-

tion. In addition to the time scale based on quality used in the original model,
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they use a time scale which was derived by Bilicki et al [12] and Mohammadein
[56] based on the temperature changes of a growing vapor bubble surrounded
by superheated liquid. Both relaxation times were calculated and the longer
one was used to drive the flow to equilibrium. An atomization sub-model was
considered to calculate the effect of the liquid superheat and turbulence on the
liquid droplet diameters. Atomization was assumed to occur when the sum of
two energies, energy due to the difference between the bubble pressure and the
discharge pressure and the energy due to turbulence fluctuations, overcame the
surface tension force on the bubble. Finally, the size of liquid droplets formed
were determined from a probability density function. They found that increas-
ing the superheat degree causes more droplets to have a uniform size and that
this uniform size reduces with increasing the superheat. This is because as the
superheat increases, heat transfer process becomes faster and has more possibil-
ity of reaching equilibrium, and hence the atomization process is more uniform.
All models mentioned in this section, except the one used by Gopalakrishnan
and Schmidt, were one dimensional models which modeled the multiphase fric-
tion coefficient as a correction multiplier times the friction coefficient for single
phase liquid flow. Gopalakrishnan and Schmidt [33] used the viscous stress term

of the momentum equation.

Models based on a two-fluid approach : Richter [76] developed a 1D model
which solved 6 transport equations. These included two for mass balance of
liquid and gas phases, two for momentum balances, one for the energy balance
of the two-phase system and one for vapor generation. Correlations were used
for the wall friction and the interphase heat transfer coefficient. The interfacial
drag was calculated for lower void fraction regions using a constitutive equa-
tion for bubbly flow, whereas for high void fractions, an equation for annular

flow was assumed. For intermediate void fractions, a weighted average of the
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interfacial friction coefficients for the two regimes was used. Due to the phase
change process, an additional term appeared in the source terms of the momen-
tum equations which considered the momentum exchange due to phase change.
For example, when a liquid evaporates, its velocity gets changed from the liquid
velocity to the vapor velocity and this is also a source of momentum exchange.
The heat transfer coefficient included heat exchange due to conduction and
convection. The amount of vapor generated was calculated from an energy bal-
ance thereby satisfying the condition that the interfacial heat transfer limits
the vaporization process. The initial bubble diameter and number of nucle-
ation sites were constant values adjusted to fit experimental data. The results
from this model suggested the following trend: In the initial stages of bubble
growth, the bubbles are dispersed in the liquid and an assumption of hydrody-
namic/momentum equilibrium is applicable, however, thermal nonequilibrium
has to be considered since the surface area available for heat transfer is very
less. As the bubbles grow and the void fraction exceeds a value of 0.3, thermal
equilibrium can be assumed but slip between the phases becomes important

and ignoring it will cause inaccuracies.

As can be observed from the above models, the more the amount of physics that
one chooses to incorporate in the model, the more the experimental data required
for deriving constitutive relations. Hence none of the above models can claim to be
completely free of empirical correlations, and hence none of the models is applicable
to all cases. This is an indication of the complexities involved in the flash boiling
process.

The next section discusses the advantage of using fuel injectors operating on the
principle of Gasoline Direct Injection (GDI) and the importance of studying flash

boiling for designing these injectors.
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1.3 Gasoline Direct Injection (GDI)

The fuel economy of a diesel engine is found to be much superior to the Port-Fuel
Injection (PFI) engine due to its high compression ratio and unthrottled operation.
However, the diesel engine also suffers from higher noise and vibration level, a limited
speed range and higher emissions [98]. Hence research has been done to develop an
engine which would exhibit a fuel economy similar to a diesel engine and, at the same
time, incorporate the features of a PFI engine, like lower emissions. The Gasoline
Direct Injection (GDI) engine promises to be a good candidate for such an engine.
These engines operate on the concept of direct injection of gasoline into the com-
bustion chamber. GDI engines are known to enhance the specific fuel consumption
of gasoline greatly as compared to the PFI system [5]. In addition to this, directly
injecting gasoline into the combustion chamber provides many other critical advan-
tages. One of the major differences in the PFI system and the GDI system are in
the mixture preparation method. As shown in Fig. 1.5 , in a PFI engine the fuel is
injected on the back of the intake valve. There is a lag between the injection of the
fuel and the beginning of the induction stroke. This causes a film of liquid fuel to
collect near the intake valve area. This fuel wall wetting causes metering errors and
higher emissions of UHCs. The direct injection of gasoline (Fig. 1.5) may be able
to overcome these problems since the gasoline is injected directly into the cylinder.
The GDI engine also offers the potential for leaner combustion and lower cylinder-
to-cylinder air-fuel mixing variation [98]. During cold starting, fuel vapor pressure is
much lower and this leads to a lot of liquid fuel getting collected at the intake port
area of the PFI system leading to increased UHC emissions during the first few engine
cycles during starting. The high fuel pressure employed in the GDI system leads to
a much higher degree of fuel atomization and fuel vaporization rate [98]. Therefore,
GDI engines can potentially achieve cold-start UHC emissions that are comparable

to the levels observed during steady operating conditions.
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Figure 1.5. PFI versus GDI system [98]
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The GDI engines theoretically can be designed to operate in two modes: a homo-
geneous mode for high load conditions and a stratified mode for part load conditions.
In the homogeneous mode, the fuel is injected during the intake stroke and as the vol-
ume in the combustion chamber increases, the spray disperses in the cylinder forming
a homogeneous air fuel mixture in the entire cylinder. In the stratified mode, the
fuel is injected during the compression stroke and the mixture is prepared such that
a stoichiometric mixture exists only in the vicinity of the spark plug and the mixture
is lean in rest of the cylinder. The piston head of the GDI engine has a curved shape,
as shown in Fig. 1.5 to direct the fuel into a reversed flow that carries it to the spark
plug. The stratified mode of operation will help in significantly reducing the specific
fuel consumption of the engine as compared to the PFI system [40]. Additionally,
in the stratified mode, throttling can be eliminated, thereby minimizing the power
loss associated with sucking air into the cylinder through the throttle restriction. In
spite of the above mentioned advantages of the GDI system, it suffers from two major
drawbacks. The first drawback is due to its mixture preparation strategy which pro-
vides very little time for fuel-air mixing. Secondly, due to its high pressure operation
the high velocity fuel emerging from the fuel injector may impinge onto the piston
head forming a liquid film near the piston and promoting the emission of UHCs. In
order to eliminate this problem it is necessary to reduce the droplet sizes of the fuel
spray, increase the spray cone angle, and reduce the penetration of the fuel jet into the
cylinder. This can be achieved through flash boiling. Moreover, it has been observed
that when GDI engines operate in the homogeneous mode with injection during the
intake stroke, the pressure in the cylinder can drop below the fuel’s vapor pressure
causing it to flash boil. Hence, to eliminate the problems with the GDI engines, it
is essential to study the phenomenon of flash boiling and find a way to control it in
order to increase the usability of the GDI engine. The atomization requirements for

GDI engines become more strict in case they are to be used with alternative fuels
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like ethanol. This is mainly due to the fact that ethanol has a lower vapor pressure,
and hence using fuels with 85 percent or higher ethanol content may lead to much
higher emissions unless they are properly atomized. The next sections deal with the
importance of investigating the use of ethanol as an alternative for gasoline and also
the different methods that can be used to model flash boiling of gasoline-ethanol fuel
blends.

1.4 Ethanol as Transportation Fuel

In 2008, the United States was the world’s leading consumer of petroleum and was
estimated to be using more than 7.6 billion barrels of oil a year. More than two thirds
of this oil was utilized by the transportation sector. By 2030, it is predicted that the
US will import an additional 4 million barrels of petroleum per day as compared to
2005 [4]. As most of this oil is imported, there are periodic supply interruptions lead-
ing to price fluctuations, economic instability, and great inconvenience to consumers.
In addition to the economic concerns, the transportation sector is responsible for more
than one-third of the United States total greenhouse gas emissions [4]. To address
these issues, in recent times, research has pursued development of alternative energy
resources to replace traditional, oil-based fuels. A possible alternate fuel is ethanol
since it can be made from biomass and therefore may be considered as a renewable
fuel [2, 38]. In the past few decades, a fuel with 10 percent ethanol and 90 percent
gasoline, known as E10, has been used as automotive fuel in the United States. The

addition of ethanol to gasoline has the following advantages:

1) Ethanol increases the octane rating of the fuel, thereby helping to reduce knock-
ing. A higher compression ratio can be used which increases the power density

and fuel efficiency.

3) Benzene is a very toxic compound emitted from vehicles and is a product of

the combustion of aromatic compounds present in gasoline [95]. Increasing
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1.5

aromatics in the fuel has also been found to increase particulate emissions [34].
Since both ethanol and aromatic compounds boost the octane rating of gasoline,
refineries can reduce the amount of aromatic compounds in gasoline and achieve
the same octane rating in the fuel through the addition of ethanol. Reducing
aromatics in this way greatly reduces the emission of benzene and particulate

matter [95].

Addition of ethanol leads to a reduction in exhaust emissions of carbon monox-
ide. This effect is due to the presence of an additional oxygen atom in the
ethanol molecule which increases the amount of oxygen available for combus-
tion thereby causing the engine to burn leaner than the stoichiometric ratio.
The impact of this oxygen atom is not significant in vehicles using closed-loop
control [42]. In such vehicles, the air/fuel ratio is adjusted based on the ex-
haust oxygen sensor data and the amount of fuel is automatically increased to

accomodate for this “leaning” effect.

E10 can be used in conventional gasoline engines without any modifications. However,
recently, car manufacturers have been producing cars that can run on fuels with up
to 85 percent ethanol, known as E85. A major disadvantage of using E85 is that it
has an energy content that is 71.95 percent that of gasoline [77] and, according to the
National Ethanol Vehicle Coalition [3], using E85 instead of gasoline may decrease the
fuel economy by 5 to 12 percent. Also, E85 has a lower vapor pressure than gasoline
and hence the application of flash boiling to improve fuel atomization becomes very

important in order to reduce UHC emissions and improve fuel efficiency.

Multicomponent Fuel Simulations

In flash boiling simulations of actual automotive fuels, multicomponent fuel mod-

eling is extremely important for understanding the true nature of the phenomenon.
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This is evident in the experiments of Schmitz et al. [81] which showed that though
many single component fuels like iso-octane have been used to simulate gasoline, their
spray and vaporization characteristics can differ significantly as compared to multi-
component fuels. The only known flash boiling simulation for internal nozzle flow,
conducted with multicomponent fuel was that by Lee et al.[49] for JP8 aviation fuel.
They used a surrogate i.e. a mixture of limited number of hydrocarbons that repre-

sents some commercial fuel. In general, surrogates can be classified into three types:

[26]
1) Physical surrogates: have the same physical properties as the real fuel
2) Chemical surrogates: have the same chemical properties as the real fuel

3) Comprehensive surrogates: have the same physical and chemical properties as

the commercial fuel

The type of surrogate being used depends on the kind of fuel properties required.
For flashing simulations, the two phase region is very important and so the surro-
gate has to properly reproduce the volatility of the fuel which is represented by the
distillation curve [91]. Violi et al [91] developed surrogates for the aviation fuel JP8
intended to match the volatility, soot formation tendency, and combustion property.
One of their surrogates named ’Sur2’ was found to reproduce the distillation curve of
JP8 very well. This surrogate was used by Lee et al. [49] to study internal flashing
flows. The required properties were obtained from the standard code SUPERTRAPP
[39].

Another approach for modeling multicomponent hydrocarbon is by continuous
thermodynamics which has been used in the past for multicomponent droplet evapo-
ration simulations [51, 90]. In this method, the composition of a complicated mixture

is represented as a continuous distribution of some convenient macroscopic property
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(I) such as boiling point or molecular weight [19]. The mole fraction of any species ¢

in the multicomponent fluid is given as

yi = yrf(L):AL (1.5)

where, AI; is the interval in I centered between the values of I corresponding to
species ¢. The variable y; is the fuel mole fraction and f is the distribution func-
tion. A common distribution function for petroleum fractions is the I' distribution
function [51, 90]. The model is applied to multicomponent vaporization studies by
solving equations for the fuel molar fraction, the mean and the second moment of the
distribution which represents the variance. At the interface between the two phases,
vapor-liquid equilibrium is applied. All the properties of the mixture are calculated
by combining property correlations with the distribution parameter.

Finally, a method traditionally employed in the petroleum industry is the use of
cubic equations of state (EOS) like the Peng-Robinson or the Soave-Redlich-Kwong
in conjunction with simple mixing rules like the van der Waals one-fluid mixing rules
[29]. The main weakness of this method is that in order to accurately represent
the vapor-liquid equilibrium behavior, empirical constants need to be specified. This
makes these methods quite unsatisfactory when being used with mixtures for which
there is a dearth of experimental data, like ethanol-gasoline blends.

None of the methods mentioned above have been used to model ethanol-gasoline
fuel blends due to the highly non-ideal nature of this mixture which may be observed
in the variation of the vapor pressure as a function of the ethanol concentration (Fig.
1.6). It can be seen that the vapor pressure of the mixture can be higher than that
of either components. It is also observed that the ethanol concentration at which the
maximum vapor pressure occurs, changes and is higher at higher temperatures. In

addition, it is extremely difficult to get 100 percent pure ethanol due to its hygroscopic
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Figure 1.6. Vapor pressure of ethanol-gasoline blended fuel as a function of the
volume percentage of ethanol [41]

nature and the presence of a small percentage of water can significantly alter the
properties of the blended fuel [§].

Bennett et al.[9] tried to model the vapor-liquid equilibria (VLE) of ethanol hy-
drocarbon mixtures using a modified Peng-Robinson equation of state and van der
Waals mixing rules and found that this method was not applicable to such non-ideal
mixtures. Pumphrey et al. [71] proposed an approach for modeling ethanol-gasoline
mixtures by treating them as pseudo binary systems of ethanol and gasoline. They
used their experimental data for vapor pressures to fit the parameters of the Wilson
equation. The Wilson equation is an equation which gives the excess Gibbs free en-
ergy in terms of the molar composition of a mixture [73]. This equation can be used
to calculate the activity coefficients for the two components, which is a measure of
the chemical potential. Finally, the activity coefficients were used to calculate the
vapor pressure of the gasoline-alcohol mixture. The experimental data used to fit the
parameters used anhydrous ethanol and hence may not be very accurate for matching

the vapor pressure of gasoline ethanol blends with water present. Balabin et al. [§]
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and Kar et al. [41] used the Clausius-Clapeyron equation assuming the vapor to be an
ideal gas to find the enthalpy of vaporization of ethanol-gasoline mixtures from their
vapor pressure measurements. Additionally, VLE of complex mixtures of hydrocar-
bons with alcohols have been modeled through the use of the cubic plus association
equation of state (CPAEOS) ([97]) and by combining the Peng-Robinson equation of
state with a group contribution method to calculate the binary interaction parameters
([70]). In this case, the CPAEOS is an attractive option since all parameters required
by the EOS can be obtained by regressing vapor pressure and liquid density data and
no experimental critical properties or accentric factors are required. However this
method has yet to be applied to GE blends.

It can be observed that there is a need to develop and test a model which can
provide the VLE properties and volatility information required for accurate flash

boiling simulations of G-E fuel blends.
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CHAPTER 2
METHODOLOGY

2.1 Modeling of the Flashing Process

The flashing process inside the nozzle is simulated using the HRM model which
was presented by Gopalakrishnan and Schmidt [33], Lee et al. [49] and by Neroorkar
et al. [61]. The concept of the model has been explained in the preceding chapter
and the current section will deal with the governing equations, the complete model

formulation and the numerical strategy.

2.1.1 Governing Equations
The governing equations include the continuity and momentum equations denoted

by Eqns. 2.1 and 2.2.

dp B

Ejtv-qb_o (2.1)
opU _
% + V- (¢U) =—-Vp+ VT (2.2)

where p is the density, U is the velocity, p is the pressure, and t is the time. The

variable T represents the shear stress and ¢ represents the mass flux which is given as

¢ =pU (2.3)

At present, no turbulence model has been incorporated and laminar flow is assumed.
The reason for this assumption is that our main focus in this paper is understand-
ing the effect of flash boiling on the flow. The study of flash boiling coupled with

turbulence is left for future work.
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As is common practice [28], the equation for pressure is derived by combining
the continuity and momentum equations. However, since this is a multiphase model,
the pressure equation cannot only include the divergence of velocity, but includes
additional complexities owing to the phase change. To derive the pressure equation,

we first start with a discretized form of the momentum equation
apUerZaNUN =r—Vp (2.4)
N

where, the subscript p represents the computational cell under consideration and N
represents the neighboring cells. The variable a represents the contributions from
the specific cells and r is the contribution from the source terms to the linear system
matrix. It is convenient to replace the off-diagonal and source term contributions by
an operator H

H(U)=r-) ayxUy (2.5)

The momentum equation then becomes
a,U,=H(U) - Vp (2.6)

In order to derive the pressure equation from this momentum equation, we consider
the density to be a function of quality, in addition to pressure and enthalpy. The
quality dependence of density is due to the thermal non equilibrium in the system
[33] . In this case, the substantial derivative of density is given as

Dz
Dt

Dh

Dp Dp
Dt

dp
_ 9, Db 2.
Dt dp e g (27)

dp ap
+ 3_1’ ‘p,h + % ‘:v,p
Subtracting the continuity equation, Eqn. 2.1, from the above equation and assuming

adiabatic conditions, we get

Dx
Dt

0 Dp 0
PV U =37 |en Ty T 50 o

2.
op Dt (2:8)
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Dividing Eqn. 2.6 by a, and taking its divergence, we get an equation for the velocity

divergence which is then substituted into the above equation to get

H(U) dp Dp Dz

1
— oV - i 2.
VTV VP =y e oy T |pth (2:9)
Expanding the substantial derivative for pressure,
dp Op op Dz H(U) 1
— . — - (— = 2.1
W lon (57 TU VD) + 5 o 57 + 0V - ( - ) = pV (%Vp) 0 (210)

Finally, adding the product of p ap |$ » and Eqn. 2.1 to the above equation, we get

10p Opp H(U) Dz
v o (5 TV ppdo) +pV - ( . ) —pV - pr+ o = D

=0 (2.11)

The flash boiling model is then used to calculate the last term of the above equation.
The first two terms in the above equation allow for the transmission of pressure waves

for high Mach number flows and can be ignored for low Mach number flows.

2.1.2 Flash Boiling Model
The homogeneous relaxation model (HRM) was used to provide closure for the
above mentioned system of equations. This model describes the rate at which the
instantaneous (non equilibrium) mass fraction of vapor will tend towards its equilib-
rium value. The simple linearized form proposed by Bilicki and Kestin [11] for this
rate equation is shown in Eqn. 2.12
Dx 7T—=x

— = 2.12
Dt 0 ( )

In the above equation, = represents the instantaneous quality (mass fraction of vapor),

T represents the equilibrium quality and 6 represents the time scale over which x
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relaxes to 7. The Eqn. 2.12 is a simple approximation to the extremely complicated
processes that are associated with the flash boiling process. It can be noted that the
the HRM equation is inserted into the last term of the pressure equation formulation,
Eqn. 2.11. The value of T is obtained from a look-up table as a function of pressure
and enthalpy. The instantaneous quality is calculated from the void fraction as shown
below

z =22 (2.13)

p

where « is the void fraction of vapor, p is the density and the subscript v represents

saturated vapor. The void fraction is calculated as follows

a=2"" (2.14)
Pr— Pu

The most important consideration while using the HRM model is the formulation of
the time scale. Downar-Zapolski [24] used the pressure profile and mass flux from the
Moby Dick experiments of Reocreux [75] and combined their governing equations to
derive an equation for the time scale. They found that in all cases, the time scale
was a monotonically decreasing function of the void fraction and a non dimensional
pressure. Based on their observations, they proposed the following equation for the

time scale 6

0 = Gpaep® (2.15)

where 0 is a constant and 1 is a non dimensional form of pressure. For lower pressures
of up to 10 bar, the recommended coefficient values were 6y = 6.51-107%s, a = —0.257,
and b = —2.24. The non dimensional form of the pressure proposed for these low

pressures was
. Psat — P
DPsat

W (2.16)
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where pg, is the saturation pressure. For higher pressures, the values of the coeffi-

cients are 6y = 3.84-1077s, a = —0.54, b = —1.76 and

_ Psat — P
DPe — Psat

" (2.17)

where p, is the critical pressure. Gopalakrishnan [32] also used a mixed correlation
which used a and b values from the high pressure correlation while 6y and the form
of 1) were taken from the low pressure correlation. In the current work, the complete

high pressure correlation was considered in all cases unless specified otherwise.

2.1.3 Numerical Method
The first step in the numerical solution of the system of equations is the implicit
solution of the continuity equation given in Eqn. 2.1. This is done by using a

volumetric flux ¢, given as

¢y =Uy - S (2.18)

where Uy represents velocity interpolated to the cell face and Sy is the face normal

area. The continuity equation then becomes

8pn+1
ot

£V (62 = 0 (2.19)

where the superscript n represents the previous iteration, and n + 1 indicates that
these variables are solved implicitly.

The next step involves updating of all the fluid properties, like the equilibrium
mass fraction (T), saturated liquid and vapor densities, vapor pressure, etc. In the
work presented in Gopalakrishnan and Schmidt [33], curve fits were used to obtain
some of the required properties for water. Schmidt et al. [80] and Neroorkar et al. [61]
used the REFPROP database and code library [50] to obtain the properties of water

and n-hexane respectively. REFPROP uses the Span and Wagner equation of state
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[86] for the properties of n-hexane and the Wagner and Pruss equation of state [92]
for water. Lee et al [49] used a look-up table generated by the code SUPERTRAPP
[39] for the properties of JP8.

Finally, the momentum equation, Eqn. 2.2, is solved coupled with the pres-
sure equation, Eqn. 2.11, using a predictor-corrector approach similar to the PISO
method. The velocity field is predicted by solving the momentum equation using a
lagged pressure field as shown below

opU°
ot

+ V- (U = —Vp" + VuVU° (2.20)

where U° indicates that the velocity is an estimation based on the value of pressure
from the previous time step. The variable y represents the dynamic viscosity of the
fluid. The solution then proceeds by iteratively solving the pressure equation. How-
ever, the pressure equation has an added complexity due to the non-linear behavior
of the last term in Eqn. 2.11, and the linearization of this term is achieved as follows.
For ease of explanation, the form of the pressure equation without the compressible
terms will be considered. From Eqn. 2.6, it can be observed that the term %i]) is
equivalent to the velocity field without the pressure gradient. The volumetric flux
constructed from this velocity is represented by ¢. Then Eqn. 2.11 can be written
as

pV - ¢y — L(p) + M(p) =0 (2.21)
where the second term represents the Laplacian term which is a linear function of
pressure. The variable M represents the last term in the Eqn. 2.11, which introduces
the nonlinearity to the pressure equation. In order to linearize this equation, a New-
ton’s method is used. Given a function f(p) and a derivative J = f’(p), the Newton’s

method for the next best guess for the variable p is given as

JpMtt = Jpt — f(p) (2:22)
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In the current case, the function that we have to solve is the left hand side of Eqn.

2.21, the Jacobian J can be formulated as
J=—-L+ — (2.23)

In this case, the first term of Eqn. 2.21 is not a function of pressure, and L represents

the coefficient of pressure in the Laplacian term. It should be noted that since %—]\; is
a part of the Jacobian for the Newton’s method, it represents the change in M with
respect to the change in pressure from one Newton iteration to another. Hence, this
is a diagonal term using values at the same computational point. Substituting Eqn.

2.23 and Eqn. 2.21 into Eqn. 2.22, we get the following

pV - ¢y — L) + M(p*) + %—AZ (P —p") =0 (2.24)
Once this equation is solved for pressure, the velocity is updated and this process is
continued till the pressure value is sufficiently converged or the number of iterations
exceeds a user input.

The above governing equations and numerical procedure were implemented into
the open source CFD library known as OpenFOAM [94] and the final code is called
HRMFoam. Fig. 2.1 shows the flowchart of the HRMFoam solver. The “property and
flash boiling model calculation module” in the Fig. 2.1 is called “modelCalc”. This
module updates the properties of the working fluid, and calculates the last term in the
Eqn. 2.11. This module links to the classes that perform interpolations in the look-up
table for calculating the required properties as a function of pressure and enthalpy.
An abstract base class is defined, and the two property interpolation routines: for
REFPROP and JPS8 properties, are derived classes of this base class. This allows for

easier extension of the HRMFoam solver to incorporate other property calculation
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routines. Additionally, the switching between the two property interpolation routines
is performed at solver run-time and depends on user input.

An important point to be noted is that a new boundary condition was designed
for the continuity equation. This boundary condition sets the density of the outgoing
flow as zero gradient whereas calculates the density of the incoming flow based on
the pressure and enthalpy at that location. In order to calculate this incoming fluid

density, the modelCalc module is used.

2.2 Modeling of Gasoline-Ethanol Fuel

In previous work using HRMFoam, curve fits and standard programs from the
National Institute of Standards and Technology (NIST') were used to generate the fluid
property look-up tables. However these methods are unable to generate mixtures with
ethanol due to its high polarity. The current section describes the steps followed in
building a new model for properties of gasoline-ethanol blends using a binary mixture
approximation based on the idea of Pumphrey et al. [71]. The model developed
is known as the Gasoline-Ethanol Flash model (GEFlash), and the following sub-
sections present the formulations used to calculate the different properties and the

methodology used to combine these sub-models into one framework.

2.2.1 Vapor Pressure
The model of Pumphrey et al. [71] was used to calculate the vapor pressure
of the gasoline-ethanol blends. According to this method, the vapor pressure of a

gasoline-ethanol blended fuel can be obtained by Eqn. 2.25

Prap = TeVePe vap + T4V Py vap (2.25)

where the subscripts e and ¢ stand for ethanol and gasoline respectively. The variables

x,7, Py represent the molar fractions, the activity coefficients, and vapor pressure
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of the component respectively. The activity coefficients were calculated using the

Wilson equation formulation [73] given as follows

A A
l =—1 A s — g 2.2
n(’}/e) n($e + 691‘9) + xg(xe + Aegl‘g l‘g + Agel‘e) ( 6)

A A
= — <) (2.27)
Te + Negty x5+ Ngee

ln(fyg> = - ln(xg + Agexe) - xe(

The parameters A., and A4 were obtained by Pumphrey et al from their experimental
data as equal to 0.1665 and 0.3527 respectively. This method was implemented in

this work and Fig. 2.2 is a verification that the implementation is accurate.

2.2.2 Enthalpy of Vaporization
The Clausius-Clapeyron equation was used by Kar et al.[41] and Balabin et al. [§]

to calculate the enthalpy of vaporization of the gasoline-ethanol blends. This method
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can be explained as follows. The Clausius-Clapeyron equation for pure substances is

given as
APy  Hp,
deat B TsatVfg

(2.28)

where P;,; and T, are the saturation pressure and temperature of the liquid, Hy,
is the enthalpy of vaporization, and vy, is the difference in the specific volumes of
saturated liquid and vapor. Assuming that the specific volume of the liquid is negli-
gible as compared to that of vapor and also that the ideal gas equation is valid for

the vapor phase, we get the following

d(In(Psat)) _ _Hfg
d(1/Tiar) R

(2.29)

where R is the gas constant. From the slope of the plot of in(Psy) versus 1/Ts,, the
enthalpy of vaporization can be obtained. This method has been found to be accurate
for pure ethanol and distilled water, and it is proposed by Kar et al. that it may give
a good estimate for gasoline-ethanol blends over a narrow temperature range. In the
current work, the left hand side of the Eqn. 2.29 is calculated by a simple first order
Taylor series expansion. The vapor pressure is obtained from the code developed in
the previous subsection.

Though the use of the ideal gas assumption is not strictly valid for multi-component
modeling of non-ideal mixtures, this is the only known method that has been used to

predict the enthalpy of vaporization for all gasoline-ethanol blends.

2.2.3 Saturated Liquid and Vapor Densities
Two different methods were tested to calculate the saturated liquid density of
the blended fuel. The first method involves the solution of cubic equation of states

(CEOS) for the molar volume and using the highest and the lowest root values as

36



Table 2.1. Parameters for five cubic EOS

EOS u w b a
; 0.42748R2T25
[f;;ihch—Kwong(RK) 1 0 O'OSGIQfRTC T2 c
22
Soave-RK [73] 1|0 | oosepRle | BRI 4 fuw(l - T/

PC PC
where fw = 0.48 + 1.574w — 0.176w?

22

Peng-Robinson [73] 2 -1 0'077I§SRTC 0‘457?;}2 Te [1+ fw(— Tr1/2)]2
where fw = 0.37464 + 1.54226w — 0.26992w?

22
Peng-Robinson- 2 | -1 | QOTTSORT. | QASTRARTH. o)((2.0+ 0.836T;)(1 — 1))
Gasem(PRG)[30] where fw = 0.134 + 0.508w — 0.0467w?
Peng-Robinson- 2 -1 0‘077;96}”6 0'4572}?;5R2 7z 1+ fw(l— T#/Q)}Q
[Sggf’Jek—Vera(PRSV) where fw = K0+ K1(1 +Tr1/2)(0-7 — T

And K0 = 0.3789 + 1.4897w — 0.1713w? + 0.0196w3

the vapor and liquid molar volumes respectively. The third root has no physical

significance and is discarded. A cubic equation of state can be described by

RT a

pP= -
V—b V24+ubV + wb?

(2.30)

where R is the gas constant, T is the temperature and V' is the molar volume. The
variables u and w are integer values which are different for different equations of
state. The parameter b accounts for the fact that molecules cannot overlap, and a
accounts for the attraction between molecules. The value of these four parameters
are mentioned in Table 2.1 for some commonly used cubic equations of state.

In the Table 2.1, T, and P. are the critical temperature and pressure, 7T, represents
the reduced temperature, and K1 is an empirical constant that needs to be specified
for the PRSV equation. The variable w is known as the accentric factor and represents
the non-sphericity of the molecule. The accentric factor is mostly obtained from
empirical observations [73].

When the CEOS are to be applied to mixtures, the parameters b and a need to be
specified by using mixing rules. In this work, the traditional van der Waals one-fluid

mixing rule was used which gives the parameters as follows
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Ay, = ZZZL‘Z‘ZL‘j(ZU (231)
? J

i g
where, ¢ and j represent the molecular species. In the above equations, a;; and b; can
be calculated from the formulas for single components given in Table 2.1. The other

terms, namely, a;; and b;; can be calculated as a combination of the single component

parameters by the following formulas

Q5 = w/aiiajj(l - k?”) (233)

bii + bj;

bij — 2

(2.34)

here, k;; is the binary interaction parameter which is characteristic of each binary pair
and needs to be obtained from experimental data. In this work, the value of the binary
interaction parameter is taken as zero. The main reason for this assumption is that
since the vapor pressures were obtained from the Wilson equation, whose parameters
were already adjusted to match experimental data, the CEOS is indirectly affected
by experimental data. Adding requirements for additional data were not desirable
since such data are difficult to obtain for G-E blends.

The second method for calculating the saturated liquid density was the modified

Rackett equation [73]. In this method, the molar saturated liquid volume is given as

follows
i1y 1+(1-T3)2/7
Vo= R 5 i (2.35)
ZRrAm = Z(IEiZRAz‘) (2.36)

i

where, T, in this case is given as

Ty =TT (2.37)

38



Ter is obtained from mixing rules. Spencer and Danner [87] recommended the Chueh-

Prausnitz mixing rules which are given as follows

(2

901‘ch'
b = AT (2.39)
Teij = (1 — kij)(ToiTo;)"? (2.40)
1/ \1/2
1—ky = B(VeiVey) (2.41)

(Vi + vy
where V, is the critical volume and Zg4 is a constant known as the Rackett com-
pressibility factor. Reid [73] provides the value of this constant for a number of
elements. The saturated vapor densities were always calculated from the equation of
state solution, even when the liquid density was obtained from the modified Rackett
equation.

The model was applied to a non-ideal methanol-toluene mixture. The Wilson
equation parameters for this mixture were obtained from the DECHEMA chemistry
data series [31]. Again, to verify that the implementation of the Wilson equation is
accurate, the vapor-liquid equilibrium predictions are compared with the data of Oh
et al.[66] in Fig. 2.3. The Fig. 2.3(b) also shows the plot if the ideal Raoult’s law
is used instead of the Wilson equation. This gives an idea of the non-ideal nature of
the mixture.

Once the Wilson equation parameters were implemented and the correct vapor
pressures were obtained for the mixture, the density of the binary mixture was calcu-
lated by the different implemented models and compared against the data of Nikam
et al [63] in Fig. 2.4. Tt can be seen that the the liquid density predictions of the
modified Rackett equation are closest to the experimental data and hence this method

was used for modeling gasoline ethanol blends as well. All the required constants for
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Figure 2.3. Comparison of vapor-liquid equilibrium predictions from GEFlash with
experimental data of Oh et al [66] for the methanol-toluene mixture at 40°C’

methanol and toluene: the critical temperature, pressure and volume, the accentric
factor, and the Rackett equation compressibility, were obtained from Reid et al. [73].
The constant K1 (see table 2.1) is obtained from Stryjek and Vera [88]. The most
accurate CEOS for the liquid for the liquid density predictions was the PRSV equa-

tion, so this was used for predicting the vapor density of the gasoline-ethanol blends.

2.2.4 Mole Fraction of Vapor
The mole fraction of vapor (v) was obtained by the Rachford-Rice equation which

is given by Eqn. 2.42

zi(K; — 1
) 1 —I—(U(Ki —)1) =0 (242)

where z is the mole fraction of component ¢ and K is given as

o+ (P
K = w (2.43)
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Figure 2.4. Comparison of liquid density predictions from GEFlash with the exper-
imental data of Nikam et al. [63] for the methanol-toluene mixture at 30°C’

where ; and P!, are the activity coefficient and saturation pressure of the component

1 respectively and P is the pressure in the system. The Eqn. 2.42 was solved using
the Newton’s method to get the value of mole fraction of vapor.

In order to validate these predictions, a plot of temperature versus the percent
mole/mass fraction of fuel vaporized is needed. Usually, in presenting distillation
data of this nature, the temperature is plotted against the percent volume of fuel
distilled, which is equal to the volume of the liquid obtained by condensing the vapor
exiting the distillation flask. The GEFlash model provides the mole fraction of vapor
obtained from distillation and does not include a mechanism to calculate the volume
of the liquid obtained from condensing this vapor. Since GEFlash cannot provide
this liquid volume, a different method of validation was employed. A model for G-E
blends was built in the chemical process engineering software Aspen Plus and was

used to validate the GEFlash predictions. The full modeling procedure is explained

in Section 2.2.6.
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2.2.5 Final Setup of GEFlash Model

Finally, the above mentioned submodels were combined to calculate the required
properties and the final flow chart for the GEFlash model is shown in Fig. 2.5. Note
that the HRMFoam flow solver requires the properties to be specified as functions
of pressure and enthalpy rather than temperature and so the GEFlash model was

formulated accordingly. The different steps in the flow chart are explained as follows

1. The pressure and enthalpy values at which the properties are required are read

in from an input file.

2. Since only the enthalpy is available, the temperature corresponding to the en-

thalpy is required. An initial temperature value is estimated and the loop starts.

3. For the estimated temperature, the vapor pressure is calculated from Eqn. 2.25,

and the dew point is calculated from the modified Raoult’s law as follows

Ppew = (2.44)

S(2)

i
vap

4. The enthalpy of vaporization is calculated from the Clausius-Clapeyron equa-

tion, Eqn. 2.29.

5. The liquid enthalpy Hj;, is calculated by
Hliq = Cp<T - Tref) + Href (245)

where, the reference enthalpy H,.; and corresponding reference temperature
T, are user inputs. It should be noted that enthalpy is relative and so H,.y can
be set to any value. The specific heat for gasoline and ethanol have been taken to
be equal to 2.13 J/K/g and 2.38 J/K/g respectively, which are the values at 20

°C' obtained from Nan et al. [59]. The specific heat of the mixture is calculated
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by adding these two values proportioned by the respective mole fractions. It is
assumed that the specific heats of gasoline and ethanol do not change in the
temperature range considered. The vapor enthalpy H,,, is calculated from the

liquid enthalpy and Hy,.

. The mole fraction of vapor is calculated from the Rachford-Rice equation, Eqn.
2.42. It should be noted that this step itself includes an iterative solution based

on the Newton’s iteration method.

. The enthalpy obtained for the initially estimated temperature is calculated as

Heq = Hyq +vHy, (2.46)

. If the difference between this enthalpy and the user input in step 1 is less than

a certain tolerance, the loop is ended, else, the solution proceeds from step 2.

. Based on the converged temperature and the vapor pressure, the liquid and
vapor densities are calculated from the modified Rackett equation, Eqn. 2.35,

and the PRSV CEOS respectively.

The temperature loop in the above algorithm uses the bisection method to find the

temperature. The required inputs for GEFlash and the format of the input and

output files are given in Appendix A.

2.2.6 Aspen Plus for Gasoline-Ethanol Fuel Blends

Aspen Plus is a software that is distributed by AspenTech and is used for modeling

chemical engineering processes. As mentioned in section 2.2.4, this software was used

in this work to obtain the properties of gasoline-ethanol blends in order to validate

the predictions of GEFlash. Firstly, the process followed for obtaining the properties

for water will be explained in detail followed by the method for modeling the gasoline-

ethanol blends
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2.2.6.1 Model for Water

The model used for water is shown in Fig. 2.6. It includes an input liquid stream
flowing into a flash drum, which separates the stream into vapor and liquid depending
on the conditions in the drum. In order to check the validity of this method for
obtaining the properties, the model for water was coupled with the HRMFoam solver
to simulate the test cases of Reitz [74]. This coupling was achieved by generating a
look-up table using Aspen Plus which would be then used by the HRMFoam solver
to obtain the properties of water. In order to generate the look-up table, a sensitivity
analysis was performed in Aspen Plus. This kind of analysis allows the user to modify
certain model variables and observe the effect on other variables. In this case, the
sensitivity analysis involves modifying the temperature of the input stream and the
pressure in the flash drum. This process is shown in the Fig. 2.7. The temperature
range of the input stream and the pressure range in the flash drum govern the size
of the look-up table. The temperature of the input stream is varied instead of the
temperature in the flash drum because the HRMFoam solver requires properties to
be specified as a function of enthalpy, so the flash drum will perform an adiabatic
flash operation from the conditions of the input stream to the pressure specified in
the drum. The NRTL(non-random two liquid) base property method was used which
uses the NRTL model for calculating the liquid phase activity coefficient and the ideal
gas approximation for the vapor phase. The NRTL model is an activity coefficient
model similar to the Wilson equation (see [73]). The liquid volume was calculated
by the VL2Quad method (liquid volume calculated by quadratic mixing rules from
pure component liquid volumes) because this method was found to be accurate in
predicting the density of water. Finally, the look-up table was copied from Aspen
Plus and pasted into a word processing software, and the format of the table was
adjusted according to the requirements of the HRMFoam solver. The Fig. 2.8 shows

the comparison between the results obtained for the test cases of Reitz [74] using
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Figure 2.8. Comparison between predictions of HRMFoam using the look-up tables
from Aspen Plus and REFPROP in simulating the experiments of Reitz [74]

HRMFoam with the look-up tables from Aspen Plus and from REFPROP. It can be
seen from Fig. 2.8 that the predictions are quite close, hence, it is concluded that
the model proposed for obtaining the properties of water is satisfactorily accurate.
However, it is to be noted that Aspen Plus was found to crash if a very large table
was generated. Hence the look-table used for these simulations was very sparse as
compared to the REFPROP table, leading to higher interpolation error. Additionally,
instead of generating one table that covered the entire range of temperatures required
for the validation shown in Fig. 2.8, three separate tables had to be used for the three
cases simulated due to the table size limit. Hence it must be noted that due to the
difficulty in using Aspen Plus to generate the required look-up tables, this method
will merely be used for validation of the GEFlash model rather than for running flash

boiling simulations using HRMFoam.
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2.2.6.2 Model for Gasoline-Ethanol Fuel

The model used for the gasoline-ethanol fuel is similar to the model for water,
with an input stream consisting of liquid fuel flowing into the flash drum where it
is separated into liquid and vapor. However, there is an additional stage in which a
stream of ethanol is mixed with a stream of a gasoline surrogate in a mixer. This
model is shown in Fig. 2.9. By changing the volume fraction of ethanol and surrogate
gasoline flowing into the mixer, the type of gasoline-ethanol blend can be changed.
If this model was to be coupled with HRMFoam, the method for conducting the
sensitivity analysis to generate a look-up table for gasoline-ethanol blends would be
the same as that for the water model, the only difference being that the temperature of
the “blended fuel” stream would govern the temperature range of the look-up table.
The next step in modeling the gasoline-ethanol fuel was to select an appropriate

surrogate for gasoline.
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Table 2.2. Formulation of gasoline surrogates [20]

Component | Indolene model (% mass) | Synthetic fuel model (% mass)
iso-pentane 16.18 16.61
cyclo-hexane 20.91 24.05
iso-octane 16.70 19.2
toluene 15.35 17.65
ethyl-benzene 15.59 12.93
n-decane 11.71 8.47
naphtalene 3.55 1.09

2.2.6.3 Surrogate for Gasoline

Curtis et al. [20] presented 7-component surrogates for three different fuels,
namely, a hesitation fuel with high driveability index, indolene fuel and a synthetic
fuel which had a D86 distillation curve [1] and a driveability index similar to a Cali-
fornia Phase II fuel. The synthetic fuel and indolene surrogates were built in Aspen
Plus and these formulations are shown in Table 2.2.

The Fig. 2.10 shows a comparison of the D86 distillation curves obtained from
Aspen Plus with the experimental D86 curves presented by Curtis et al.[20]. In
addition, the D86 curve for a refinery gasoline produced in Brazil and known as
“Type A” gasoline [89] is also plotted. It can be observed that the D86 curves from
Aspen Plus reproduce their respective experimental D86 curves very well. Overall, a
maximum difference of approximately 7 % is observed between the two D86 curves
obtained from Aspen Plus and the “Type A” gasoline. In both cases, the root mean
square error is approximately 13 K. Since there is not much difference between the
two models, the indolene model is chosen for further analysis.

It is assumed in both, the GEFlash method and the Aspen Plus model mentioned
above, that the volumes of ethanol and gasoline are additive. For example, it is
assumed that 0.2 m? of ethanol mixed with 0.8 m? of gasoline gives 1 m? of blended

fuel E20. This assumption is inaccurate since volumes are not additive. In order
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Figure 2.10. Comparison of D86 distillation curves of the surrogate gasolines from
Aspen Plus with the experimental data of Curtis et al. [20], and the experimental
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Figure 2.11. Error due to assumption of additive volumes plotted against the volume
fraction of ethanol in the mixture
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to check the validity of this assumption, the error is plotted in Fig. 2.11 for two

temperatures. The error is calculated as follows

| Vact — Vadd |
Vadd

Error = * 100 (2.47)
where V,; is the actual volume of the blend obtained from the Aspen Plus simulation
and V,4q is the volume based on the assumption that the volumes are additive.

It can be seen from Fig. 2.11 that the maximum error for the two temperatures
tested is at 25°C' and is equal to 2.2 % occurring at around 20 % ethanol. This
means that at 25°C', the fuel denoted as E20 can have 20 4+ 2.2 % ethanol by volume.
However, since flash boiling cases operate at much higher temperatures than 25°C', it

can be expected that the error will be much lower.
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CHAPTER 3

RESULTS

3.1 Gasoline-Ethanol Fuel Modeling Results
3.1.1 Vapor Pressure

The vapor pressure predictions from the GEFlash model were compared to the
experimental data of Kar et al.[41]. In this case, the pure component vapor pressures
required in Eqn. 2.25 were obtained from the vapor pressure plot of Kar et al. The
results are shown in Fig. 3.1 along with the predictions from the Aspen Plus model.
It can be seen that the GEFlash model excels at matching the vapor pressures of the
gasoline-ethanol blends. In this plot, the densities of ethanol and gasoline used to
convert from mole fraction to volume fraction were 790.4 and 767 kg/m? respectively,
taken from the paper by Kar et al. These densities of pure ethanol and gasoline were
later calculated using the Rackett equation and it was found that the change in Fig.
3.1 was negligible.

The Aspen Plus predictions match the experimental data well in the region with
low ethanol content. They also accurately capture the azeotropic behavior of the
blended fuel with 10-20 % volume fraction of ethanol. However, the predictions
deviate as the ethanol content increases. In fact, it is seen that the pure component
ethanol vapor pressures predicted by Aspen Plus do not match the experimental
data. So, pure component ethanol vapor pressure predictions using the equation
proposed by Dillon and Penoncello [23] as implemented in the REFPROP program
are also plotted in Fig. 3.1. It can be seen that the Aspen Plus predictions match

the REFPROP predictions but the experimental data shows lower vapor pressures.
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Figure 3.1. Comparison of gasoline-ethanol fuel vapor pressures predicted by
GEFlash with data from Kar et al. [41] and predictions of Aspen Plus. Dashed
lines represent GEFlash results, solid lines represent Aspen Plus predictions and
symbols represent experimental data

In order to further validate the pure ethanol vapor pressure predictions, the results
from REFPROP are compared with the experimental data of Nasirzadeh et al.[60] in
Fig. 3.2. It can be seen that the REFPROP predictions are extremely accurate in
the same temperature range as the experiments of Kar et al. It is mentioned in the
work of Kar et al that the ethanol used was denatured by adding 2 % methanol and
that inspite of this, the vapor pressure of ethanol agreed with published data for pure
ethanol. However, from Figs. 3.1 and 3.2 it is hypothesized that the vapor pressure

of the denatured ethanol may be slightly different from the pure ethanol.

3.1.2 Enthalpy of Vaporization
The comparison between the predictions of Kar et al and the current implemen-
tation are shown in Fig. 3.3. It is observed that the overall trend is satisfied but the

predictions are inaccurate in the azeotropic region (around 20 % ethanol). This is
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Figure 3.2. Comparison of pure ethanol vapor pressure predictions of REFPROP
with data of Nasirzadeh et al. [60]

due to the small deviations between the predicted and experimental vapor pressures

in this region as seen in Fig. 3.1

3.1.3 Saturated Liquid Density

The density predictions from the GEFlash and Aspen Plus models are compared
with the experimental data of Takeshita at al. [89] in Fig. 3.4. It is seen that the
density predictions from GEFlash deviate from the experimental data close to the
pure gasoline section, with the maximum error being 4.6%. The main reason for
this deviation is that the Rackett compressibility, molecular weight and the critical
properties for gasoline were taken to be equal to those of iso-octane. To further
investigate this result, the density predictions from GEFlash are compared, in Fig.
3.5, to the data of Kretschmer et al.[47] for a mixture of iso-octane with ethanol. The
maximum error in this case is 2.6% and occurs at 0 °C and around 0.4 mole fraction
ethanol. This shows that the liquid density prediction for G-E blends are closer to
the densities of iso-octane-ethanol mixtures. Hence, the assumption that gasoline is

similar to iso-octane in the modified Rackett equation causes the deviation in the

o4



a
o

&

— GEFlash ¢
o Karetal.

W B
o & o
I I I

[ ]

Enthalpy of Vaporization (kJmol)
N

| | |
20 40 60 80 100
Volume Fraction of Ethanol (%)

S
o
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prediction of liquid density in Fig. 3.4. It is to be noted here that methods more
suited to mixtures of alcohols and hydrocarbons like the cubic plus equation of state
[97] may also be used in place of the modified Rackett equation, however, it is seen
from Fig. 3.4 and Fig. 3.5 that the saturated liquid density is not a very strong
function of mole fraction of ethanol. Hence a simple method is considered to be
satisfactory. Additionally, the worldwide variation in properties and composition of
gasoline does not guarantee any improvement in predictions with a more complicated
model.

For the Aspen Plus model also, the predictions are good for blends with higher
ethanol (greater than 50%), but deviate in the region of pure gasoline. The maximum
error occurs in the pure gasoline section and is equal to 4.5%. Such variations are
expected since the density of a pure, Brazilian-made gasoline is compared with that

of a surrogate, which was designed to match the distillation curve of indolene.
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Figure 3.5. Comparison of liquid density of an iso-octane-ethanol mixture predicted
by GEFlash (solid line) with the experimental data of Kretschmer et al. [47]
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3.1.4 Mole Fraction of Vapor

As mentioned in the previous section, to perform validations of the vapor mole
fraction, the Aspen Plus model was used instead of experimental data. However, it
was first necessary to check that the Aspen Plus model satisfactorily reproduced the
experimental D86 curves for the gasoline-ethanol blends. Fig. 3.6 compares the D86
distillation curves for the different ethanol blends predicted by Aspen Plus with the
experimental data of Takeshita et al. From 3.6(a), it is seen that adding 20% ethanol
causes the distillation curve to flatten between the distilled volumes of 40 % and 70%.
Before and after this section, the curve is almost the same as the pure gasoline case.
The prediction from Aspen Plus shows this flattening between these two points but
change with respect to the pure indolene curve is not as significant as compared to
the experimental data. As the amount of ethanol is increased, the flat section of the
experimental data curve becomes longer so that finally, for E80, the distillation curve
remains close to 350K from 20% to 90% volume distilled. Although it appears that
the Aspen Plus predictions show some of this behavior, the response to the increase
in ethanol content is not as strong as the experimental data. One of the causes
for this might be the fact that the number of points for the D86 curve provided by
Aspen Plus is less than that provided by Takeshita et al. and so it is possible that
the area of interest falls between two reported points. Also, it cannot be expected
that a surrogate for indolene can reproduce all the properties of a Brazillian gasoline,
especially when it is mixed with a polar compound such as ethanol. However, the
overall trends predicted by the Aspen Plus model are satisfactory.

In order to compare Aspen Plus predictions with GEFlash results, a sensitivity
analysis was performed by keeping the pressure in the flash drum, shown in Fig. 2.9,
at 0.5 bar and varying its temperature from 293K to 393K. The mole fraction of
vapor was tabulated and the values are plotted against the predictions from GEFlash

in Figs. 3.7 and 3.8.

27



500 : : : : : 500

450 450~
g %0 400"
e e
2 & 350
5350 o
Q.
E o P a0
250 R 250
L | L | L | L | L L | L | L | L |
200 20 40 60 80 00 %% 20 0 60 100
Volume Distilled (%) Volume Distilled (%)
(a) EO and E20 (b) E30 and E40

500

450

Temperature (K)
8
o

&
=)

300,

40 60 100
Volume Distilled (%)

(c) E50 and E60 (d) E70 and E80

Figure 3.6. Comparison between D86 distillation curves from Aspen Plus and the
experimental data of Takeshita et al.[89] for gasoline-ethanol blends. = represent
Aspen Plus predictions, and e represent experimental data.

58



8

|
| ==
380 T
—~~ B /7
X 360/ y
9 / /)
% 7 /// // |

7
" 7 ———;—_-;-;-———-—:____ -
s0f  _—=z== .
300+ 7

| | ‘ |
0 0.2 04 06 08 1

Mole Fraction of Vapor

Figure 3.7. Comparison between mole fraction of vapor predicted by GEFlash (solid
line) and Aspen Plus (dashed line): E20 and E40

400 \
* 2
—~ I 1
X -
e 360 1
5 |
®
%_ 340
-
320
300} .
| | | |
0 0.2 04 0.6 0.8 1

Mole Fraction of Vapor

Figure 3.8. Comparison between mole fraction of vapor predicted by GEFlash (solid
line) and Aspen Plus (dashed line): E60, E80 and E90

29



It is seen from the Fig. 3.7 that the GEFlash predictions for E20 do not match
the predictions from Aspen Plus over most of the temperature range. However, for
40% ethanol, the trend is reproduced between 0 and 0.7 mole fraction of vapor.
Fig. 3.8 shows that, as the ethanol percentage is increased to 60%, the GEFlash
predictions seem to reproduce the trends of the Aspen Plus results over majority of
the distillation range. For the E60 case, the deviation occurs only after 0.9 mole
fraction. Whereas for the blends with higher ethanol content, the deviation occurs
even later. The Aspen Plus predictions for the temperatures at which the vapor mole
fraction becomes non zero i.e. the bubble points for ES0 and E90 are lower than the
GEFlash predictions. This is because Aspen Plus predicts a higher vapor pressure for
these high ethanol content fuels (see Fig. 3.1) as compared to experiments whereas
the GEFlash predictions are more accurate. As a result, the Aspen Plus model shows
that vaporization begins at a lower temperature than the GEFlash model.

The main reason for the error in the GEFlash predictions for the lower ethanol
content fuels is that since GEFlash is based on a binary component model, it assumes
the gasoline to be a single component and hence it cannot capture the boiling of the
different fractions in the multi-component gasoline. It is interesting to note that
as the ethanol content in the fuel is increased, the predictions from GEFlash start

matching the Aspen Plus predictions over a large portion of the distillation range.

3.2 Simulations with n-Hexane
3.2.1 Geometry and Test Conditions

The computational cases simulated here are similar to the experiments performed
by Schmitz et al. [81]. Cases were simulated at temperatures of 323K, 343 K, 363
K and 381 K using n-hexane as fuel. An injection pressure of around 8 MPa and a
chamber pressure of 50 kPa were used. A high pressure swirl injector was studied (see

Fig. 3.9) which converts the high pressure energy of the GDI system into rotational

60



INLETS

/\

NOZZLE

Figure 3.9. Geometry of high pressure swirl injector

momentum thereby enhancing atomization. The highly atomized fuel spray has much
smaller droplets that vaporize faster promoting a more homogeneous fuel-air mixture
with a significant decrease in UHC emissions. Though all the test conditions were
the same as those reported by Schmitz et al., the geometry of the injector had to be
estimated since it was not reported in the paper. The high pressure swirl injector
geometry used in this study was drafted using estimates of critical dimensions from
Alajbegovic et al. [5] and the injector was scaled appropriately to get a fuel flow rate
of 15 em?/s, which is consistent with the flow rate reported by Schmitz et al. The
geometry and the tetrahedral grid used in the current study are shown in Figs. 3.9
and 3.10 respectively. The quad-symmetry of the nozzle was utilized and simulations

were done on a 90° section of the geometry as shown in Fig. 3.10.

3.2.2 Results and Discussions
An iso-contour was generated at a void fraction value of 0.8 as shown in the Fig.

3.11. The average radial distance of the outer envelope of this contour was calculated
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Figure 3.10. Computational mesh used for simulation of high pressure swirl injector

at a plane which was 0.5 mm from the nozzle exit. Finally, the spray cone angle was
measured as shown in the Fig. 3.11. The method of fitting regression lines to the
spray contours, similar to Schmitz et al., was not considered since our contours do
not have as much scatter as is observed in experiments, and so a linear method is
sufficient in this case. The results obtained are plotted in Fig. 3.12. It can be observed
that the angle of the spray cone decreases with increasing temperatures similar to the
data of Schmitz et al.[81]. It must be noted that the empirical timescale formulation
used in this work was the same as that specified in the original paper by Downar-
Zapolski et al.[24]. This equation was formulated to reproduce data for water and
may not be accurate for other fluids. Also, in our simulations, we have observed that
the exit spray cone angle is highly dependent on the internal geometry of the nozzle
and so, unless the geometry used is the same, it cannot be expected that our results
will match the data. However, the trend of the experimental data is satisfactorily

predicted, especially the sharp decrease in the angle from 323K to 343K. Since we
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Figure 3.11. Spray cone angle measurement method for simulation of high pressure
swirl injector

have not included any external spray calculations, the decrease in the spray cone
angle must be caused by flash boiling in the interior of the nozzle. This is similar to
the “internal flashing mode” observed by Oza [67] at injection pressures above the
vapor pressure of the fuel.

The Fig. 3.13 shows the contour plots of the density, void fraction, pressure and
velocity for the four cases simulated, alongside the spray images from Schmitz et
al. [81]. The size of the plenum chamber used in these simulations was 4 mm from
the nozzle exit. Hence, the scale provided in the paper by Schmitz et al. [81] was
used to extract the corresponding part of the images. It can be noted that though
the velocity contour is curving towards the center with an increase in temperature,
our simulations do not predict the complete collapse of the hollow cone structure
which is observed in the spray images. However, in our simulations we use a single
pseudo-fluid approach which assumes that the outlet chamber is filled with a mixture
of fuel liquid and vapor, unlike the experiments in which air was used in the chamber.
The large difference between the fuel mixture and air densities at the downstream
conditions is believed to be the main reason for the cone not collapsing completely.

It is also possible that, in the experiment, the cone collapses because the atomization
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Figure 3.12. Comparison of exit spray cone angle prediction from HRMFoam with
experimental data of Schmitz et al. [81]

due to flash-boiling causes smaller droplets in the spray. As these smaller droplets
have lower mass, they are easily displaced by the air that is entrained from around
the jet in a direction radially inwards.

Another interesting observation from the contour plots is that the region of va-
porization, which usually occurs at the inlet corner of multi-hole injectors [33] has
shifted to the center of the nozzle geometry because of the low pressure generated
there from the swirling motion. At the center of the spray cone, the liquid-vapor mix-
ture can be seen flowing from the plenum back into the swirl chamber through the
center of the nozzle. The velocity of this flow increases with temperature because,
as the temperature increases, the value of ps,; — p increases (refer to Eqn. 2.17),
thereby reducing the time scale of vaporization in Eqn. 2.12. As a result, in spite
of the overall pressure gradient across the geometry remaining the same, the higher
vaporization in the nozzle decreases the density of the fluid, consequently increasing

its velocity. The results indicate that the code does a satisfactory job of predicting

64



Densty (Kg/imy Void Factan
6000 1

Veocly (s
1400

450.0 1080

300.0 /200
150.0 3500

0.000 0,000

snalty. Ky Void froction  Weasity (mis)
Banslty (kg m) s I35

4500 (1058
3000 050 R
1500 s
o000 : 0.000

e i e Frocion eloety (179
5000 0 f

4500 1050
7000

35,00

0,000

Denslty (kaimi2) woid Facton v 5
4000 0 o

4500 050

2000 70,00

150.0 35,00

2000 0.000

Figure 3.13. Computed contour plots of density, void fraction, velocity, and pressure
from the present work, and experimental spray images from Schmitz et al. [81]. From

top to bottom:323K, 343K, 363K and 381K.

65

Prassure (Po)
8.00+06

606406

4 0406

20e+06

'0.02+00

Fresue Fa)
8 0e+6

6080
402408
2 0e+06

0.0e+00

Srossuie (Pe)
8.08-06

60806

Fressure (Po)
8.0 106
60006
.0m=06
20200

0.08+00

Nozzle Exit

A

=
s
S




the flash boiling process in the high pressure swirl injector with single component

working fluids like hexane.

3.3 Simulations with Multi-Component JP8
This section presents simulations performed using the surrogate for JP8 fuel de-

veloped by Lee et al [49)].

3.3.1 Geometry and Test Conditions

The matrix of test cases simulated is shown in Table 3.1 and the corresponding
geometries and computational meshes are presented in the Figs. 3.14, 3.15, 3.16, and
3.17. These meshes were all 2D axisymmetric and the geometries were designed based
on discussions with the United Technologies Research Center and the Energy Research
Consultants (ERC). The geometries and test cases considered here correspond to
planned experiments by ERC.

Inlet and outlet fillets in the nozzles were represented by conic section curves in
order to avoid the generation of bad quality mesh cells. In all cases, a small rectan-
gular section was added upstream of the nozzle geometry to prevent the boundary
conditions from having a very strong effect on the flow in the nozzle. A similar sec-
tion was initially added to the downstream section of these nozzles to prevent the
downstream boundary conditions from being very close to the nozzle. However, it
was found that the corresponding large recirculation of liquid fuel at the outlet caused
the code to be unstable. Since most of the flow at the nozzle outlet is outwards and
very little amount is reentering, the removal of these downstream sections improved
the stability of the code. This also simplifies the process of extracting profiles of
different variables like vapor void fraction, velocity etc at the nozzle outlet so as to

compare these values with the experimental data.
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It is to be noted that these cases were under cold conditions i.e. both inlet and
outlet conditions were in the subcooled region for JP8. The downstream pressure
was chosen to be high enough so that there would be no cavitation. This is done by

calculating the cavitation parameter K which is given as

Pup_Pvapor
Pup_Pdn

K = (3.1)

where, P stands for the pressure, and the subscripts up and dn correspond to the
conditions upstream and downstream of the nozzle respectively. The subscript vapor
corresponds to the vapor pressure of the fuel. Nurick [65] developed a simple 1D
analysis to evaluate the coefficient of discharge (Cp) of cavitating nozzles and found
that C'p increased with v K upto a certain point and then remained constant. The
point at which the value of C'p becomes constant was found to be at a K value of less
than 2 and is the critical point after which the nozzle no longer cavitates. Schmidt
[79] plotted the experimental data of many different authors and found that most of
the data agreed with the 1D analysis of Nurick. Hence, in the current simulations,
the conditions were adjusted to keep the value of K as close to 2 as possible in order
to avoid cavitation. The inlet pressure and temperature for these cases were 1.97TMPa
and 305K respectively, and the downstream pressure was 0.79MPa. These cases are
run under conditions with no phase change even though HRMFoam is a flash boiling
code in order to give an insight about the flow behavior in these nozzles. These
results will assist experimentalists in building the test rig required to conduct flash
boiling experiments. Finally, the data obtained will be used to better validate the
HRMFoam code for multicomponent fluids and to adjust the empirical constants in
the time scale formulation.

Different mesh resolutions were considered for the Case-1 and it was found that
coarser resolutions at the inlet corner of the nozzle led to the formation of vapor

which would be unexpected due to the adjustment of the K parameter. Hence, it was
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Table 3.1. Test cases simulated for JP&

Case No. Case Name L/D ratio | Inlet Shape
1 Sudden Contraction 3.33 Corner radius=0.05mm
2 Rounded Inlet 3.33 Corner radius=0.25mm
3 Internal Perturbation-1 3.33 Cylindrical perturbation
4 Internal Perturbation-2 3.33 Frustum shaped perturba-
tion

concluded that the mesh resolution needed to be fine enough to capture the small
scale structures existing at the inlet corner of the nozzle. The mesh resolution was
considered fine enough when the void fraction of vapor was found to be negligible.
This condition was obtained when the distance of the first point from the wall was
around 1 um. The meshes for the remaining cases were constructed by generating a
boundary layer mesh at the nozzle wall with the first point at 1 um and a growth
rate of 1.1 from the wall. A Cartesian mesh was then constructed for the remaining
domain from this boundary layer mesh.

In all cases, the flow is initialized to a uniform pressure of 1.97MPa and then, a
pressure ramp is set up to reduce the outlet pressure from this value to 0.79 MPa
over a time of 0.01 milliseconds. A Neumann boundary condition of zero gradient is
used at the inlet and outlet for the velocity and the walls are no-slip walls with zero

velocity.

3.3.2 Results and Discussion

The contour plots presented here are snapshots of the cases and do not accurately
represent the unsteady nature of these cases. The unsteadiness in Case-1 can be seen
from the outlet mass flow rates shown in Fig. 3.18. The contour plots for pressure
and velocity for Case-1 are shown in the Fig. 3.19. Due to the very small curvature
of 0.05mm at the inlet corner, the flow separates and forms a vena contracta. This is

accompanied by the formation and shedding of vortices as seen from the streamlines
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Figure 3.18. Outlet mass flow rates for Case-1

shown in Fig. 3.20. The flow behavior observed here is similar to that in the work of
Canino and Heister [15]. A discrete Fourier transform was conducted on the outlet
mass flow rates to determine the frequency of oscillations. Fig. 3.21 shows the
magnitude of oscillations with respect to the frequency. Harmonics of 14kHz exist
in the solution and the harmonic at 56kHz is most dominant. Canino and Heister
found that at the beginning of every period of oscillation, several small recirculation
regions are seen near the inlet corner. As time progresses, vortices pinch off from the
recirculation region and are convected downstream. The streamline plot Fig. 3.20
shows this behavior. At the instant of this snapshot a vortex can be seen pinching off
from the inlet corner and, further downstream, a couple of vortices can be seen being
convected downstream. The colors of the streamline plot show that the pressure drop
associated with the separation at the inlet corner does not lead to any cavitation.
The second case has a much larger curvature at the inlet corner. As seen from the

contour plots in Fig. 3.22 and the streamline plot Fig. 3.23, the curvature is gradual
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Figure 3.19. Pressure and velocity contour for Case-1
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Figure 3.20. Velocity streamlines for Case-1 colored by void fraction of vapor
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Figure 3.21. Discrete Fourier transform of outlet mass flow rates from Case-1

enough so that the flow does not separate at the inlet corner and no vena contracta is
formed. These observations are consistent with the work of Canino and Heister [15]
who found that the pulsations in the flow reduced with the increase in rounding of the
inlet corner due to lack of flow separation. The colors of the streamline plot also show
that there is no vapor generated in the domain. The curvature at the inlet corner
prevents a steep pressure drop which is usually the main cause for vapor generation
in nozzles with sharp inlet corners.

The final two cases are similar since they introduce some perturbations in the
flow before it enters the nozzle. Fig. 3.24 shows the pressure and velocity contours
for the Case-3. In this case, the flow encounters two sharp corners before entering
the nozzle. This leads to two large recirculation regions and extremely unsteady
flow with lots of oscillations as seen from the mass flow rate plot Fig. 3.25. The
discrete Fourier transform of the mass flow rates, Fig. 3.26 shows that a number

of frequencies dominate the unsteadiness. The streamline plot (Fig. 3.27) shows the
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Figure 3.22. Pressure and velocity contour for Case-2
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Figure 3.23. Velocity streamlines for Case-2 colored by void fraction of vapor
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Figure 3.24. Pressure and velocity contour for Case-3

origin of vortical structures near the inlet corner and the subsequent shedding of these
structures downstream. The void fraction contour indicates that the pressure drop at
the inlet corner leads to the formation of significant amounts of vapor. In addition,
a very low pressure exists at the center of the vortices leading to the formation of
more vapor. As the liquid flows around the vortices, its velocity increases due to local
contraction leading to periodical acceleration regions in the nozzle.

Finally, Fig. 3.28 and 3.29 are the results for Case-4. In this case, a large recircu-
lation zone is formed at the inlet corner as a result of the angle of the incoming flow.
The streamline plot shows the formation and shedding of vortical structures and the
outflow mass flow rate plot, Fig. 3.30, shows the unsteadiness in this flow. Similar
to the previous case, the discrete Fourier transform, Fig. 3.31 shows a number of
dominant frequencies. The void fraction plot shows the formation of vapor at the
inlet corner and at the center of the vortices.

An interesting phenomenon which can be observed from the void fraction plots

3.27 and 3.29, is that as the vapor bubble moves downstream, the color of the contour
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Figure 3.25. Outlet mass flow rates for Case-3
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Figure 3.26. Discrete Fourier transform of outlet mass flow rates from Case-3
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Figure 3.27. Velocity streamlines colored by void fraction of vapor and the void
fraction contour for Case-3
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Figure 3.28. Pressure and velocity contour for Case-4
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Figure 3.29. Velocity streamlines colored by void fraction of vapor and the void
fraction contour for Case-4
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Figure 3.30. Outlet mass flow rates for Case-4
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Figure 3.31. Discrete Fourier transform of outlet mass flow rates from Case-4

at the center of the vortex becomes yellow. This means that the vapor formed at the
inlet corner either mixes or condenses as it moves downstream since the conditions of
the flow downstream are in the subcooled region for JP8. It is to be noted that in all
contour plots, the pressure has been scaled according to the inlet and outlet pressures
and not by the minimum and maximum pressure in the domain. The uniform scaling
helps to directly compare the different contour plots. Finally, it is important to note
that these calculations are all two-dimensional axisymmetric and thus any potential
for variation in the third dimension is suppressed. It is quite possible that in real noz-
zles, the transient structures have significant three-dimensional features that cannot
be represented in the current calculations. These three-dimensional aspects would
significantly impact the energy spectrum of vortex shedding in the nozzles causing
the actual frequencies to differ from those reported in the present work. Also, in the
present work, a Newton’s iteration is used to solve the pressure equation as explained

in section 2.1.3. Since this is an iterative procedure, it is very possible that there
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Figure 3.32. Velocity and void fraction contours for the high pressure swirl injec-
tor with E85 as fluid. Injection conditions were 1MPA and 345K, and downstream
pressure was 0.05MPa

may be overshoots and undershoots in the pressure solution of these highly transient

cases. This will further modify the nature of oscillations in the mass flow rates.

3.4 Simulations with Gasoline-Ethanol Blends

The high pressure swirl injector used in section 3.2 was used to simulate two cases
with E85. Both the considered cases had the same injection conditions of 1MPa
and 345K. However, the first case had a downstream (chamber) pressure of 0.05MPa
whereas the second case had a very low pressure of 0.015MPa. The Figs. 3.32 and
3.33 show the consecutive velocity and void fraction contours. It can be seen from the
velocity contours that the case with the lower downstream pressure no longer shows
the hollow cone structure that is visible in Fig. 3.32 and in the results with n-hexane
presented in section 3.2. It was noted in section 3.2 that for the cases of Schmitz et
al. [81], HRMFoam did not show a complete cone collapse for the higher temperature
cases. From Fig. 3.33, it can be observed that even though the atomization of the
jet is not considered and the plenum is filled with fuel vapor instead of air, the cone

collapse can be observed by drastically increasing the amount of vapor formed inside
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Figure 3.33. Velocity and void fraction contours for the high pressure swirl injec-
tor with E85 as fluid. Injection conditions were 1MPA and 345K, and downstream
pressure was 0.015MPa

the nozzle. As the amount of vaporization increases, the cone collapses because the
exiting jet no longer has the momentum to expand against the surrounding fuel vapor
in the plenum. However, as the amount of vapor formed increases further, the jet is
highly under expanded and so the exit cone angle starts increasing again. This can
be noticed in velocity contour in Fig. 3.33, which shows a much higher spray cone
angle as compared to that in Fig. 3.32. Additionally, the void fraction contours show
that the low downstream pressure case has much less liquid penetration inside the
plenum, which is expected due to the higher vaporization.

In order to compare between two gasoline-ethanol blends, simulations were per-
formed on a multi-hole injector geometry. It has been found that the spray cone
structure of the swirl injectors is highly dependent on the pressure in the chamber
and complete collapse of the cone can occur in the stratified operation mode [53].
Comparatively, multi-hole injectors are found to produce sprays in which the spray
cone angle is only marginally affected by injection and chamber pressures. However,
flash boiling has been found to drastically affect the structure of these sprays as well

[69]. The multi-hole injector used in this case was based on the design obtained from

81



Needle Seat

Nozzles
Injector Sac

Figure 3.34. Geometry of six hole injector

Bosch GmbH. The complete design of this injector was presented in [33] and for the
purpose of the current study, the geometry was modified to simulate a 6-hole injector.
The modified geometry and mesh used are presented in Figs. 3.34 and 3.35 respec-
tively. It can be seen that only a 1/6™ section of the actual injector is simulated
with periodic boundaries on the cut planes. Also, a semi-spherical plenum is added
to the downstream of the nozzle to avoid the strong influence of boundary conditions
on the vaporization characteristics. Two gasoline-ethanol fuel blends were used as
working fluids: E60 and E85. In both cases, the injection pressure and temperature
were 0.2MPa and 345K respectively, and the chamber pressure was 50kPa. The Figs.
3.36, 3.37, 3.38, and 3.39 show the velocity and void fraction contours for the two
cases respectively. E60 has a higher vapor pressure than E85 as seen from Fig. 3.1
and hence it undergoes more vaporization. This can be observed by comparing Fig.
3.37 and Fig. 3.39. The penetration of the liquid into the outlet plenum is much less
in the case of E60 as compared to E85. Additionally, the velocity contours show a
much wider spray cone angle for E60 due to the presence of more vapor inside the

nozzle.
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Figure 3.35. Computational mesh of six
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Figure 3.36. Velocity contour for 6-hole injector with E60 as fluid. Injection condi-
tions were 0.2MPa and 345K respectively, and the chamber pressure was 50kPa
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Figure 3.37. Void fraction contour for 6-hole injector with E60 as fluid. Injection
conditions were 0.2MPa and 345K respectively, and the chamber pressure was 50kPa
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Figure 3.38. Velocity contour for 6-hole injector with E85 as fluid. Injection condi-
tions were 0.2MPa and 345K respectively, and the chamber pressure was 50kPa
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Figure 3.39. Void fraction for 6-hole injector with E85 as fluid. Injection conditions
were 0.2MPa and 345K respectively, and the chamber pressure was 50kPa

An interesting phenomenon is observed from the void fraction contours Figs. 3.37
and 3.39. It can be seen that high vapor formation occurs around the center of the
nozzle, close to the exit. In order to further investigate this phenomenon, Fig. 3.40,
shows the streamlines inside the nozzle, colored by the velocity, for the simulation
with E60. It is seen that a vortical structure exists at the center of the nozzle. The
main cause of this vorticity is the large rotation that the high momentum flow has
to go through, before it flows into the nozzle. As the fluid flows into the nozzle,
its velocity increases due to the lower cross sectional area, thereby increasing its
vorticity. Consequently, the pressure at the core of the vortex decreases leading to
vapor formation at the center of the vortices. The evolution of pressure, presented in
Fig. 3.41, shows this gradual decrease in pressure at the center of the vortex, starting
from the needle tip.

In addition to the central vortex, two additional vortical structures can be observed
in Fig. 3.40 originating from the central vortices and moving towards the periodic
boundaries. These vortices appear to be similar to the bridging vortices observed

in Reid et al. [72] for counter-rotating vortices, and in Chang et al. [17] for two
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Figure 3.40. Streamlines colored by velocity showing central vortex and bridging
vortices in 6-hole injector with E60. Injection conditions were 0.2MPa and 345K
respectively, and the chamber pressure was 50kPa
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Figure 3.41. Pressure for 6-hole injector with E60 as fluid. Injection conditions
were 0.2MPa and 345K respectively, and the chamber pressure was 50kPa
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co-rotating vortices while studying cavitating flows. These bridging vortices originate
due to the interaction between the outermost flow of the central vortices with the
bulk flow, and link adjacent holes [72]. Similar vortical structures and subsequent
vapor formation due to cavitation have been observed in fuel injectors for diesel
engines [72, 6]. This mode of cavitation is known as vortex or string cavitation, and
the current work is the first time that this mode is observed in flash boiling flows.
However, the complete analysis of this “string flash boiling” is out of the scope of this
work and is left for future work.

It should be noted that since GEFlash requires the pure component vapor pres-
sures of ethanol and gasoline at the injection temperature (see Eqn. 2.25), and the
pure gasoline vapor pressure at 345K was not found in literature, the vapor pressure
of pure indolene was used from the Aspen Plus model developed in section 2.2.6.
Also, the viscosity of the gasoline-ethanol blends was assumed to be a constant and
its value was taken to be equal to the viscosity of octane at 273K. This assumption is
not very significant because most of the injector flows considered here are very high
Reynolds number flows and the viscosity is not expected to have much effect.

The results in this section qualitatively show the differences in the vaporization
characteristics in two different injectors: the high pressure swirl injector and the
6-hole injector. Additionally, the differences in the flow with two different gasoline-
ethanol blends is also presented. Though the results obtained follow the expected
trends, in the absence of experimental validations, it is difficult to predict whether

the results are quantitatively accurate.

3.5 Parametric Study
A parametric study was conducted in order to understand the finite rate mecha-
nism that governs flash boiling. For the parametric study, a 2D axisymmetric nozzle

with a diameter of 0.34mm, and length to diameter (L/D) ratio of 4 was used. Five
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Table 3.2. Test cases for parametric study using water as working fluid

Case | Py Popm | Tinj (K) | no.
Name | (MPa)| (MPa) cases
W-1 |1 0.015 | 332-452 | 13
W-2 | 0.7 0.101 | 392-439 | 6
W-3 |1 0.101 | 380-450 | 10
W-4 |5 0.101 | 380-457 | 8
W-5 | 0.7 0.015 | 332-438 | 10

Table 3.3. Test cases for parametric study using n-hexane as working fluid

Case | P Poym | Tinj (K) | no.
Name | (MPa)| (MPa) cases
H-1 1 0.015 | 294-345 | 7
H-2 0.35 |0.07 | 338373 |8
H-3 0.5 0.03 | 312-373 | 8

different fluids were considered: water, n-hexane, n-octane, E60, and E85. The prop-
erties of the single component fluids were provided by the REFPROP database and
code library [50]. REFPROP uses the Span and Wagner equation of state [86] for n-
hexane and n-octane, and the Wagner and Pruss equation of state [92] for water. The
properties of the ethanol fuels were obtained from the GEFlash model. For different
injection and chamber pressures, the injection temperature was varied from low to
high. All cases were assumed to be under adiabatic conditions, and hence an increase
in injection temperature implies an increase in the downstream degree of superheat.
The Tables 3.2 - 3.6 show the different cases that were simulated. The variables F;,;,
P, and Tj,; represent the injection pressure, downstream chamber pressure, and
the injection temperature respectively.

In order to analyze the output obtained from these test cases, a variable is defined
which indicates the amount of deviation from equilibrium. This variable is called

AFEq and is given as follows

AEq = Avg(z/T) (3.2)
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Table 3.4. Test cases for parametric study using octane as working fluid

Case | Py Popm | Tinj (K) | no.
Name | (MPa)| (MPa) cases
O-1 1 0.015 | 345-450 | 8
0-2 0.06 | 0.015 | 345-379 |9

Table 3.5. Test cases for parametric study using E60 as working fluid

Case P Py | Tinj (K) | no.
Name | (MPa)| (MPa) cases
E60-1 | 15 0.05 | 318-348 | 4
E60-2 | 0.2 0.05 | 318-348 |8

where Avg represents an average over the outlet of the nozzle. The second variable
represents the maximum energy available for vaporization at the downstream condi-
tion, and is represented by the degree of superheat downstream of the nozzle. This
variable is calculated as

AT = ,I‘inj - Tsat(Pchm) (33)

where T4 (Pepm) is the saturation temperature obtained at the downstream pressure.
It is to be noted here that since a 2D axisymmetric case is used to perform this
analysis, any variation in the 3rd dimension is suppressed. The Fig. 3.42 shows the
plot of the AEq versus AT/T;,; for all the cases presented in Tables 3.2 -3.6.

Three distinct sections can be observed in each curve as shown in Fig. 3.43. Each

of these sections will be explained below

Table 3.6. Test cases for parametric study using E85 as working fluid

Case P Pom | Tinj (K) | no.
Name | (MPa)| (MPa) cases
E85-1 | 15 0.05 | 328-348 | 3
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3.5.1 Section I:

As the degree of superheat increases above zero (implying that the downstream
condition becomes superheated), the value of AFEq decreases quickly with respect to
the degree of superheat. To further explain this section, refer to Fig. 3.44 which
shows a plot of mass fraction along the nozzle exit for the four lowest temperature
runs in the W-3 case. The four runs are at injection temperatures of 380K, 392K,
394K, and 400K, and represent increasing degrees of superheat. It can be observed
from this plot that, for lower degrees of superheat, the vapor formation close to the
wall is very high whereas the amount of vapor formed in the interior of the nozzle is
low. This is similar to a cavitating nozzle in which all the phase change occurs due
to the pressure drop at the inlet corner and is limited to areas closer to the wall.

The low degree of superheat implies that the liquid has very little energy to
provide for vaporization. As a result, the time for vaporization is high and the
residence time in the nozzle limits the vapor formation. However, the main cause of
the vapor formation close to the wall is the large pressure drop at the inlet corner.
The decrease in the near-wall vapor formation is due to a reduction in this pressure
drop with increasing degree of superheat.

This behavior can be explained as follows. As the flow moves beyond the inlet
corner, it continues to undergo vaporization, and hence its velocity increases while
the pressure decreases. This means that the pressure drop is no longer concentrated
at the inlet corner as in colder cases [79]. Since the pressure drop at the inlet is
diminished, the amount of vapor formed close to the wall at the inlet corner is also
reduced with increasing degree of superheat. Any further vaporization downstream
of the inlet corner is limited by the residence time similar to the flow in the core of
the nozzle. This shows that as the degree of superheat is increased, the mass fraction
of vapor starts approaching a more uniform profile. Section I can be considered as

the geometrically driven flash boiling regime.
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Figure 3.44. Plot of the vapor mass fraction variation along the outlet of the nozzle
for four runs in the W-3 case

3.5.2 Section II:

As the degree of superheat is increased further, the amount of vaporization in the
nozzle starts increasing as energy is added to the superheated liquid. This can be
observed by considering the numerator of the Jakob number formulation (see Eqn.
1.4). Initially, the increase in the value of AFEq is very slow. This is because, the
degree of superheat has a low value and hence the flow through time is comparable to
the vaporization time scale. Therefore the flow does not have enough residence time
in the nozzle to form a lot of vapor. The length of this regime depends on the relative
magnitudes of the time scale of vaporization and the residence time in the nozzle.
Assuming a constant vaporization time scale, for longer nozzles and smaller pressure
gradients, it would be expected that the residence time is longer and hence the length
of this section would be shorter. Section II can be considered as the residence time

dominated regime of flash boiling.
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3.5.3 Section III:

As the degree of superheat is increased further, the amount of energy available for
vaporization also increases. At some point, the amount of energy available is much
larger than the amount of energy required. At this point, the vaporization in the
nozzle starts increasing rapidly with respect to the degree of superheat. Eventually,
if the degree of superheat was increased sufficiently, it would be expected that the
value of AFEq would approach 1. Again, the slope and length of this section would
depend on the relative magnitude of the vaporization time scale and the flow residence
time in the nozzle. For a given vaporization time scale, a higher pressure gradient or a
shorter nozzle would have a smaller slope in section III because of the lower residence
times. This behavior can be seen when the cases W-3 and W-4 are compared in Fig.
3.42. Both these cases have the same enthalpy and downstream pressures, but W-4
has a higher pressure gradient. It is observed that W-4 has a smaller slope in section
II1. Section III may be referred to as the vaporization time dominated regime.

It is seen from the above discussion that the two main factors affecting the flow
through the nozzle are: the degree of superheat (indicating the energy available) and
the pressure difference through the nozzle (representing the residence time). Hence,
Fig. 3.45 is plotted which shows a plot of AT/T;,; versus the cavitation parameter
K. The cavitation parameter is calculated as

Pinj - Psat(ﬂnj)

K =
Pinj _Pchm

(3.4)

where Py, (T5y;) is the saturation pressure obtained at the injection temperature. This
plot includes two yellow curves showing AFEqy v and AEqgyax, which represent the
intersections between sections I and II, and sections II and III respectively. The
variable AFqy;ry is calculated as the point at which AFq starts increasing with an
increase in degree of superheat, and AFEqy;4x represents the point at which the value

of AFEq increases to twice its value at AEqyrn.
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Figure 3.45. Plot of TAT versus the cavitation parameter showing the location of

intersection between sections I and II, and sections II and III

It is observed that the two curves (AEqyrny and AEqy4x ) divide the diagram into
three sections similar to the Fig. 3.42. This indicates that all cases with conditions
lying on the lower right side of the AFEqy;n curve exist in the geometrically driven
regime (Section I). All points lying on the upper left side of the AEqyax curve
exist in the vaporization time dominated regime (Section III). Finally, all points
between the two curves lie in the residence time dominated regime. If the injection
and downstream conditions of an injector are known, they can be plotted on the
Fig. 3.45. This will give an idea about how much deviation from equilibrium can be
expected in the injector nozzle. Additionally, it can be inferred whether there will be
higher vapor formation close to the wall or in the interior.

In order to further analyze this behavior, a different nozzle with a diameter of
0.34mm and an L/D ratio of 6 was used. The case O-1 was simulated and the results
are plotted in Fig. 3.46. It can be seen that again the overall behavior is similar

to the cases simulated in Fig. 3.42. A few factors to note are that since the L/D
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Figure 3.46. Plot of AFq versus ﬁT for the O-1 case for nozzles with L/D ratios
of 4 (O-1) and 6 (O-1LDG6).

ratio of the new nozzle is higher, the fluid has more residence time in the nozzle and
this leads to a higher slope in section III and in section I. This confirms that as the
residence time inside the nozzle reduces, the length of the residence time dominated
regime (section II) increases. This can also be seen when other cases having the same
downstream degree of superheat but varied upstream pressures are compared, for eg;
W-2, W-3, and W-4; O-1 and O-2; and, E60-1 and E60-2.

Finally, the case E60-2 was simulated using the 3D 6-hole injector presented in
section 3.4 to see if the trends observed in the 2D cases are reproduced. The plot
of AEq versus AT/T is shown in Fig. 3.47. It can be observed from Fig. 3.47 that
the sections II and III can be identified in the plot. However the plot does not show
section I. The important point to be noted is that the 3D nozzle has an L/D ratio
close to 2 and hence, even though the conditions for E60-2 are same for the 2D and

3D cases, the residence time in the 3D nozzle will be much shorter. Therefore, it
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Figure 3.47. Plot of AEq versus 2% for a 3D, 6-hole injector (O-1-3D) with L/D
of 2, compared with a 2D nozzle (O 1) with L/D ratio of 4

would be expected that the section II starts earlier and is longer than the 2D case.
Also, the slope of the curve in section III should be smaller for the 3D nozzle. These
observations are reproduced in Fig. 3.47. The reason for the absence of section I could
be that the nozzle is so short that the residence time dominates the phase change
process in the geometrically driven regime as well. Additionally, it is possible that
since the 2D nozzles were run under axisymmetric conditions, the behavior of the full
3D nozzle is different.

All the empirical parameters in the time scale of vaporization formulation, Eq.
2.15, were kept the same for the different fluids. Though this assumption indicates
that the time scale of vaporization will follow the same empirical law, the coupling
between the time scale of vaporization and the residence time is unaffected and de-
pends on the interaction between the vaporization model and the CFD flow solver.
Hence it can be expected that the trends predicted in this study are accurate. This

study will be useful when deciding the conditions that must be maintained in an in-
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jector in order to achieve a certain degree of vaporization in the nozzle. Additionally,
this study shows the importance of studying flash boiling since, from Fig. 3.43, it

is evident that the amount of vapor inside the nozzle can deviate greatly from the

equilibrium condition.
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CHAPTER 4

CONCLUSIONS

4.1 Multi-Component Fuel Model

A simple model known as GEFlash was proposed to model the properties of
gasoline-ethanol fuel blends. This approach gave very good predictions for the vapor
pressure and captured the azeotropic nature of these blends. The density predictions
were very good for high ethanol content blends but deviated near the pure gasoline
region. The main reason for this was that gasoline was considered to be equivalent
to iso-octane in the Rackett equation. The GEFlash formulation used an ideal gas
equation coupled with the Clausius-Clapeyron equation to calculate the enthalpy of
vaporization. Additionally, the enthalpy of vaporization was assumed to be constant
over the temperature range considered. These assumptions are not considered accept-
able for modeling these non-ideal mixtures, however, the enthalpy of vaporization was
solely used to calculate the final enthalpy in the temperature and vapor fraction loop
(see Fig. 2.5). Hence, any inaccuracies due to this assumption will be manifested in
the distillation curve predictions presented in Figs. 3.7 and 3.8. Since it is found that
the mole fraction of vapor predictions are accurate for GE blends with high ethanol
content, it is proposed that the modeling assumptions are also acceptable for these
blends. Additionally, a curve fit to the enthalpy of vaporization values of Kar et al.
was used instead of the calculating it from the vapor pressure as shown in section
2.2.2 and it was found that the change in the mole fraction of vapor prediction was

negligible.
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A method for using Aspen Plus for volatility studies of gasoline-ethanol blends was
proposed. This method was first used to generate a look-up table with properties of
water. This table was read by the flash boiling solver HRMFoam in order to simulate
the test cases of Reitz [74]. Good agreement was obtained with the experimental data
and with the results obtained by running HRMFoam with a look-up table generated
by the REFPROP code. A surrogate for indolene was used to represent gasoline
in the gasoline-ethanol blended fuels and the predictions for the different properties
were compared with experimental data. It was found that the density values were
more accurate for high ethanol content blends whereas the vapor pressure values were
more accurate for lower ethanol contents. Also, the D86 distillation curves for different
gasoline-ethanol blends were compared with the experimental data of Takeshita et al.
[89]. It was observed that the Aspen Plus distillation curves showed a weaker response
to increase in ethanol content as compared to the experimental data. However, the
trends agreed with those observed in the experiments.

The GEFlash model can be a valuable resource for modeling vapor-liquid equi-
librium of gasolines with high ethanol content due to its simple concept and reduced
computational effort. Also, this is the first time that a model for the VLE properties
of gasoline-ethanol fuel blends including volatility has been proposed and rigorously
tested with experimental data available in open literature. Additionally, since the
source code of the GEFlash model was developed in-house, improvements can be
made to the separate sub-models in order to improve predictions, whereas the source
code and the empirical constant databases used by Aspen Plus are not accessible by
the general scientific community.

One important point to be noted is that since gasoline is a mixture of hundreds
of components, it is extremely difficult to predict the properties by using a generic
model. In this work, different experimental data have been used to validate the

various parts of the models. Many of these experiments have been carried out in
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different countries where the specifications for gasoline are nonuniform. For example,
a gasoline with a high vapor pressure in a hot climate has a tendency to cause vapor
lock in the fuel lines. Hence it would be unreasonable to expect that any model
would be able to match all the experimental data accurately. Keeping these points in
mind, it is concluded that the shortcomings of the proposed modeling procedures are
acceptable and these models can be used to give an idea about the volatility behavior

of gasoline-ethanol blends.

4.2 Flash Boiling Simulations

The Homogeneous Relaxation Model coupled with a pseudo fluid approach was
used for modeling the flash boiling flow. This model has a very simple concept
and the current formulation allows it to be extended to 2D and 3D flows without
much computational effort. However, this model uses an empirical time scale for
capturing the non-equilibrium nature of flash boiling. This empirical time scale was
initially adjusted to match experiments for water and hence might not be very valid
for other fluids. The capability of the HRMFoam solver to predict flash boiling
behavior has been shown in previous publications [80, 33, 49], however, none of the
3D cases presented in previous work were validated against experimental data. In this
work, HRMFoam was used to simulate the high pressure swirl injector experiments
of Schmitz et al [81], using n-hexane as fuel for four different injection temperatures.
The results showed a decrease in the spray cone angle with an increase in the injection
temperature. This trend was similar to that observed by Schmitz et al. The flash
boiling model also predicted the sharp decrease in the spray cone angle between
injection temperatures of 323K and 343K which was attributed to the commencement
of flash boiling by Schmitz et al. Though the trend of the simulation results matched
the experimental data, the exact values were different because the geometry used by

Schmitz et al. was not known and had to be approximated. In addition, the method
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used for spray cone angle measurement was different from that used by Schmitz et
al. From the contour plots, it was observed that the simulation results predicted the
curving of the velocity contour inwards which was believed to be a part of the cone
collapse mechanism. However, the complete collapse of the spray cone, which was
observed in the experiments, was not seen in the simulations. This was attributed to
two possibilities: a two-phase fuel mixture was used in the exit chamber instead of
air; and the simulation did not account for effects of atomization of the jet. This is
the first time that 3D, validated results for flash boiling flows have been presented.

Simulations were performed using a multi-component JP8 surrogate as working
fluid in four 2D, axisymmetric nozzle cases. The test conditions were adjusted so that
no phase change was expected inside the nozzle. From Cases 1 and 2, it was found
that the radius of the nozzle inlet corner governed whether the flow separated and also
the amount of oscillations in the flow. This result was consistent with the observations
of Canino and Heister [15]. The Cases 3 and 4 introduced perturbations in the flow
before it entered the nozzle. These two cases showed large regions of recirculation
at the inlet corner along with vapor generation due to the sharp pressure drop. The
discrete Fourier transform plots of Cases 3 and 4 showed that a number of frequencies
were responsible for the oscillations in the flow. These 4 cases were simulated to give
experimentalists an insight about the flow behavior in these nozzle so as to assist
them in conducting flash boiling experiments.

The HRMFoam solver was coupled with the GEFlash model to simulate two types
of injectors which have been used in Gasoline Direct Injection systems: a high pressure
swirl injector and a 6-hole injector. In the case of the high pressure swirl injector, two
simulations were performed with E85 having the same injection conditions but dif-
ferent chamber pressures. It was found that by sufficiently reducing the downstream
pressure, the collapse of the hollow cone, which was not noted in the results with

n-hexane, could be observed. Additionally, the liquid penetration into the plenum
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also decreased with a decrease in chamber pressure. The 6-hole injector was used
to compare between two gasoline-ethanol blends E60 and E85 for the same injection
and chamber conditions. It was observed that E60 showed a higher spray cone angle
and a reduced liquid penetration into the chamber. This is expected since E60 has
a higher vapor pressure than E85. These results showed the expected trends but in
order to quantitatively validate them, comparisons with experimental results will be
required.

Additionally, a previously unexplored phenomenon known as “string flash boiling”
was observed inside the multi-hole injectors. This phenomenon shows vapor forma-
tion due to a vortex which is centrally located in the nozzle. Bridging vortices were
seen originating from the central vortex and touching the periodic boundaries indi-
cating connections between adjacent holes. This phenomenon has been observed in
cavitating flows but this is the first evidence of its occurence in flash boiling. Again,
experimental data would be required to confirm the existence of string flash boiling.

Finally, A parametric study was conducted using three single-component fluids
(water, n-octane, and n-hexane) and two multi-component fluids (E60 and E85). A
total of 102 different adiabatic cases were simulated and the deviation of these cases
from equilibrium conditions was plotted with respect to the degree of superheat.
Three distinct regions were observed in the plot: a geometrically driven regime (sec-
tion I), a residence time driven regime (section II) and a vaporization time driven
regime (section III). In order to collapse this information into one plot, the cavita-
tion parameter was plotted against the degree of superheat. The plot included the
intersections between the sections I and II, and sections II and III. It was found
that the plot showed three separate regions representing the different regimes of the
flash boiling flow. This indicates that for certain injector nozzle operating conditions,

the amount of deviation from equilibrium can be predicted. This study will help
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researchers in knowing when an equilibrium or frozen flow assumption is acceptable
and when it is necessary to include a finite-rate heat transfer model.

In addition, a 3D 6-hole injector was simulated to see if it reproduced the same
behavior as the 2D cases. It was found that the 3D case also clearly showed sections
IT and ITI. The absence of section I could be due to one of two reasons. Firstly, the
3D nozzle had a lower L/D ratio as compared to the 2D cases and hence, it was
possible that the vaporization in the section I was also limited by the residence time.
The second reason could be due to the fact that the 2D nozzles assume axisymmetric
conditions which might alter their vaporization characteristics. An important point
to be noted is that this is a preliminary study to understand the nature of flash boiling
flows in injector nozzles. In order to make this study more reliable, the results would

have to be confirmed through experimental observations.

4.3 Contributions of the Current Work

The first task in this work was to develop an application to simulate flash boiling
flows in 3D fuel injectors for the Gasoline Direct Injection system. The HRMFoam
solver had been initially tested and validated with 2D axisymmetric injector nozzles
and was found to be highly unstable for 3D flows. Through the current work, a num-
ber of improvements were incorporated into the HRMFoam solver which included, but
were not limited to, developing a thermodynamically consistent boundary condition
for density, using object oriented programming techniques to improve the code man-
agement and efficiency, incorporating numerical tricks to improve the stability, etc.
At the conclusion of this work, the HRMFoam solver has evolved into a dependable
tool which can be used for analyzing 3D injector flows. The simulations with the
high-pressure swirl injector using n-hexane, presented in section 3.2 and in Neroorkar
et al. [61], are the first validated 3D flash boiling results that have been found in

literature.
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The next task of the current work was to formulate a method to simulate flash
boiling in gasoline-ethanol blends. After exploring existing literature, the GEFlash
model was developed to provide the properties of the blended fuels. In addition,
a model for the blended fuels was built in the Aspen Plus software. Both these
models were validated against existing experimental data, and the complete formula-
tions are presented in section 2.2 and are published in the journal of Fuel [62]. The
GEFlash model is the first complete modeling procedure which provides the vapor-
liquid equilibrium properties including the distillation behavior for gasoline-ethanol
blended fuels.

In simulations with the HRMFoam solver coupled with the GEFlash model, a new
and previously unexplored phenomenon of string flash boiling was observed and has
been presented in this work. This phenomenon has the potential to greatly affect the

spray behavior inside the engine cylinder.
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CHAPTER 5

FUTURE WORK

This section includes a few suggestions about the direction this work should take
in the future. The first suggestion is for the improvement of the GEFlash model to
account for the multi-component nature of gasoline. The basic assumption that the
blended fuel is a binary mixture of ethanol and gasoline needs to be changed. In
order to achieve this, firstly, a surrogate needs to be adopted to represent gasoline.
Then, the equation to calculate vapor pressure, Eqn 2.25, needs to be modified to the

following
N+1

Pvap = Z xifyipi,vap (51)
i=1

where, N refers to the number of components in the surrogate, and the N + 1%
component is ethanol. The multi-component formulation of the Wilson equation will

replace the Eqns. 2.26 and 2.27. This can be given as follows [73]

N+1 N+1

In(v;) = —ln(z xjNj)+1— 7N+1k b (5.2)
j=1 k=1 Z Ay
j=1

In this case, the parameters A need to be obtained from experimental data for binary
mixtures between every binary pair existing in the mixture. The other sub-models
used in GEFlash, like the modified Rackett equation, the Rachford-Rice equation,
and the CEOS have been presented in their multi-component forms in section 2.2.
All the cases simulated in this work were laminar even though these were high

Reynolds number flows where turbulence would be an important factor. A turbulence
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model can be incorporated in the HRMFoam solver. An example of a turbulence
model suitable for this application might be the model of Demoulin et al. [21]. They
proposed a form of the k — e equation to model flows with high density variations
intended for atomization applications. However, it should be noted that the k& —
€ model has inherent disadvantages since a scalar kinetic energy is used to model
turbulence. This assumption implies that the & — ¢ model cannot correctly capture
the anisotropic nature of turbulence. Additionally, the & — ¢ model assumes that the
Reynolds stresses change instantaneously when the mean rate of strain changes. Non-
equilibrium between the Reynolds stresses and the mean strain rate are important
for rapidly changing flow conditions [25].

The next suggestion relates to improving the formulation of the HRM equation
itself. The time scale that is used to represent the deviation from equilibrium is
empirical and was initially formulated for water. The use of this time scale for other
fluids like n-octane, n-hexane, and the gasoline-ethanol blends is not accurate. Hence,
as experimental data become available, it is essential that this time scale correlation
be improved so that it accurately represents other fluids.

Once the above-mentioned suggestions are implemented, the parametric study
presented in the current work can be extended to include more 2D and 3D nozzle ge-
ometries in order to better analyze the behavior of flash boiling flows in fuel injectors.

The phenomenon of string flash boiling should be studied in more detail since the
presence of these vortices can profoundly change the spray behavior. For cavitating
flows, string cavitation has been found to be sensitive to the needle lift and size of
the nozzle [6]. Parametric studies should be conducted in order to analyze the factors
affecting the nature of the string flash boiling flow.

The final suggestion is to couple the HRMFoam solver with a program that can
accurately model atomization and the subsequent spray evolution. This coupling can

be achieved by using the HRMFoam results at the nozzle outlet as inlet conditions
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for the spray model. Similar work has been presented by Ning et al. [64] in which a
cavitation model based on the HEM approximation was coupled with an atomization
model. Such a coupling would help to better understand the effect of flash boiling on

the spray characteristics like cone angle, droplet sizes and distribution, etc.
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APPENDIX

INPUT FILES FOR GEFlash AND OUTPUT FORMAT

The GEFlash programs needs three input files. The first one, known as Pure-

vap.inp gives the pure component vapor pressure of ethanol and gasoline and is shown

below

9

#Temp(degK)  vap pressure ethanol(pa) vapor pressure gasoline(pa)
273 15685.00 5840.00
283 3120.00 10230.00
293 5840.00 17610.00
303 8949.00 32631.6
313 14803.00 44932.7
323 24210.5 61578.9
333 40526.3 82105.3
343 73000.0 110000.00
353 109000.0 145000.00

The first column represents the temperature, and the second and third columns
represent the corresponding vapor pressures for pure ethanol and gasoline respec-
tively. This list can be extended as more experimental data becomes available. The
second input file is known as Thermoprops.inp and gives the various thermodynamic

properties and constants required by the code. The layout of this file is shown below

Equation of State :1(RK),2(SRK),3(Peng-Robinson),4(Peng-Robinson-Gasem), 5(PRSV), 6(modified Rackett)
6

Ethanol #it# #it# #it# #it#
Tcrit(K) Pcrit(Pa) Volcrit(m~3/mol) Molecular Wt(kg/kmol) moleFraction
513.9 6140E3 167E-6 46.069 0.941

Accentric Factor K1 (For PRSV) ZRA(For modified Rackett) Specific Heat(CP) Viscosity Conductivity

0.644 -0.16816 0.2502 2.38 0.000655 0.15
ISO-0CTANE #H# #H# #H# #H#
Tcrit(K) Pcrit(Pa) Volcrit(m~3/mol)  Molecular Wt(kg/kmol) moleFraction

544.0 25.7E5 468E-6 114.232 0.059

Accentric Factor K1 (For PRSV) ZRA(For modified Rackett) Specific Heat(CP) Viscosity Conductivity
0.303 0.04464 0.2684 2.16 0.000655 0.15
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Finally, the last input file called PH.inp is needed to specify the pressure and
enthalpy range of the final property table and the reference temperature and enthalpy

values. This is shown below

#Tref (K) Href (j/kg)

273 0

P_start 6000 P_end 3e6 P_step 200.00
H_start 0 H_end 180000 H_step 5000.00

The output from GEFlash has following form

GEFlash Ethanol Fuel = E84.98423227 with 0.941 moles ethanol

P_start 6000 P_end 3000000 stepP 200

H_start O H_end 180000 stepH 5000

Points 553927 pres 14971 Hres 37

CriticalPressure 2.56E6

# Pressure(Pa) Enthalpy(j/kg) VapMassFract Density(kg/m~3) RhoV(kg/m~3)  RhoL(kg/m~3) Temp(K)
Viscosity(microPa.s) Conductivity(W/m.K) Cv(kJ/kgK) Cp(kJ/kgK) SO0S(m/s) PBUB (Pa)

6000 0 0 798.4298906  0.07183364069 798.4298906 273.0000024
655 0.15 le-15  2.36702 le-15  3250.137255

6000 5000 O 796.1902698  0.08413000433 796.1902698 275.1123624
655 0.15 le-15  2.36702 le-156  3835.02387

6000 10000 O 793.9427141 0.09624411904 793.9427141 277.2247224
655 0.15 le-15  2.36702 le-15  4419.910484

6000 15000 O 791.6871074  0.1081797787 791.6871074 279.3370824
655 0.15 le-15  2.36702 le-15  5004.797098

6000 20000 0 789.4233308 0.1199406801 789.4233308 281.4494424
655 0.15 le-15  2.36702 le-15  5589.683713

6000 25000 0.002630909937 46.10111593  0.1288064272 787.718742 283.0349402
655 0.15 le-15  2.36702 le-15  6287.9504

6000 30000 0.01174959458 11.02497352 0.1313564917 787.4378334 283.2958035
655 0.15 le-15  2.36702 le-15  7299.141996

6000 35000 0.02068632308 6.420077752 0.1338771177 787.159556 283.5541062
655 0.15 le-15  2.36702 le-15  8310.333592

6000 40000 0.02944729497 4.604413745 0.136361948 786.8846329 283.8091807
655 0.15 le-15  2.36702 le-156  9321.525189

As mentioned in the first line in the above table, this output was generated for E85.
The critical pressure value of iso-octane is used for the gasoline ethanol blends in the
absence of a better estimate. The different properties included in the above table are:
pressure, enthalpy, mass fraction of vapor, density, saturated vapor density (RhoV),
saturated liquid density (RhoL), temperature (Temp), viscosity, thermal conductivity,
specific heat at constant volume (Cv) and constant pressure (Cp), speed of sound
(SOS), and the vapor pressure (PBUB). For a given blend, this table is read into the
HRMFoam code, and depending on the local enthalpy and pressure, interpolations
are performed to find the correponding properties. As seen above, arbitrary values
are used for the specific heat at constant volume and the speed of sound because

these two properties are presently not used in the HRMFoam solver.
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