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ABSTRACT

MODELING OF RECTANGULAR COUNTER FLOW
HEAT - RECIRCULATING COMBUSTOR

The meso-scale, 3.5 turn Swiss-roll type counter flow heat recirculating com-
bustor is modeled by a two dimensional finite-volume computational fluid dynamics
(CFD) solver. The solver includes momentum, continuity, energy and n-1 species
equations solvers. The flow inside combustor is assumed to be steady and laminar.
Thus, the simulations are made up to Reynolds number of 300. The structural mate-
rial is INCONEL-718. Propane is burned with air. One step global chemical reaction
is assumed for chemical modeling. The effects of Reynolds number and the equiva-
lence ratio is investigated. An increasing trend in peak temperature with increasing
Reynolds number is observed for the same equivalence ratio. Furthermore, the reac-
tion zone moves upstream to the inlet. As the equivalence ratio increases the reaction
zone broadens towards the inlet. The maximum temperatures increases as well. The
decreasing wall thermal conductivity causes the lean extinction limit equivalence ratio

to decrease.



OZET

DIKDORTGEN TERS AKISLI ISI - CEVIRIMLI YANMA
ODASI MODELLENMESI

Mezo-boyutlu, 3.5 dontglii, Swiss Dongiilii tip, ters akigh, 1s1 geri dontigimli
yanma odasi iki boyutlu sonlu hacimler sayisal akigkanlar dinamigi ¢oziiciisii ile model-
lenmigtir. Cozlici momentum, siireklilik, enerji ve n-1 tane tiir denklemi icermektedir.
Yanma odasi igerisindeki akig laminer ve zamana gore degigmez olarak kabul edilmistir.
Bu nedenle simulasyonlar belli Reynolds sayisina kadar yapilmigtir. Yapr malzemesi
INCONEL-718’dir. Propan hava ile yakilmstir. Kimyasal modellemede tek adimh
genel kimyasal tepkime kabul edilmisgtir. Reynolds sayis1 ve egdegerlilik oranm et-
kisi incelenmistir. Ayni esdegerlilik oran i¢in artan Reynolds sayilarinda en yiiksek
sicakliklarda artig gozlenmektedir. Buna ek olarak tepkime bolgesi girigse dogru geri
hareket etmektedir. Egdegerlilik orani arttik¢a tepkime bolgesi giris yoniine dogru
geniglemektedir. En yiiksek sicaklik miktar1 da artmaktadir. Duvar 1s1 gecirgenliginin

azalmasi tiilkenme simirlarindaki egdegerlilik oraninin azalmasina neden olmaktadir.
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1. INTRODUCTION

Combustion can basically be defined as the chemical reaction of a fuel and an
oxidizer which results with heat rejection to the environment under appropriate condi-
tions. The energy stored in the chemical bonds of the fuel is released by the combustion

reaction.

Combustion is a field of study that has effects on almost everything in the modern
life. From the electricity supply of the households to the aircraft propulsion, uncount-
able number of operation depends on combustion technology. When one starts his car’s
engine, he actually starts a complex reaction of gasoline combustion in the combustion
chambers of the engine. The most of the energy need of the human kind is satisfied

by combustion of the fossil fuels. So this makes combustion a contemporary research

field.

In many fields of technology, the sizes of the products are getting lower. Computer
technology is the best example. Today a laptop computer or even a PDA can easily
process a job which was processed by a computer as large as a factory building forty
years ago. This is the result of advances in micro and nano technology. The tendency
of micro technology not only influences the electronics but also the field of mechanics.
The MEMS (Micro Electro-Mechanic Systems) are begun to be developed by many

research societies.

The MEMS - based devices are highly common in the appliances which are used
in daily life. From the accelerometer in airbag control system of a car to the hard disk
drive of a laptop computer, the MEMS - based components are so integrated to the

wide spread gadgets, although people don’t see them, they always work underneath.

These devices are widely powered by batteries. But for long time uninterrupted
usage of the devices, the batteries couldn’t supply enough energy. The power density

of lithium- ion batteries is quite low than a hydrocarbon fuel. So this brings the micro



power generation issue together with micro combustors to the mind. Hydrocarbon fuels
contain 100 times more energy per unit mass than lithium - ion batteries.|[1] Methane,
for instance, has power density of 10.9 MJ/kg , whereas a lithium - ion battery power
density is 0.45 MJ/kg if the conversion efficiency of fuel chemical energy to electricity

is assumed as 20%][2].

However, the micro-scale combustion brings many problems together with its
advantages. The surface area to volume ratio increases as the scale of the combustor
decreases. In other words the ratio of heat generation to the heat loss decreases with
the size of the combustor. That makes harder to sustain and stabilize the flame in the
combustor. Due to heat loss to the cold boundaries, the flame propagation is observed
only within a region which is a characteristic distance much far from the boundaries.
The distance is called quenching distance. As the length scale of the combustor gets
closer to the quenching distance length scale, it gets harder to sustain the flame inside
the combustor. So the cold boundary temperature becomes more important in micro
scale. This problem may be solved either by heating the cold boundaries or switching
the nature of combustion from gas phase to catalytic combustion or by using both

approaches.

When all of the conditions stated above are considered together, the ”Swiss Roll”
excess enthalpy type combustor may be an appropriate power producing device for
MEMS applications. This type of counter - flow burners recirculate the excess enthalpy
of the combustion products stream to the reactants stream without mass transfer. So
the combustion is sustained inside a region without extinguishment. The cold reactant
stream is heated up during its way to combustion region without dilution. The catalysis
can be deposited on the walls of the combustion chamber in order to have a catalytic

combustion in addition to gas phase combustion.

1.1. Literature Survey

The interest in heat - recirculating ”excess enthalpy” burners started with the

studies of Lloyd, Weinberg and Jones [3, 4, 5] more than 30 years ago. In their re-



searches, the heat recirculating burners were studied in order to burn very lean mixture
which couldn’t be burned by conventional means and reduce the amount of pollutant
emission of the combustion reactions. For a ”Swiss Roll” type burner which has 0.4
cm by 3.5 cm flow channels, the experimental flammability limits are obtained for a

very lean mixture of methane[3].

The thermodynamic model is constructed for a spiral counter current excess en-
thalpy burner is stated by Lloyd et al.[4] The temperatures at some locations and the
losses inside combustor are formulated for the ”Swiss Roll” combustor and the ther-
modynamic efficiency of the combustor is calculated. The experimental data are also
collected in the study. According to their study, it is stated that having gone 82% of the
way from the normal limit of lammability towards pure air, they discontinue the exper-
iment and concluded that for all practical purpose there are no limits of lammability
for combustion, when heat circulation is not accompanied by simultaneous dilution of

the reactants with products.

The effect of heat recirculation in a combustor to expand the flammability limits
of a mixture is stated by using global energy balance in the models of Jones et al.[5] Al-
though the model consists of global heat generation, recirculation and loss to interpret

the extinction limits, it is primitive to obtain quantitative achievements.

The first solid model is stated by Ronney[1]. For a counter - flow heat - recircu-
lating combustor, the heat transfer from product stream to the reactant stream, and
the heat loss to the ambient and conduction through the dividing wall is included in
the model. It is stated that the stream - wise conduction through the dividing wall is

a significant factor on extinction limit of the flame.

The experiments conducted by Ahn et al [6] show the characteristics of heat -
recirculating ”Swiss Roll” square meso-scale (where the length scale of the medium is
comparable with quenching distance, burners with the dimensions of 7 ¢cm by 7 ¢cm by
5 cm). The channel height of the combustor is 3.5 mm. The study investigates the

extinction limits of the burner for gas - phase and catalytic combustion modes, burner



temperatures. It showed that the presence of the platinum catalyst broadened the
extinction limits in both lean and rich boundaries. The behavior of extinction limit ac-
cording to the Reynolds numbers was also given in the study. The gas chromatography
results of the exhaust gas for various setups were tabulated in the paper as well. The
presence of fuel (C3Hg)and other types of hydrocarbons, COy and CO in the exhaust
stream is measured over a region of equivalence ratios (from 0.45 to 8.78) and over a
region of Reynolds number (from 10 to 1000) for catalytic and gas - phase combustion

modes.

Chen and Buckmaster [7] propose a 2D model for ”Swiss Roll” micro - scale com-
bustor. In their model the combustor geometry is unwrapped in a straight tube in the
middle of which combustion occurs. The original combustor has a rectangular geom-
etry as in Ahn’s experimental setup [6]. The heat diffusion from the walls, chemical
reaction and heat transfer are considered in the model. The governing equations are
non-dimensionalized. The coupled equations are solved. The unwrapped geometry has
some gaps at the inner wall section. The sections of corners are compensated by filler

where heat sources assumed.

The model created by Chen et al reproduced the experimental extinction limit of
fuel - lean propane - air mixture for a channel height of 3.5 mm. The parametric studies
is made over a range of Reynolds number, equivalence ratio, wall thermal conductivity
and wall emissivity. The numerical result of extinction limit for channel heights of 1
mm and 0.5 mm were also obtained. As a result of the paper, while Reynolds number
or equivalence ratio increases, the reaction rate increases and the flame front moves
away form the center towards the inlet. The emissivity has an important role on the
extinction limit for both low and high Reynold numbers, as well. The paper states

that extinction limit increases almost linearly with increasing emissivity.

Another experimental study was made by Sitzki et al[8]. The 2D (a linearly
extruded spiral shape) and 3D (Six wedge - shaped and torus shaped) ”Swiss Roll”
models were constructed. The combustors have 0.4 mm channel and 1 mm combustion

chamber dimension. The catalyst strips made of nickel, palladium and copper plated



by platinum are placed in the combustion region. The fuels used in the experiments are
propane and butane. In the study the Reynolds number (inlet velocity) and presence of
catalysis inside the combustion chamber change the flammability limits in both ways.
It stated that the flameless combustion mode was prevalent even without catalyst.
With catalyst, the extinction limits narrow at higher Reynolds numbers but broaden
substantially at lower Reynolds numbers, which are the conditions most relevant to

micro scale combustion.

The experimental study of Kim et al [9] investigates the combustion characteris-
tics of propane - air mixture in three different kinds of circular ”Swiss roll” combustors
at 5 different setups. In the paper, the channel depth (6 mm and 15 mm), the number
of the channel turns (3 and 4), height of the channel (16mm and 27 mm) and com-
bustion chamber width (3.5 mm and 12.7 mm) has been changed in order to find out
the combustion behavior of the circular ”Swiss roll” burners. No catalyst has been
deposited on the surface of the combustion room. The gas phase reaction has been
observed for different equivalence ratios and mean velocities. For some experimental
setups the combustion reaction is observed by the help of the quartz cap on top of the
”Swiss roll” burners. The surface temperatures of some location inside the combustor
have been measured in order to find out the relation between the mean velocities of

the gas stream and temperature inside the combustor.

Vican et al [10] introduced a micro reactor based on ”Swiss roll” combustion
chamber. The study involves power generation inside a micro reaction of dimension of
12.5 X 12.5 X 5.0 mm. The operation fuel is hydrogen in the experiments. The burning
behavior of hydrogen - air mixtures of equivalence ratios of 0.2 to 1.0 is observed. A
layer of catalyst (platinum) is deposited inside channels of ”Swiss roll” in order to
reduce the range of operating temperatures. An analytical model is tried to develop
the burning behavior of the combustor. The model is compared with the experimental
data. The changes in temperature with respect to equivalence ratios are measured. In
addition, the observed temperatures in the catalytic surface reactions and gas - phase
reactions are compared. The average combustor surface temperature of the gas phase

combustion setups are around 600 K, whereas in catalytic combustion it is as low as



350 K.

The current research aims to investigate numerically the flow field, temperature
field, reaction zone and species distribution in a rectangular ”Swiss roll” combustor.
The combustor is directly modeled without any geometrical simplification. The results
are verified with the results in the literature for the combustor of the same size.The
effects of inlet Reynolds number, reactant composition and wall thermal conductivity
is studied. The changes in the reaction zone and temperature field is observed by
changing the inlet mass flow and composition of the reactant stream. The effect of

decreasing wall thermal conductivity on the lean extinction limit is analyzed.



2. MATHEMATICAL MODEL

2.1. Definition of the Problem

The model Swiss roll combustor has dimensions of 7 cm by 7 cm. It has solid

walls separating the fuel -air mixture and the products of the combustion process.

7cm
1 1
L o ————— | L. |gnition
| // zone
|
7cm
~
™ N
\\Solid
boundaries
Outlet
Inlet — = )

Figure 2.1. The Swiss roll geometry with 7 cm height and 7 cm width

The mixture of fuel and air with various fuel air ratios and at ambient temperature
enter to the combustor with certain Reynolds numbers. The fuel-air mixture burns
inside the combustion chamber. Finally, the mixture of products and reactants flows
out of the combustion chamber through the outlet plug at certain temperature and
composition. The flow entering to the combustor changes its direction several times
due to the turning of the flow channel. Therefore, definition of the flow field is necessary.
The mixture burns inside the reactor consequently the composition of mixture changes

at the locations where the chemical reaction occurs. The transport of different species



in the mixture should be monitored for the reactants and the products of combustion.
As a result of combustion, a particular amount of heat is released from the reaction
zone. The heat is conducted and convected inside the fluid and conducted from hot
products to the cold fresh reactant stream through the solid borders. This requires the
investigation of the heat transfer phenomena together with fluid-solid conjugate heat

transfer.

2.2. General Assumptions & Simplifications

A series of assumptions are needed to be set before attacking the solution of the

problem defined. They are listed below.

e The problem is assumed to be steady:

e The problem is modeled as two dimensional:

e The flow assumed to be compressible.

e Viscosity of the flow is assumed to be constant.

e Conductivities of the fluid and the solid are assumed to be constant.
e Specific heat of the fluid and the solid are assumed to be constant.

e Binary diffusion coefficient of the individual species assumed to be constant.
e The effect of gravity is neglected.

e One step global reaction mechanism is studied.

e Radiative heat transfer mode is neglected.

e Viscous dissipation is neglected.

e Pressure heating effect is neglected.

e Soret and Duffor effects are neglected.

2.3. Governing Equations

e Continuity Equation: Steady, two dimensional continuity equation



Opu)  9pv) _ (2.1)

where
u: horizontal component of velocity
v: vertical component of velocity

p: density

Species Mass Continuity Equation: Steady, two dimensional species mass

continuity equation

d(puY;) O(pvY;) 0O aY; 0 Y, .
Ox i oy  Ox pD@x * PP o 22)

where
Y;: mass fraction of the ith species
D: binary diffustion coefficient of the ith species to the mixture

w;: rate of creation or destruction of the mass of the i¢th species

Momentum Equation: Steady, two dimensional momentum equations without
the body forces (gravitational force etc.) in conservative form

z—Component:

O(puu)  I(puv)\  Ip 40°u  Pu 1 0%
( Ox + dy N 8x+u 38m2+8y2 +38x(3y (23)

y—Component:

(a(puv) . a(pvv)) _Op p (48% v 1 0% ) (2.4)

oz ay "oy M\ 392 T 022 T 30y0n

where



p: dynamic pressure

p: dynamic viscosity

10

Energy Equation: Steady, two dimensional energy equations without viscous

dissipation and pressure effects in conservative form

(8(puT) . a(va>) b (82T N @Q_T) ~ S wang, (2.5)

ox dy Ox?

Cp

where

T: temperature

k: thermal conductivity

¢p: specific heat at constant pressure
w: molar rate of destruction of the fuel

AR$ ;: heat of combustion

Oy?

Ideal Gas Equation: The state equation for the problem is ideal gas equation

formulated for multi-species mixtures

Ny,
= pR,T !
p = oRTY g
p = b

where
R,: Universal gas constant
N: number of species

Mw;: molecular weight of the ith species

12] (2.6)



2.4. Chemical Reaction
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The combustion of propane in the problem is modeled with one step global reac-

tion. The stoichiometric reaction is given below.

2.5. Reaction Rate

The reaction rate term in the energy equation, w with the unit of kmol/s, and

in and the species mass continuity equations, w; with the unit of kg/s, are calculated

according to the equation 2.7 and 2.8 respectively after Westbrook and Dryer. The

constants in the equation is also taken from their work [11].

_ . Eo \ ( X\ [ Xop\®
w= BT"exp <_R T) (ng) (R g) [13]

' E, Xp ¢ Xop ’
= Muw,(v — V)\BT® - ! 12
Wi wl(yz VZ) eXp ( RuT> (RUT) (RUT) [ ]

where

B: Pre-exponential constant

«: temperature exponent

E,: activation energy

Xy: molar fraction of the fuel

X,: molar fraction of oxygen

a: exponent of fuel fraction

b: exponent of oxygen fraction

v}': Stoichiometric coefficient of ith product

v;: Stoichiometric coefficient of ith reactant
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Table 2.1. The values of the constants in the reaction rate expressions 2.7 and 2.8 for

combustion of propane [14]

B a  E,(kcal/kmol) Ry,(kcal/kmolK) p (Pa) a b
8.6 x 10 0 30, 000 1.987 101,325 0.1 1.65

2.6. Material Properties

The material properties, namely thermal conductivity, specific heat, viscosity
of the fluid mixture running inside the combustion chamber are assumed to be con-
stant with changing temperature of the medium and set to be equal to 0.0242W/mK,
1006.43.J/kgK and 1.72 x 10~5kg/ms respectively. The binary diffusion coefficients of
individual species are assumed to be equal to their values at 350 K and tabulated in
2.2. However, binary diffusion coefficient of individual species to the mixture is calcu-
lated as a function of changing molar fractions of the species in the mixture according
to the equation 2.9. Furthermore, the solid material is chosen as INCONEL-718. The
properties of the solid is also assumed to be constant with respect to temperature. The
thermal conductivity of INCONEL-718 is also assumed to be 11.4W/mK and specific
heat is 435J/kgK.

Table 2.2. The binary diffusion coefficients of reactants and products into each other

for combustion of propane

Djilem?/s] | C3Hg O, CO,  HO N,
Cs Hg — 0.1529 0.1563 0.2977 0.1491
O 0.1529 — 0.2128 0.3103 0.2577
CO, 0.1563 0.2128 — 0.2114 0.2015
H,0O 0.2977 0.3103 0.2114 — 0.2977
N, 00401 0.2577 02015 02077  —
Dip = =2 ) (2.9)

Y
J7#i Dy
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In equation 2.9, the binary diffusion coefficients D, ,,, and D;; designate binary
diffusion coefficient of ith species into the mixture and binary diffusion coefficient of

jth species into ¢th species.

2.7. Boundary Conditions

2.7.1. Momentum Equations

There are several boundary condition for the problem regarding the governing
equation. At the inlet port of the reactor which is shown in figure 2.1, a Dirichlet
type boundary condition is used to specify flow velocity at the inlet in both horizontal
and vertical directions. On the solid reactor walls, no-slip (Dirichlet) wall boundary
conditions are imposed for the flow equations. For no-slip boundary conditions, the
flow velocity which is parallel to the solid wall is set to zero. At the outlet of the com-
bustor, outflow boundary condition (Neumann) is imposed for not only the momentum
equations but also energy and species mass continuity equations. This means that the
flow properties at the exit of the boundary do not change on the flow direction as the

exit is approached.

2.7.2. Energy Equation

The temperature of the flow entering to the combustor is set equal to the ambient
temperature which is assumed as 300 K. At the outermost solid boundaries, both
adiabatic wall (Neumann) boundary condition and constant ambient temperature wall
(Dirichlet) boundary conditions are used for different cases. The outflow boundary

condition is applied at the flow exit location.
2.7.3. Species Mass Continuity Equation
The inlet composition of the reactant stream is given at the inlet boundary as

a constant value (Dirichlet). At the flow exit port, outflow (Neumann) boundary

condition is imposed. On the solid walls of the reactor, impermeable wall (Neumann)
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boundary condition is imposed.

A summary of the boundary condition for all governing equations are given in

figure 2.2 below.

Qutlet:

=}

PRPPRQ
L

]
-+
Il
—

|17

Infet: u=cst.
v=0
T=300K Outerwalls: @, =WI, —T )
T =est. h=10 W /m*-K
é | - Heat loss to the ambient on the direction prependicular to the outer surface
&, Spatial coordinate perpendicular to the solid wall surface

Figure 2.2. Boundary conditions of governing equations at different locations on the

model
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3. COMPUTATIONAL MODEL

3.1. Finite Volume Method

The governing equations of the system which are stated in chapter 2 should
be converted into a set of algebraic equation in order to find the solution for the
problem. For this purpose, finite volume approach is followed. The method is based on
application of the differential equations on finite volumes in the domain of calculation.
The steady differential equations which are going to be calculated are rearranged into
the form in equation 3.2. The term in the differential equation can be classified as

convective, diffusive and source terms.

div (pug) = div (Lgrade)+ S, (3.1)
—_—— ———— ~—
Convective term Diffusive term Source term

The equation in this form is integrated over a finite volume. Therefore the dif-

ferential equation is converted to a integral equation as below.

/ n-(pup)dA = / n- (I'grade) dA+ / SedV [16] (3.2)
A L, JA , JCV ,
Net conv‘efctive flux Net diﬁ;rsive flux Genem‘tgon of ¢

3.2. Discretisation of the Governing Equations

The governing equations are needed to be discretised in order to end up with
algebraic equations. After the governing equations are rewritten in the form of equation

3.2, the discretisation takes place. The general form of discretised equation equations
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is stated in the equation 3.3.

appp = awdw + apPr + asps + aydn + Sy [17] (3.3)

The coefficients (a’s) are coefficients of variable of the differential equation when
it is converted to an algebraic one. The subscripts designates the neighboring cells to
the cell P where the equation is calculated. This notation can be better understood by

the help of figure 3.1

Figure 3.1. Finite volume cells in two dimensional grid[16]

When a convective-diffusive problem is considered, two variables are defined to
have the discretisation formulation. Those are F and D. They represent convective

mass flux per unit are and diffusion conductance at cell faces.

r
F = dD=— 3.4
pu an 5z (3.4)

Those are used individually or in a combination in order to calculate the coefficient

of the algebraic equations. Therefore a discretisation scheme is needed to be utilized.
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In this work, all of the governing equations are discretised with hybrid differencing

scheme.

3.2.1. The Hybrid Differencing Scheme

The hybrid scheme is a combination of central differencing scheme which is second
order accurate and upwind differencing scheme which is first order accurate. The
decision is made by the scheme based on magnitude of a dimensionless number which
is called Peclet number (Pe). The non-dimensional cell Peclet number is a measure of
the relative strengths of convection and diffusion[17]. It is calculated as in equation 3.5.
If the diffusive strength is greater than the convective strength of the flow (Pe < 2), the
central differencing is employed. Whereas, if the flow convective dominated (Pe > 2),

the upwind scheme is used.

where

F: Convective mass flux
D: Diffusive conductance
I': Diffusive coefficient

d0x: Distance between centers of finite volumes

As the scheme is applied to convert a two dimensional differential equation in the
form of equation 3.2 to the form stated in equation 3.3, the coefficients are computed

as below:
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_ P

aw = maz |F,, <Dw + 7) ,O] (3.6)
- 5

ap = mazx |—F., <D6 — ?) ,O] (3.7)
- F

as = max | Fy, (Ds + 5 ,O} (3.8)
- P

ay = max |—F,, <Dn + 7) ,O} (3.9)

ap = aw +ag+as+ay+ AF (310)

where AF = F,—F,+ F, — F,

3.3. Discretised Governing Equations

3.3.1. Momentum equations

The momentum equations are discretised according to the considerations stated
above. But there is one more thing to be considered for the momentum equations.
That is the construction of the grid for the velocity components and the scalars, here
the pressure. In order to sense the pressure changes and the effect on the momen-
tum equations better, the staggered grid philosophy is followed in the calculations [16].
Therefore, the velocities are defined on the cell faces and the scalars are on the cell
centers. So, there are three different grid system created in this case. These are one
for the scalar quantities, one which is staggered to left for the horizontal velocity com-
ponent and lastly one which is staggered down for vertical component of the velocity.

The schematic of the staggered grid system is shown in figure 3.2.

The differential form of the momentum equations are given in the equations below

together with continuity equation.
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I 1]
' '
LJ+1 _§_>
N i+lJ+l
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Figure 3.2. The staggered grid[16]
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The momentum equations are discretised in the form stated below.

x-momentum equation:

Q; gUig = or
u

or

a; jU;y; = E AnpUnp + (Pr-1,0 — P1.7) Aig + bi g

Z AnpUnb — Py — pI?LJAVu + S_UA‘/U

[16] (3.14)

The source term of the x-momentum equation for compressible flow is stated in

equation 3.15 and discretised form of the term is given in equation 3.15.

— 10 ou
A COE

("3
-

)2
(15

)west face )north face

3],
cell

B (lu 8as)south face

3 0T, 0Yu

_ [1 (’u aw)east face

Ov v
(45) e~ (5)
east face west face | | AV

2
3 0Ty, v
() () | () - (g
S AV, = |=
UI,j+1—Y1,5 V[—1,j+1—VI—1,5
2 (,LL 8Yu ) o <N 0Yu )

y-momentum equation:
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arjvrj = Zanbvnb — WAV@ LTAV

or

arjvr; = Y awtm + (Prg — pro-1) Arj +bi, [16] (3.16)

The source term of the y-momentum equation for compressible flow is stated in

equation 3.17 and discretised form of the term is given in equation 3.17.

- 0 ou 10 ov 20 ou
SAV, = | (e )+ am (nae ) = 2o (n5e )] - AV,
O (Ma ) 3oy (Mﬁy) 30y (Mé’ )]
[ (,,0u — (g 8u v S e
_ (,U y>east face a y>west face + 1 <,U 8y> north face <M 8y> south face
51'1) 3 (5%
) ou ou
_g (’u%)north face (’u%>south face
AV,
3 0,
quzdrl,JguiJrl,J—l) (Mui,J;Ui,J—l) 1 <MUI,J$+1—UI,J‘) _ (Iuvl,jé—vl,j—1>
SUAV;, _ ( Yo Yo L YPN ysp
6.Z'v * 3 (5%
9 (Mui+1$;:ui,J> _ <ului+1,J?51z:Ui,J—1>
_2 e 3.17
3 52 L0 (3.17)

The continuity equation is discretised and coupled with the momentum equations
by using a special algorithm which is called Semi-Implicit Method for Pressure Linked
Equations (SIMPLE)[18]. The algorithm is explained in the next section.
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3.3.1.1. Solution Algorithm - SIMPLE. The last equation of the flow which is conti-

nuity equation is discretised by using an algorithm which is originally developed by
Patankar and Spalding[19]. The idea of the algorithm is to define correct pressure field
as the sum of the guessed pressure field (p*) and a correction pressure (p'). Therefore
the same philosophy is applied to the correct velocity fields. After some algebra and an
approximation the final discretised continuity equation is found in the equation 3.18

below.

/ / / / / /
argprg = @r+1,JPr41,5 + @r-1,J071-1 5 + @1 g4107 y41 + arg-10r 1 + by (3.18)

where

The calculations start with an initial guess of primitive variables of the flow for
all the domain. After the momentum equations are solved by those variables the new
guess for the velocity field is obtained. This velocity field is corrected by the pressure

correction terms as in equations below.

’

(U di,J(pII—l,J - p},J) (3.19)
vy = drg(pry-1 = 1) (3.20)
i Ar
where di%] = —’Jand dl,j — ﬁ

Qi Jj ar.j
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These values are used in the pressure correction equation and the next the correct
velocity and pressure field is calculated. Finally, the other scalar transport equations
are solved. The last step is to check if the solution is converged. If it is not, the
calculated field of vectors and scalar variables are used as an initial guess for the next

iteration step. The block diagram of the SIMPLE algorithm is given in figure 3.3.
START

s Initial guess p*, u*, v*, ¢*
Y

STEP 1: Solve discretised momentum equations
a; gut; g =Zappwhp + (-1 7 - P N A1+ by
ar vV y=Zag Ve + (P51 —P1L DAL+ by g

u*, vt

Y

STEP 2: Solve pressure correction equation

a Py =01-1, P1-1,7t A1, P 1sr 0 O 1P i1t a g P 1 ¥ 0

STEP 3: Correct pressure and velocities

Set PLy=pP1s+P1s
pPr=p, Ut =u wig=u%y+d; ;11,1010
vE=v, 0t =0 vij=vhi+d j(p'rs-1-p1.0)
P, u, v, o*
4
STEP 4: Solve all other discretised transport equations
1 ayyorr=ai_1,001-1,5Farc 1,001, 0t ar s 10 1t a1 0041 00y

No

Convergence?

A

Figure 3.3. The SIMPLE Algorithm|[16]
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3.3.2. Scalar transport equations

3.3.2.1. Energy Equation. The energy equation is rearranged in terms of static tem-

perature by excluding viscous dissipation and pressure work terms. Finally, the equa-

tion is written in the form of equation 3.21.

div (puT’) = div ( gde) ZwAhO i (3.21)

The discretised form of the energy equation is given below. The coefficients are

calculated by using hybrid scheme which is explained in section 3.2.1.

aplp = awlw +aglr+ asls~+ anTn + St (322)
where
ST = _wAhcombustion

3.3.2.2. Species mass continuity equation. The species mass continuity equation is

written in the form of mass fractions of single species. It is to be solved for each species

except nitrogen which is the inert portion of the reactant mixture for the problem.

div (puY;) = div (D; mgradY;) — w; (3.23)

The discretised form of the equation is given below. The coefficients of discreti-
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sation are calculated by hybrid scheme.

apY, = awYi, +agYi, +asYis +anYi, + Sy, (3.24)
where
Syi = W

3.4. Computational Grid

The computational grid consists of 140 by 140 grid points on the horizontal and
vertical directions respectively. The spacing between grid points for this configuration
is 0.0005 m. Nevertheless, there were some other grid configurations which were used
in order to check the grid independency of the solver. The solution of continuity and
momentum equations are checked for two other grids with the spacing of 0.00025 m
(280 by 280 grid points) and 0.00016 m (420 by 420 grid points) and the current one
is selected for the rest of the calculations. The Solution data is extracted along the
midline on the first edge of the first roll and compared. The extracted horizontal

velocity and the pressure data is plotted in figure 3.4.



26

———— de=00005m
= de=0.00025m
————— de=000016m
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(b)

Figure 3.4. Grid independency check (a)Horizontal velocity along channel midline for

three different spacing (b) Pressure along channel midline for three different spacing
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3.5. Convergence Criterion

The flow equations and the other transport equations are calculated up to a cer-
tain point where the solution converges to the real solution of the equation sets. At
that point the calculation is stopped and the solution is post processed. The level of
convergence is calculated for x and y momentum equations and the other transport
equations according to equation 3.25. The convergence of the pressure correction equa-
tion is checked by looking at the sum of the net mass flux of the computational control

volumes. This value is non-dimensionalized by the maximum of the first five value.

R® = ZcellsP ’ an AnpPrb + b — ap%’ (3'25)
ZcellsP ‘aqup‘
R = Z |rateo fmasscreationincell P| (3.26)

cellsP
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4. RESULTS AND DISCUSSIONS

The simulations of the Swiss roll type heat recirculation combustor are made
for a range of Reynolds number and equivalence ratios, in order to investigate the
characteristic of the combustor. In the simulations, inlet Re number varies from the
value of 40 to 500. The inlet Re number and the equivalence ratio are computed as in

equations 4.1 and 4.2 respectively.

re = 2¢ (4.1)
)
(F/A)inlet
= 4.2
¢ (F/A)stoichiometric ( )

where

U: Inlet velocity

d: channel height

(F/A)inier: Fuel air ratio at the inlet

(F/A) stoichiometric: Stoichiometric fuel air ratio

4.1. Solver validation

The results of the solver is compared with the result obtained in [20]. A fairly good
agreement is reached by comparing the temperature distribution. The distribution of
temperature in the domain shown in figures 4.8(b) and 4.3(b) is not exactly match
with the one of literature in figures 4.8(a) and 4.3(a)but the peak temperatures and
the location of the peak temperature is close. On the other hand, the location of
reaction zones shown in figures 4.2 and 4.4 are very similar. The differences might
be due to the differences in solver parameters. The results obtained in the literature

includes the heat loss in 3rd dimension and wall to wall radiation.
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Figure 4.1. The temperature distribution comparison for Re=40 (a) Results of Kuo
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. The temperature distribution comparison for Re=100 (a) Results of Kuo

[20] (b) Results of the solver
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Figure 4.4. The reaction rate distribution comparison for Re=100 (a) Results of Kuo
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The drifts seen in the reaction rate terms is due to the fact that the solvers are
using different pre-exponential factors in their reaction rate calculations. The one of

Kuo [20] includes the wall to wall radiation and the heat loss in the third dimension.

4.2. Flow Inside The Combustor

The two dimensional flow field in the Swiss-roll combustor is determined in the
whole domain considering the solid walls at the same time. The value of the constant
source term in the momentum equations are set to be equal to a big number (10'00)
so that the effect of the other term in the equation get much lower and therefore,
the solution of the momentum equation on that grid point gets much closer to zero.

Furthermore, this method is used to fix a value to a constant in a point.

The results for the pressure field inside combustor is obtained by setting the

absolute pressure to zero at the exit of the combustor.

The velocity vectors and the streamlines for Re=40, 50, 100, and 500 cases are
plotted from 4.5 to 4.8. On the left side of figures, the full scale plot of the combustor
is given. On the right side, the magnified view of inner 2.5 roll part of the combustor

is shown.

Figure 4.5. Velocity vectors and streamlines of Swiss-roll reactor for Re=40 (a) Full

view (b) Magnified view
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50 (a) Full

Figure 4.6. Velocity vectors and streamlines of Swiss-roll reactor for Re

view (b) Magnified view

100 (a) Full

Figure 4.7. Velocity vectors and streamlines of Swiss-roll reactor for Re

view (b) Magnified view
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Figure 4.8. Velocity vectors and streamlines of Swiss-roll reactor for Re=500 (a) Full

view (b) Magnified view

As it is observed from figures, there are recirculation regions at the center and
at all of the corners of the turning of the combustor. The recirculation regions at
the corners are only shown on the lower right corners for representation purposes.
They are observed on all of the corners. The flow cannot follow the wall boundaries.
Main stream separates form the wall and some dead water regions are formed at sharp
turnings. The low momentum fluid recirculates at the center region whereas the high
momentum fluid is traveling around this area and continues its way to exit. The area
of recirculating regions increases as the inlet Re of the flow increases. Convective heat
transfer is very high on those areas. So, heat accumulates especially the one at the

center. Therefore, it is the region with highest temperature.

4.3. Temperature and Species Distribution

The temperature, species distribution for the case Re=100 and ¢ = 0.43 is given
as an example in figures 4.9 and 4.11 respectively. It is observed in figure 4.10 that
the reaction occurs at the center of the combustor. The peak temperature is almost
located at the same place also. The species concentrations start to change at the path
where the reaction mildly starts. It is noticeable in figures 4.11(c) and 4.11(d) that

the products are accumulated in center and than dilutes to the main exit stream. This
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may be due to the recirculation region observed in figure 4.7. The reaction zone is close
to the recirculation zone. Therefore, reforming products are convectively transported
to the dead air zone and due to the recirculating motion of the fluid they can not

uniformly mixed with the main stream.
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Figure 4.9. The temperature distribution in K (Re=100 and ¢ = 0.43)
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Figure 4.10. Reaction rate distribution in (kmol/m?® — s) (Re=100 and ¢ = 0.43)



Y_C3H8 Y_o2

00255 gégg

0.023 0185

0.0205 pyed

0.018 0145

0.0155 v

0.013 0.105

0.0105 pyed

0.008 0.065

0.0055 oo

0.003 0025

0.0005 o

Y_co2 Y_H20

0.225 0.112
0.205 0102

| 0.185 R A 0092
. 0.165 — 0082
0.145 0.072

0.125 0,062

0.105 0052

0.085 0042

0.065 0032

0.045 0022

0.025 0012

0.005 0,002

()

35

Figure 4.11. Mass fraction distributions of products and reactants in (kmol/m?3 — s)

(a)Propane, (b)Oxygen, (c¢)Carbon dioxide and (d)Water (Re=100 and¢ = 0.43)
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Figure 4.12. Heat flux vectors on the temperature distribution(Re=100 and ¢ = 0.43)

(a) On the gas domain (b) On the solid domain

The heat flux vectors on top of temperature distribution are plotted in figure 4.12.
The results show us that the maximum heat transfer is at the center of the combustor.
As moving to the outer periphery, the amount of heat transfer decreases relatively. The
dominant direction of heat transfer is always perpendicular to the streamwise direction

and towards to the outer walls.

The heat transfer on the solid walls is directed from the central sections of the
wall to the streamwise exit direction. The amount of heat transfer in the solid domain
is relatively higher than the one in the fluid due to the very high thermal conductivity
of the solid. On the other hand, the amount of heat transfer is much more greater in

the middle region of the combustor than the periphery like in the gas domain.

4.4. Effect of Reynolds Number

The Reynolds number parameter is directly related to the velocity of the fluid. In
other words, the convective characteristic of the flow is proportional to the Reynolds
number. For the Swiss-roll combustor, as Re number increases for the reactant stream
of the same equivalence ratio, the maximum temperature inside the domain increases.
On the other hand, the reaction zone is pulled back to the inlet as Re increases. The

investigation is done for the incoming mixture with equivalence ratio of 0.58 and the
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Re number of 50, 60 and 70. The temperatures and reaction rates are plotted in 4.13,

4.14 and 4.15. The same fashion in magnification is applied on figures as applied on

4.5.
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Figure 4.13. The temperature and reaction rate distribution for Re=50 and ¢ = 0.58

(a) Temperature Contours (b) Reaction rate contours
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Figure 4.14. The temperature and reaction rate distribution for Re=60 and ¢ = 0.58
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Figure 4.15. The temperature and reaction rate distribution for Re=70 and ¢ = 0.58

(a) Temperature Contours (b) Reaction rate contours

4.5. Effect of Equivalence Ratio

The equivalence ratio is another parameter to be investigated as a factor for
combustion in a Swiss-roll. In order to understand the changes in the combustor due
to changing equivalence ratio, the inlet Re is kept the same as 100 and the equivalence
ratio of the incoming reactant stream is set to the values of 0.43, 0.45, 0.47, 0.51 for four
different case. Those are the cases which are also investigated by Chen and Buckmaster

[7].
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Figure 4.16. The temperature and reaction rate distribution for Re=100 and ¢ = 0.43

(a) Temperature distribution (K) (b) Reaction rate distribution (kmol/m? — s)
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Figure 4.17. The temperature and reaction rate distribution for Re=100 and ¢ = 0.45
(a) Temperature distribution (K) (b) Reaction rate distribution (kmol/m3 — s)
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Figure 4.18. The temperature and reaction rate distribution for Re=100 and ¢ = 0.47

(a) Temperature distribution (K) (b) Reaction rate distribution (kmol/m? — s)

The effects of increasing ¢ are an increase in the maximum gas temperature and
an increase in heat recirculation in the domain. The temperature of gas entering the
combustion chamber increases with equivalence ratio. On the other hand, the location
of maximum reaction and the maximum temperature does not change significantly for
this Re number. Whereas, the starting point of the reaction is pulled back to the inlet

by increasing the equivalence ratio.
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Figure 4.19. The temperature and reaction rate distribution for Re=100 and ¢ = 0.51

(a) Temperature distribution (K) (b) Reaction rate distribution (kmol/m3 — s)

4.6. Effect of wall thermal conductivity

The wall thermal conductivity is an important parameter on heat recirculation in
Swiss-roll combustor. The effect of wall thermal conductivity is shown in the 4.20. The
investigation is done for Re=100 and Re=300 at the inlet of the flow field. All the solver
parameters are kept the same except the wall thermal conductivity. The behavior of
the extinction limit is such that as the conductivity decreases, the equivalence ratio
at the extinction limit decreases as well. The heat transfer from the combustion zone
to the walls decreases with decreasing thermal conductivity. Hence the fuel needed to
sustain the flame is getting lower. This implies that the flame can be obtained for very
low equivalence ratio in a Swiss-roll combustion chamber made of very poor conducting

material.
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Figure 4.20. The effect of wall thermal conductivity on the extinction limit
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5. CONCLUSIONS AND RECOMMENDATIONS

5.1. Conclusions

A meso-scale, rectangular, 3.5 turn Swiss-roll type, counter flow, heat - recirculat-
ing combustor is modeled with single step reaction mechanism. The effect of Reynolds

number and the equivalence ratio is investigated.

The two dimensional momentum, energy and four species equations are solved
simultaneously. The ideal gas equation is used as the state equation. The flow is
assumed to be steady and laminar. So, a certain range of inlet Reynolds numbers are
taken into consideration. The viscosity for fluid, conductivity and specific heats for
the solid and the fluid is assumed to be constant and equal to a single value for the
mixture. Whereas the binary diffusion coefficient of each species to the mixture is taken
as a function of mixture composition and the values at 350 K are used for the binary
diffusion coefficient for the couples of species on entire range of temperature. The
gravity, pressure heating, radiation, viscous dissipation and Soret and Duffor effects

are neglected in the energy equation.

The finite-volume approach is chosen to model the problem. An implicit, hybrid
discretisation scheme which is second order accurate is used for space discretisation.
The SIMPLE algorithm is employed in solution of momentum and continuity equations.
The computational domain consists of both solid and fluid regions. Therefore, all of

the equations are solved for both phases.

The result of the solver is compared with the results in the literature [20]. Due to
the inclusion of heat loss in third dimension and wall to wall radiation, some differences
observed but a fairly good agrement is reached in the sense that the peak temperature

in the combustor.

The flow field is calculated for a wide range of Re number in the laminar range.
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The recirculation zones are identified at the center and at the sharp corners of the
combustor. The increasing Re has a positive effect on the area of recirculation zones.
The recirculation zone causes product accumulation when the reaction is placed at the
center of the combustor. On the other hand, as the Re increased in the laminar range
for a fixed equivalence ratio, the reaction zone is observed to be pulled back to the
inlet and the peak gas temperature increases. For the MEMS applications, the size
of the combustor should be smaller. This implies reduction in the channel height and
therefore inlet Re decreases. So it is likely to observe the reaction zone at the center

of the combustor as the size of the combustor reduces.

The effect of equivalence ratio of incoming reactant stream is investigated by
changing it at a fixed Re. It is observed that peak temperatures and reaction rates
are increasing with increasing equivalence ratio. Moreover, the starting point of the

combustion reaction is pulled back to the inlet.

The effect of the wall thermal conductivity on the extinction limits is investigated
for the a fixed Reynolds number. It is observed that lean extinction limit equivalence
ratio significantly reduces with reducing temperature because the heat transfer from

the reaction zone to the walls are reduced.

5.2. Future Work

The present solver neglects three dimensional effect whereas the heat loss in the
third dimension can be added to get closer to the reality. Furthermore, the surface/gas
radiation heat transfer can be added as a mode of heat transfer. A turbulence model
can be employed to be able to simulate high inlet velocity therefore high mass flow
rate cases. The detailed chemistry can be used for more realistic chemical modeling.
The effect of catalytic surfaces on the peak temperatures and the extinction limits can
be analyzed. More accurate discretisation schemes can be tried in order to higher the
accuracy of the solver. The material properties are assumed to be constant. However
they are changing considerably within the operating range of the combustor. So the

material properties can be taken as functions of temperature. Moreover, different kind
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of fuels and different kind of solid structures can be modeled to understand better the

combustor.
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APPENDIX A: SIMPLIFICATIONS OF THE FLOW
EQUATIONS WITH NON-DIMENSIONAL ANALYSIS

A.1. Continuity Equation

This section is to derive the first governing equation which is the continuity equa-
tion:
dp

5% + div - (p‘_/) =0 (General Form)[21] (A1)

= 0 Steady—State — 02D
gg L Opu) , 0pw) | O
t ox oy 0z

d(pu) | O(pv) _ :
o + oy =0 (Final Form) (A.2)

A.2. Momentum Equations

This section is to derive the momentum equations for well-known Navier—Stokes

equations. The general form of the equation is given below.[21]
A.3. x—Component
p Du dp 0 ou 2 0, Ou 0Ov 0. 0w

Dt = B gt a2y —gdiv Vgl + gl gl =T 50 (A3)
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where

ge : dimensionalization constant = 1kg m/N s? in SI and = 32.21b,, ft/lb; sec* in
English units

B, : body force which is zero in this case

i : dynamic viscosity

- . - - =

V' 1 2-D velocity vector whichis V =ui +vj

p : pressure

The simplified, explicit, and conservative form of the equation is:

L (O(puu) O(puv)\  Op  20p (,O0u Ov 40*°u  O*u 1 0%
Je ( ox + y - Oz + 30x 28x dy H\38:2 + Oy? + 3 0xdy
ou (Ou  Ov

A.4. y—Component

pDv_ b 0 Du Do 0 D0 2o 0 O e

The most simplified, explicit, and conservative form of the equation is:

1 [(9(puv)  O(pvv) dp 20w (0v Ou 40*v  9*v 1
il A Tl ) S = z
Je ( ox + dy dy * 30y \ Oy Ox th 3 0y? * 0x? * 3 Jyox

ou (Ou  Ov
(o o) o
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A.5. Non-Dimensionalization of Momentum Equations

The non-dimensional parameter are listed below:

=5 yr=5 ut=-— wt=- p==  p== ==
[ [ v v Do Po Ho
o 1o o0 1090 0 1& o7 10 ? 1 &
ox  1oxr Oy 1oy~ 0x2 120z 0y 120y 0xOy 120z 0y
pov? [8(,0*u*u*) N G(p*u*v*)] _ P op* | 2 pov 8u*( ou* 8@*)
l ox* oy* [l Ox* 3 (2 Ox*" Ox* Oy*
LoV 40%u*  0%u* 1 0% pov, Ou* Ou*  Ov*
— (= = AT
pov> [G(p*u*u*) n 8(p*u*v*)] _ I op* v ga,u*( ou™ 0?}*) N
[ ox* oy* [ Oz* 1?2 | 30z*" dx* Oy*
40%u*  0*ur 1 0** op* ou*  Ov*
*(Z - A8
a (3 Ox** * oy*? + 38m*8y*) * Oy* [&y* + 890*}} (A8)
By multiplying each side with pyv?/l we get non-dimensional x-momentum equa-
tion:

Eu 1/Re
[8(p*u*u*) N a(p*u*v*)] "o o0t Tpe o [20p7 (28u* B 8v*> N *(%827[‘
ox* oy* o pov? Oz povl | 302\ Ozt Oy* HA3 007
v 1 9** op* .ou*  ov*
- A9
The non-dimensional y-momentum equation is found in similar way:
d(p*u*v*)  O(p*v*v*) op* 1 (20u*, 0v"  Ou* 4 9?v*
= —Fu—+—1- 2 — (==—
[ ox* * oy* ] ”ay* * Re 38y*( oy* 83:*) T (3 oy*? +

2, % 2, % * * *
vt 1 0%u op* [ ou* v } (A.10)

52" 3000y T o oy T oa)



48

A.6. The Source Term of The x-momentum Equation

d(puu) O(puv) 8p 0 ou 2 . = 0 Ju Ov
ox * oy  Ox 833 a 28:0 3dw(v) +8y a 8y+8x (A-11)

If the above equation is tried to be resembled to which is in the main program|16]

o o= oo (@) ()] | ()

ShE]Lhee)]

ar g l@) o l6)] &

/

Vo Vv
Convective terms Diffusive terms

bR -£L G o

vV
The source term Su

S
Y 0\l oz dy \' Ox ox 3\0x 0y) /|
o0 (00) 0 (oY 20 (o) 20 (0
v aa;(“ax)+a (“ax) 3ax(“ax) 3 (“ay)
1 0
3 oy

x

0 ou ov 20 Ov
=-— | p=— — | = | p= Al4
Su = Ox (”8:1:) * Y (#890) 30x (“ay) ( )

A.7. The Source Term of the y-momentum Equation

Pressure variation term

6(§Zv) +8(gzv) _ g§+§x [ (g_ZJF g_z)] L9 {u (28_” _ gdz‘v(?))] (A.15)
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If the above equation is tried to be resembled to which is in the main program|16]

Convective terms Pressure variation term Diffusive terms

R AN I Y
oz y P N dy oz |M'\ oz dy K dy

SLE 2 )]-2ew7)

The source term Sv

g - 9 (0u\ 0 ( 0ovy 20 Ou  Ov
Y Ox “ay oy “ay 30y a or 0Oy
_ 9 (0u) O (0vy 20 ( ou\ 20 [ v
- Ox 'u(()y oy 'uﬁy 30y “ax 30y M@y
0 ou 10 ov 20 ou
5= g () 3 ()~ 53 () A0

A.8. Species Mass Continuity Equation

Because the fluid is considered as multi-component fluid, the species mass conti-

nuity equations must be satisfied for each component of the fluid. [12]

= 0 Steady—State =02-D — 02D

oy, 0, v, ¥
_l’_

- oY, - 0 0 0 .
,,%Z gl o +%;>+%<pm>+a—y<pmy>+ M —&if12] (A7)

D oy; D oY; D oY,
Vie = —— Viy=—+ Vie=—%
Y; Ox Y Y; Oy Y; 0z

where
w; :rate of mass production of the species i
D :Binary diffusivity

Y; :Mass fraction of ith species which is Y; = %
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The simplified, explicit and conservative form of the equation set i

Y,
Oy

d(puY;) +(9(vaz-) 9 . 0Y;

0
= —(pD —(pD
ox dy 8x<p ox )+ dy %

)+ ws (A.18)

A.9. Energy Equation

The energy equation is used to calculate the temperature of the mixture through-

out the domain. The implicit form is given below. [21]

DT , Dp
Py = dv(d") +q" + T o +p® (A.19)
H
" = =AVT

where ¢, :specific heat

q" :the rate of heat transfer

A :thermal conductivity

¢" :the rate of heat generated

0 :the coefficient of thermal expansion

® :viscous dissipation

1,0p
ﬁ = ;(a_T)p:constant
) ) P du O
_ OUyg | (V9 W 2r o T Ou  Ov,
o ol w8
ov Gy OW | OUSS
+ ( 8y) + = 82)

The simplified for of the viscous dissipation is:

® =250 + (5] - LV + (5 + 50 (A20)



The most explicit and simplified form of the equation is:

o1

c(ua—T+va—T) = %a—T+ 82—T+%8—T+k62—T+ ”’+ﬁT(u@+v@)
P, oy’ Oz Ox or? Oy Oy 02 4 ox Oy
1., 0u, ,0v, ou., 0v, Ou dv
+ulGlGD + G+ (Gl + (Gor 255
2 Ou v
- 5(%0_14)} (A.21)

A.10. Non-Dimensionalization of Energy Equation

The non-dimensional variables are the same as in momentum equations but some

more is added to the system:

T-T, .
6 = 7 k= k'ky

ko (ak* 00 . 0%  Ok* 90

cppov(a(p*u*é’) (8/)*1}*8)) _
AT ox* dy* IPAT

Ox* Ox* * o+’ * dy* (9_y* *

+v

"
+¢" + B0+ 1T,) e

l

2 * * *
LoV L1 0ut o OvT, ou
i) <u {3“@@«*) G+ G

+2

ou* Ov*) B g(au* 81}*>
oy* dx* 3" 0x* Jy*

povAT (u* op*  ,0p*

)

ov*

+ <8x*)2

I(p*u*0)  (Op*v*0) ko [ Ok* 00 L 0%0  Ok* 00
Ox* Jy* polcyv
IAT ,,
+—

PoCpV

+B3(0 +1T,) e, U T o
povAT (1 0u", = OvT,
e (i (3G + G+
ou* ov* . 2 ,0u” Ov*
2(8y* 8:}0*) B §<8x* 8y*>})

+

2
20)

Ox* Ox* + Ox** + oy* Oy* +

poAT? ( L Op* *8p*) N

+ (8x*

ov* 12t

(A.22)

If we consider the non-dimensional analysis stated above, the coefficients in front

of the entries can be calculated in order to compare the importance of the entries.
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The material used in all analysis is air. So the properties of air should be used
to calculate.

Table A.1. The ideal gas properties of air

Parameter Value

Lo 1.7894 x 107°(kg m~* s71)

ko 0.0242(W m~' K1)

cp 1006.43(J kg™' K1)

0o 1.225(kg m™3)

l 0.001 (m) characteristic length of the model as the channel width

A\ 0.001(m s~') characteristic velocity of the model as the inlet velocity
AT 1000(°C)

T, 300(°C') Ambient temperature as the reference

6} 1.02x107¢(K 1) for air at room temperature

Since there is no cavitation in the problem, the Euler number is taken as 1. So

the py value can be calculated as below:[22]

PoV
Po

1.225 x (0.001)2
po = 1.225x107Pa

=1
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As a result the non-dimesional energy equation becomes by using the coefficients:

d(p*u*) N (Op v 0)] ko ok* 06 r 00 N ok* 08 N %0
oz oy* "~ pole,v \ Ox* O ox**  oy*dy* Oy’
——
19.628
AT AT? *
+ [ q"'+ﬁp0 0 u*ai T
PoCpV PoCp x* ay*
—— ——
0.811 1.013x10—°
AT? a * *
+ s, 22 W +
PoCp T dy
3.040x10~7
povAT [ (1. 0u* ;
——
1.451x10-5
ou*
+ (G >}>

DT —
PeoDr div-(¢")+q" (A.23)
where;
—,/> —
q = —kVT

q/// _ _ZwiAhO,i
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APPENDIX B: SOLVER VERIFICATION

B.1. Comparison of the Results with the Results of FLUENT

The finite volume method is the main scheme used in famous commercial CFD
solvers such as; FLUENT, STAR-CD, FLOWS3D etc. [16] Consequently, one of the
commercial solver, FLUENT, was picked up in order to verify the results of the solver
to be created. The SIMPLE algorithm is the algorithm used to solve pressure - velocity
coupled flows. So, each simulation made in FLUENT was tuned to be solved by using

SIMPLE algorithm in order to be consistent in comparison.

For the sake of simplicity, the flow was assumed as incompressible and constant
property which means that the density and other properties of the fluid does not change

by temperature or any factor.

The velocity components on x and y direction and temperature variation can be
calculated by the developed solver. The solution domain is a two dimensional channel
with length/height ratio of 10. A 10 by 100 grid is used for solutions both the solver
and FLUENT solutions. FLUENT solutions are given in the lower figures and figures
on the top belong to the results of the own solver. The solutions are obtained for the
uniform inlet velocities 0.01 and 0.001 m/s with corresponding Reynolds numbers of

684 and 68.4 respectively.

u
1 0.0130
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Figure B.1. x-velocity contours of duct flow with 1 x 107%m/s inlet velocity
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Figure B.2. y-velocity contours of duct flow with 1 x 1072m/s inlet velocity
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Figure B.3. Temperature contours of duct flow with 1 x 1072m/s inlet velocity

The inlet velocity of the fluid is changed in order to find the capability limits of
the solver and compatibility with the commercial solvers. The solutions for the inlet

velocity of 1 x 1073m/s is found and they are given below figures.
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Figure B.4. x-velocity contours of duct flow with 1 x 1073m/s inlet velocity
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Figure B.5. y-velocity contours of duct flow with 1 x 1073m/s inlet velocity
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Figure B.6. Temperature contours of duct flow with 1 x 1073m/s inlet velocity
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B.2. Results on Different Geometries

Some calculations are made in order to develop routines solving species mass
continuity equation, conjugate heat transfer condition and various geometries contain-
ing solid walls and different boundary conditions. Firstly, the solid fluid interaction is
implemented by introducing the very high artificial source terms into the discretised
momentum and continuity equations. So the value of the mesh point is kept fix to a
prescribed value. For the velocities, pressures and later the concentration values are fix
to zero at solid cells. On the other hand, high sources at solid cells are not implemented
to energy equation in order the heat to propagate inside the solid domain. The basic
calculations were started with a pipe flow blocked by an obstacle in the middle. The
velocity and temperature contours for the case with an inlet velocity and temperature

of 1 x 1073m/s and 300 K and wall temperature of 3000 K are given below.
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(b)

Figure B.7. x-velocity and temperature contours for pipe flow bifurcated by a solid

obstacle (a) Horizontal velocity contours (b) Temperature contours

The solid inside the fluid domain concept is taken further into consideration due
to the fact that the swiss-roll geometry is created by solid walls and the heat recircula-
tion is maintained by conjugate heat transfer between fluid-solid media and conduction
on solid walls. Some square shaped solid obstacles were created inside the fluid domain
so that the fluid was diverted from its original direction. First a 90° elbow is simu-
lated. The fluid with inlet conditions of 1 x 107*m/s and 300 K were flown into the

domain surrounded with 1000 K constant temperature boundary condition. Secondly,
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a flow whose direction is reversed by two 90° turnings were computed. The boundary
conditions of this setup were 2 x 1072m/s inlet velocity and 300 K inlet temperature.
The walls are kept at 1000 K constant temperature again in this simulation. The total

velocity, pressure and temperature contours are given in two sets of figures below.
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Figure B.8. Total velocity, pressure and temperature contours for a 90° elbow (a)

Total velocity contours (b) Temperature contours
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Figure B.9. Total velocity, pressure and temperature contours for a U shaped tube

with two 90° turnings (a) Total velocity contours (b) Temperature contours

As the counter current type of flow and heat transfer between opposite currents
are one of the main essence of the research, similar kind of flow was studied in a

magnified view. The domain is cut by a solid wall and flows with same properties and
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velocities (1 x 1073m/s) but different temperatures(500 K and 1500 K) are let to flow.
The results are quite valuable to see in heat transfer point of view. The heat leaked
from high enthalpy flow to the low one. The conduction in the solid is observed. The

total velocity, temperature and pressure contours are plotted in the figures.
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Figure B.10. Total velocity, pressure and temperature contours for a counter current

flow configuration (a) Total velocity contours (b) Temperature contours

The species mass continuity equation is one of the essential equations to be solved
for chemically reaction flow. So a species mass continuity solver is mounted to the
program. In order to have accurate and physically sound solutions one should add
the ideal gas equation to the solver. Ideal gas equation not only calculates the correct
density of the fluid by taking the mass fractions of the components and temperature of
the fluid but also connects all equations by changing the density. So the basic test cases
are run to see the abilities of these parts. A simple pipe flow whose inlet velocity and
temperature are 1 x 107'm /s and 300 K respectively is simulated. The composition of
the fluid is set so that from upper half of the inlet only oxygen and from the lower half of
the inlet only propane is let flowed. The wall temperature is 300 K. The total velocity,
temperature, density, mass fraction of propane mass fraction of oxygen contours are

plotted in the following set of figures.
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Figure B.11. Total velocity, temperature, density and mass fraction contours for a
pipe flow (a) Total velocity contours (b) Temperature contours (¢) Density contours

(d) Mass fraction of C5Hg contours (e)Mass fraction of O contours

The most important boundary condition for species mass continuity equation is
impermeable wall boundary condition. This is also implemented to the solver for later
use. The ability of that is examined by flow in a small U tube with outer and inner

solid walls. The flow conditions of the test case are 1 x 107%m/s inlet velocity, 300
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K inlet temperature and half propane and half oxygen stream by means of inlet area.

The maximum mass fraction error is 1.6 x 1073, The total velocity, pressure, density,

mass fraction of propane mass fraction of oxygen and mass fraction error values are

plotted below.

0.008

0.006

0.004

0.002

Total velocity

0.014
0.013
0.012
0.011
0.01

0.009
0.008
0.007
0.006
0.005
0.004
0.003
0.002
0.001

0.008

0.006

0.004

0.002

Rho

1.65
1.63214
1.61429
1.59643
1.57857
1.56071
1.54286
1.525
1.50714
1.48929
1.47143
1.45357
1.43571
1.41786
14

0 0.004 0.006 % 0.004 0.006 0.008 0.01
X X
(a) (b)
Y_C3H8 Y_02
0.95 0.95
0.9 0.9
B 0.85 B 0.85
B 0.8 B 0.8
L 0.75 L 0.75
0.7 0.7
0.008 |- 0,65 0.008 - 0,65
I 0.6 B 0.6
L 0.55 - 0.55
0.5 0.5
B 0.45 B 0.45
0.006 [ 0.4 0.006 [~ 0.4
L 0.35 L 0.35
0.3 0.3
> | 0.25 > | 0.25
I 0.2 B 0.2
0.004 |- 015 0.004 - 015
0.1 0.1
0.05 0.05
0.002 0.002
0 0
0 0.002 0.004 0.006 0.01 0 0.006 0.008 0.01
X X
(c) (d)

Figure B.12. Total velocity, pressure, density, mass fractions and mass fraction error

contours for a U-tube flow (a) Total velocity contours (b) Density contours (c) Mass

fraction of C3 Hy contours (d)Mass fraction of Oy contours
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