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Chapter 1

Introduction

1.1 Motivation of the present study

Mathematical modelling is a widespread tool used by engineers and researches,
providing a cost-effective and convenient way to tackle practical problems. The
commercial packages have a variety of models available and can deal with a
range of different phenomena. The simulation can give an engineer a valuable
insight into the problem at hand, allowing to better understand the phenomena
and to avoid possible mistakes. The stated above benefits, together with the
rapid growth of computational power of modern computers, made the math-
ematical modelling very popular in the design, reliability estimation, research
and other processes.

In the last decade of the previous century a number of codes were developed
and then integrated into comprehensive commercial packages, which can deal
with multi-physics phenomena. At that time, most of the effort was put into the
stability and efficiency of the models. Although big improvements were done
in the field of the hardware, the possibilities of speeding up the simulations by
increasing the frequency of the processor are almost exhausted. Currently, the
appearance of multi-core processors and clouds of interconnected computers
opened the door to parallel programming. Another state-of-the art technique
of parallel computing originates from the computer graphics community and
makes use of graphical processor units.

The field of new models development was somewhat neglected by com-
mercial packages developers, in spite of the recent advances in computer ca-
pabilities. Nevertheless, the progress in computer power makes it possible to
introduce mathematical models, whose usage was previously limited, because

of long computing times and storage reqiurement. It is also worth to mention,



that the code of the models implemented the commercial packages cannot be
readily modified. Thus, open-source packages have emerged, as a market re-
sponse to the needs of the users, who frequently modify the code in order to
test new solutions, or simply suit their needs. Open-source packages serve as a
convenient tool for researchers. Moreover, relatively high prices of commercial
codes should not be overlooked when discussing the motivation of using their
open-source counterparts.

Thermal radiation is a dominant heat transfer mode at elevated temper-
atures. Therefore, it is crucial in environments encountered in industrial fur-
naces, combustion systems, heating equipment, rocket plumes, etc. Radiative
heat transfer influences the gas and particle phases and also affects the combus-
tion chemistry. The difficulties arising when modelling radiative heat transfer
stem from the fact, that it is a long-distance and potentially all-to-all phe-
nomenon, contrary to convection or heat conduction, which can be treated as
local phenomena. The complexity is fully reflected in the mathematical descrip-
tion of the radiation transport, which is described by an integro-differential
equation. The level of complexity is elevated by the radiative properties of
medium, which are irregular functions of temperature, wavelength and gas
composition.

The models for solving radiation heat transfer problems available in com-
mercial CFD packages are often based upon many simplifications which limit
their usage or generate solutions with hard-to-control errors. Moreover, the
treatment of boundary conditions of special types (specular reflections, col-
limated beams) and material properties (non-diffusive surfaces, anisotropic
radiation) is limited or even impossible to account for within those models.

All the above reasons make the Monte Carlo a promising tool for solving
the heat radiation problems. Not only can it treat the radiation transfer with-
out many simplifications present in other techniques, but also is capable of
generating benchmark solutions. This is the only method capable of dealing
with radiative heat transfer problem of arbitrary level of complexity justified
by physics. The usage of the Monte Carlo in engineering applications was
limited, since its computer implementations resulted in excessively long com-
puting times. Therefore, the computational efficiency of the method is of great
importance. It should be emphasized, that Monte Carlo can be efficiently par-
allelized. This feature in the advent of easy access to large computer clusters

and graphical processor units significantly reduces the computation time.



1.2 Earlier studies

1.2.1 Monte Carlo Method history

Historically, the statistical sampling technique, also named Monte Carlo, was
developed for the purposes of Manhattan Project during World War II in Los
Alamos Laboratory [62]|. Stanistaw Ulam, Enrico Fermi, John von Neumann
and Nicholas Metropolis used the method to create histories of life of neu-
trons during fission. According to those researchers, the process of fission can
be modelled by tracing a large, but finite, number of neutrons and analyse
the state of atoms the neutrons can interact with. The specific events in the
process like emission, absorption of the neutron, direction of emission or re-
flection, change of energy state etc. are determined by random sampling from
a known probability density function. Since then the field of Monte Carlo ap-
plication has grown and now include evaluation of multidimensional integrals
[62], rendering in 3D graphics, predicting the illumination [59, 60|, radio-waves
propagation [113], radiation transport or generation of semi-exact solutions to
problems that have no analytical solution [62] - to name only a few. When it
comes to thermal radiation heat transfer, Monte Carlo was first used in early
1960’ by Fleck and later by Howell and Perlmutter [37, 52, 53, 54]. The recent
contributions to the enhancement of MC technique are due to the computer
graphics community |1, 30, 41, 94|. In this branch of engineering, MC is used

mainly for rendering of 3D scenes.

1.2.2 Monte Carlo in radiative heat transfer

Since the radiation mode of heat transfer predominates in high temperatures,
the fields of application of radiation models usually converge to the problems
in which high temperature is present. There exist a number of numerical meth-
ods capable of solving radiation problems, including Surface to Surface (S2S)
[50, 81|, Zonal [49, 51|, Spherical Harmonics (Py) [6, 48, 58, 70, 71|, Dis-
crete Ordinates (DO) [35, 36, 122, 123|, Boundary Elements Method (BEM)
[7, 8, 9, 10, 131] and Discrete Transfer (DT) [22, 24, 72]. Each of these meth-
ods is described in some detail in chapter 3. Monte Carlo has a number of
distinctive features, that in some cases can make it preferable to the methods
mentioned earlier. Monte Carlo method is not prone to the ray effect, as it
is the case in DO |23, 81] and DT methods. The code of Monte Carlo tech-

nique can be kept relatively simple, yet capable of solving problems with some



specific boundary conditions (specular reflections, collimated rays) or detailed
material properties (non-diffusive surfaces, radiation anisotropy). It stands in
contrast with S2S and Py methods, for which the coding and solution efforts
rise drastically together with the problem complexity. Moreover, the core of
Monte Carlo, the ray tracing procedure, is a very good candidate to parallel
programming, described in details in section 1.2.5.

Monte Carlo Ray Tracing was applied to radiation heat transfer among sur-
faces by F. J. Nevarez-Ayala in FELIX code [87] and by C. Zeeb in MONT3D
code [138, 139]. The technique was also used in combustion simulations to de-
termine the effects of radiation-turbulence interactions. Different turbulence
models were employed, namely direct numerical simulation (DNS) [26, 137],
Reynolds-averaged Navier-Stokes (RANS) [110] and large-eddy simulation (LES)
[56, 111, 141].

Monte Carlo method was used to simulate the behaviour of the scattering
medium [115, 120] by exploring Mie theory. In those cases the ray direction
can be influenced by the presence of particles. In his work, Trivic [121] used
different method of incorporating the particles into Monte Carlo simulation.
The particles are treated as a gray gas of equivalent absorptivity. Thus, the
ray direction can not be changed due to ray-particle interaction. However, the
presence of particles is seen in the form of higher gas absorption coefficient
and consequently as a higher absorption probability. The main shortcoming of
Trivic’s approach is to assume the particles have the same temperature as the
surrounding medium. Such an approach may result in high inaccuracy in the
case of coal combustion systems, in which the temperature of coal particles
significantly differs from the gas they are suspended in.

When it comes to the simulation of practical systems, Monte Carlo method
was used to predict radiative heat transfer in coal-fired boilers in AIOLOS code
[64, 104] and flame modelling [110, 111, 117, 141].

1.2.3 Ray tracing on coarse meshes

The core of Monte Carlo technique is the procedure of ray tracing, in which
the most time consuming part is the routine of ray-boundary intersection |1,
43, 76, 109, 138, 139]. In the case of non-participating medium, the radiative
heat fluxes at boundary walls are of interest, thus the ray has to intersect only
real boundaries of the domain. More complicated case is an optically active
medium, for which the volumetric heat sources or sinks are also to be defined.

The volumetric heat sources or sinks correspond to the net radiative energy



emitted or absorbed by the medium. In order to find the ray absorption point,
the information about the length of the ray within the medium is needed.
Thus, the intersections of the ray and the boundaries of inner volumetric cells
are to be defined as well. In the thesis, the main goal is to implement Monte
Carlo in an optically active medium.

Space traversal techniques help to reduce the number of ray-boundary in-
tersection tests, increasing the efficiency of a ray tracer. In the finite volume
approach the computational domain is to be discretized by an introduction of
a set of volumetric cells. The most straightforward implementation of Monte
Carlo technique is to trace the rays on the original convective mesh. In this
case, during the ray tracing the space is traversed volume-by-volume [77], re-
sulting in prohibitively long computation times. However, it should be noticed
that the characteristic dimension of the radiation is considerably larger than
that of turbulence or convection. Therefore, the usage of coarse mesh, build
on the basis of fine convective mesh, for solving the radiative heat transfer is
a natural step towards reducing the computational intensity of the ray tracing
algorithm. The idea of using coarse ortho-Cartesian mesh was presented in G.
Wecel Ph.D. thesis [131]. Later, this concept was also used by I. Hunsaker [56].
The present thesis makes use of the same idea.

The reason why a regular ortho-Cartesian mesh was chosen for ray tracing
is that, the volume elements are always axis-aligned cuboids and the pro-
cedure of finding the ray-cell intersection is fast and simple to implement
[4, 12, 39, 40, 131]. The model presented in the thesis implements uniform
ortho-Cartesian mesh, in which the ray is traced cell-by-cell and traverses
the space linearly in time. Similar concepts has been presented in the litera-
ture such as uniform space division [139] and volume-by-volume advancement
[77] methods but not with the boundary description by NURBS surfaces. It
should be emphasized that in the case of non-participating medium the pro-
posed method may not be optimal one in comparison with other space subdivi-
sion methods like octrees, BSP-trees, KD-trees or bounding volume hierarchy
(BVH). In those approaches the space can be traversed faster than linearly in
time. More information about the mentioned above methods can be found in
the literature [4, 39, 40, 42, 57]. However, in the case of participating medium,
the space subdivision method directly influences the size of volume elements
in which the medium properties are averaged. In general, the mesh resolu-
tion should be fine enough to adequately account for the changes in medium

properties. Moreover, the position of zones to be refined is not known a-priori.



Therefore, the idea of a regular ortho-Cartesian mesh was chosen instead of
other space subdivision techniques mentioned before. G. Wecel used the ortho-
Cartesian mesh with varying cell sizing [131]. However, in his implementation,
it was not possible to locally refine the mesh. The idea of hierarchical mesh

presented in the thesis is a solution to this problem.

1.2.4 Boundary description

The mathematical description of 3D geometry can be a challenging task, espe-
cially when it comes to complicated shapes. The simplest way to describe the
3D surface is to express it as a finite set of triangular or quadrilateral surfaces
[138]. By doing so, the user has to accept its shortcomings in the form of rel-
atively large memory consumption and limited accuracy when the surface is
not planar. The usage of polynomials is a more elaborated way of 3D geometry
description. Polynomials are smooth and have a compact form. However, they
are proven to be unstable to floating point operations, since their coefficients
can attain very large or small values [31, 96]. In computer graphics it is also
important to have a possibility of local geometry modification, which is hard
to achieve using polynomials. The stated above shortcomings can be success-
fully circumvented by using a special form of the mathematical description of
boundaries, namely the parametric non-uniform rational basis spline (NURBS)
surfaces.

In order to specify the boundaries of the enclosure, NURBS surfaces were
chosen because of a few reasons. They are able to describe shapes of high com-
plexity, use little of computer memory, are stable to floating point operations
and are widely used in computer aided design (CAD) programs and computer
graphics [31, 95, 96]. Moreover, there exist efficient algorithms for finding ray-
NURBS surface intersection. Most of these algorithms were developed for the
purposes of surfaces visualization and rendering in computer graphics.

According to Pabst [91], the algorithms for finding ray-parametric surface
intersection can be classified as follows: subdivision, numerical, algebraic and
Bézier Clipping.

Subdivision-based algorithms make use of convex hull property of paramet-
ric surfaces [102, 136]. The surface is tested for the intersection with ray and
in the case of success it is subdivided. The process is repeated until no hit is
reported or the surface is smaller than prescribed threshold and therefore is

assumed to adequately approximate the real intersection point.



The core of numerical algorithms is the iterative Newton’s method char-
acterized by quadratic convergence rate, provided it has a good initial guess.
The algorithm was first used in the context of finding ray-parametric surface
intersection by Toth [119]. The initial guesses for Newton’s method were ob-
tained from the interval analysis of the surface. Other authors |2, 41, 76, 91|
used hierarchies of axis aligned bounding boxes to properly initialize Newton’s
method and to limit the number of ray-surface intersection tests, but they
implemented different algorithms for bounding box creation.

Algebraic method for ray-parametric surface intersection was first demon-
strated by Kajiya [61]. The method requires finding the roots of 18th-degree
polynomial and is limited to 3-rd order surfaces without possibility to extend
it to arbitrary NURBS surfaces making its application impractical.

The Bézier Clipping algorithm for ray-patch intersection was introduced
by Nishita [86] and it can be thought of as an integration of subdivision-
based and numerical algorithms. The method utilizes convex hull property
of parametric patches to determine parts of surface that cannot contain an
intersection point. The algorithm has better convergence than subdivision-
based algorithms and was improved by Efremov [30]. Wang [125] improved the
performance of ray-parametric patch intersection algorithm for coherent rays
by combining Newton’s and Bézier Clipping methods.

From the algorithms presented above only Newton’s and Bézier Clipping
methods are fast enough to be implemented in ray tracing. Newton’s method
has an advantage over the Bézier Clipping, as it is not limited only to Bézier

patches and therefore this technique was used in this work.

1.2.5 Parallel ray tracing

Monte Carlo method requires tracing a huge number of rays in order to get an
accurate solution. It is considered a good candidate for parallel computation,
since the tracing procedure of a single ray does not require any information
about the fate of other rays [136, 138]. Therefore, the natural way to speed-up
the calculations is to use multi-processor machines. The reason for resorting
to parallel computing is even more obvious, as the possibilities of improving
the frequency of a single processor have almost reached the limit. The problem
of parallelization of Monte Carlo ray tracing radiation models is addressed in
works [21, 33, 56, 75, 79, 98, 127, 135], which report a good scaling of the ray

tracing algorithm.



Single-instruction multiple-data stream (SIMD) machines were used in first
attempts of parallelization of Monte Carlo method. In this kind of architecture
the group of rays is passed to the processors at one time. After every ray from
the group is absorbed the new set of rays can be worked on. This led to
poor scalability, since in general the ray path lengths are different and some
processors may idle, waiting for the termination of the last ray. The way to
overcome the problem is to generate new rays as soon as one of them was
terminated [45].

The state-of-the-art technique, originating from computer graphics com-
munity, uses graphics process units (GPUs) for parallel ray tracing. A single
GPU has a shared memory and is composed of hundreds of cores, allowing
to trace hundreds of rays simultaneously. The technique proved to be very
efficient, as it allowed for the real-time rendering of 3D scenes in computer
graphics [1, 91, 103]. Moreover, Despres run Monte Carlo ray tracing on an
nVidia 7600 GS GPU and showed speedup of 6 in comparison with Xeon 2.4
GHz CPU [27].

Due to the fact, that the field of parallel computing is relatively young,
the programming standards of common C++ language lag behind. Thus, the
correct implementation of parallel code is a challenging task, in which the
programmer has to take into account the configuration of the computer or
computer network and the type of hardware. The codes with GPU-enhanced
processing are developed using libraries specific for a given GPU vendor, like
nVidia CUDA C/C++ [89]. For so called distributed-memory multiprocessors,
networks of workstations and combinations of those, the most popular pro-
gramming technique is Message Passing Interface (MPI) [85]. In this standard,
multiple copies of a program cooperate with each other by exchanging the
data. In order to force a single, sequential program to include parallel portions
of the code (multi-threading or farming), OpenMP library was introduced [16].
It is a gentle modification of C, C++ programs and thus is relatively easy in
implementation. It is also possible to stitch MPI and OpenMP together into
one hybrid parallel program [135].

In order to achieve good scaling, the inter-processor communication should
be minimised. In CFD applications, the common procedure is to decompose
the computational domain into fragments corresponding to different proces-
sors. Then MPI is used in order to allow data exchange between the processors.
The domain decomposition is a good strategy in the case of CFD calculations,

where all the phenomena have local character (fluid flow, turbulence, conduc-



tion, combustion). However, radiation is potentially all-to-all phenomena, in
which the interaction occurs on a long distances. Therefore, there are two main
strategies for parallel treatment of Monte Carlo technique applied to radiation
heat transfer. The first is the domain decomposition, which requires passing
the rays between processors owing their part of the domain [135]. The second
idea is to create a local copy of a mesh, that can be used individually by each
processor, avoiding data exchange [56]. The latter idea is better, when the ray
tracing is done on coarse mesh of relatively low size. This topic was not cov-
ered within the thesis, but rather is described here in order to point out the

direction for further research.

1.3 Objectives

The main objective of the thesis is to develop Monte Carlo Ray Tracing method
able of solving conjugate heat transfer problems in domains of arbitrary shapes,

in the presence of non-gray gases and solid particles.

The stated above objective is to be realized, by dealing with the following

partial problems:

e Develop the system for ray tracing on hierarchical ortho-Cartesian meshes

with the geometry description in the form of NURBS surfaces.
e Implement the code within the open-source package OpenFOAM.
e Verify the technique using benchmark solutions.
e Prove the concept of using coarse meshes in the radiative analysis.
e Enhance the numerical efficiency of the method by

— introducing coarse ortho-Cartesian mesh,

— implementation of parallel ray tracing.
e Extend the applicability range of the MCRT method to include

— non-gray properties of gases,

— influence of solid particles suspended in the fluid.

e Compare Monte Carlo method with Discrete Ordinates.



Chapter 2

Mathematical models

2.1 Radiative heat transfer

This section describes basic laws and definitions that are associated with heat
radiation. The purpose is to introduce the terminology and to give a general
overview of the subject matter. A detailed description of the radiative heat
transfer theory can be found in textbooks |51, 81, 108|.

Radiative heat transfer and thermal radiation terms are frequently used to
describe the phenomena of heat transfer caused by emission and absorption
of electromagnetic waves or photons. There exist two theories describing the
behaviour of photons: electromagnetic wave theory and quantum mechanics.
Neither of these approaches is capable to fully explain all phenomena that are
observed. This fact is commonly known as the wave-particle duality and the
solution is to use both theories interchangeably, depending on the case at hand.

As in each mode of heat transfer, the driving force of radiation is the tem-
perature difference. What distinguishes radiation from conduction and con-
vection is that in simpler cases the heat transfer rates are proportional to the
difference in temperature to the fourth power. Therefore, the radiative heat
transfer mode becomes dominant at high temperatures.

In general all atoms emit radiative energy in the form of waves (photons)
when their temperature is above absolute zero. As explained by quantum me-
chanics theory, atoms and molecules, undergo transitions from one energy state
to another which is connected with the emission or absorption of energy in the
form of photons. Photons propagate in vacuum with the speed of light ¢,

which equals to 2.998 x 108 m/s. In the case of other media, the propagation
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speed c is expressed by introducing the index of refraction n:
c=—. (2.1)

The value of refraction index depends on the type of medium. For most gases
n ~ 1 and thus its influence can be neglected. On the other hand, the refractive
index for liquids and semi-transparent solids is much higher than one and in
this case it should be taken into account (eg. for glass n ~ 1.55).

The electromagnetic wave (or photon) is described by means of its velocity

¢, wavelength A and frequency v, coupled by equation:
c= v (2.2)

According to quantum mechanics, every photon has a discrete amount of en-

ergy e, expressed by means of Planck’s constant hp:
epn = hpv. (2.3)

The range of wavelength spectrum of electromagnetic waves is broad and varies
from order of couple hundred of meters (radio waves) to less than 10714 meters
(v rays). The wavelength range characteristic to thermal radiation spans from
0.1 to 100 um and is limited to waves emitted by a medium only due to its
temperature. Therefore, the region corresponding to thermal radiation ranges
from long-wave portion of the ultraviolet, through the visible light up to the

mid-infrared (Fig. 2.1) [81].

violet red
violet ~ red

< X rays >E<Jltraviole> < infraredi >
5 i E

visible

(=

hermal radiation >

0.4 (0.7
10° 10* 103 1072 10 1 10 10?2 103 104
A, MM

Figure 2.1: Electromagnetic wave spectrum.

In order to solve engineering problems one has to consider the interaction
of incident radiant energy with matter. The problems involve emission and
absorption of radiation by solid surfaces, partially transmitting media such as

gases and clouds of suspended particles. All the material properties required by
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the radiative heat transfer equations may depend on the wavelengths of radiant
energy. It is customary to name the quantities related to a given wavelength
as spectral (monochromatic) and those concerning the whole spectrum as total

(panchromatic). The first group of quantities is denoted by a subscript A.

2.1.1 Blackbody radiation

A blackbody is defined as a perfect absorber of thermal radiation, which means
it absorbs all incident radiation from all directions and at all wavelengths.
In thermodynamic equilibrium, blackbody must radiate away as much energy
as it absorbs, thus it was found that it is also a perfect isotropic emitter
[108]. The amount of energy a blackbody emits at a given temperature T
and wavelength X is called the spectral blackbody emissive power and can be

determined according to Planck’s law (Fig. 2.2):

21hpct

eb)\<T7 )\) = 712)\5 [e(hpco/n)\kBT) _ 1]’

(2.4)

where hp = 6.626 x 1072* Js is Planck’s constant, n is refractive index, ¢, is
speed of light in vacuum, kg = 1.381 x 10723 J /K is Boltzmann constant. After
introducing constants C}, = hpcy? and Cy = hpcy/kp the equation 2.4 can be

simplified to c
2 1

n2 N5 [e(C2/nAT) 1]

e (T, \) = (2.5)

According to equations (2.4), (2.5), the overall level of emission rises with
increasing temperature, while the wavelength of maximum emission moves
towards shorter wavelengths. The wavelength of maximum emission at a given

temperature can be found from equation, known as Wien displacement law:

Cs
= — 2.
)\mam ’n,T Y ( 6>

where C3 = 2897.8 umK. Total blackbody emissive power is the energy flux
emitted by a blackbody within all wavelengths (WW/m?). It can be calculated

from the Stefan-Boltzmann law:

es(T) = / eon (T, A)dA = n2o0T*, (2.7)
0
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Figure 2.2: Spectral blackbody emissive power for various temperatures.

where o is Stefan-Boltzmann constant defined as

. 20171'5
~15C%

= 5.6696 - 107° W/m2*K*. (2.8)

The blackbody emissive power in the wavelength range A\;, Ay is

)\2 )\2
2rC
€ A1—X2 = /ebA(Ta )‘)d)‘ = / n2\o [e(Cz/ni\T) — 1] dA. (29)
)\1 )\1

In order to compute integral (2.9) one can use tables or Wiebelt’s approxima-
tion, both returning f(nAT), which is the fraction of total blackbody emissive

power in the wavelength interval from 0 to arbitrary value of A for a given
value of nAT". Then

e re = [f(nAT) — f(n\T)|n*oT?. (2.10)
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2.1.2 Intensity of radiation

The radiative energy flur (W/m?) is defined as spectral radiative energy E

transferred through differential surface area dS' in time:

(2.11)

The radiation emitted in a given direction is defined in terms of the intensity.
Intensity of radiation is the spectral radiative energy flux transferred within
an infinitesimal solid angle df2 centered around a given direction (Fig. 2.3) and

is given by equation

_odely d*E%
~cospdQ  dScospdQdt’

(2.12)

where ¢ is the angle between the differential surface normal and incoming
intensity direction vectors. The units of the intensity are W/(m? sr), where sr

is called steradian and is a unit of solid angle d€2. After integrating over entire

ZA

Figure 2.3: Intensity of radiation I travelling along direction, defined by polar
f and azimuthal ¢ angles in an infinitesimal solid angle df2, centered around
that direction and striking differential surface d.S.

spectrum, one can find total intensity of radiation:

o0

I:/AM. (2.13)

0
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(a) intensity (b) directional emissive power
Figure 2.4: Angular dependence of blackbody intensity and blackbody direc-

tional emissive power.

It is proven [108] that intensity of radiation from a blackbody is independent
of the direction of emission (Fig. 2.4). Surfaces that do not have directional
dependence of radiative properties are called diffuse. In order to obtain the
radiative energy flux at a given surface, the normal component of the radiation

intensity should be integrated over a hemisphere

e = /[cosqﬁdQ. (2.14)

2w

The differential solid angle is related to the polar and azimuthal angles by
dS) = sin ¢ d¢ db. (2.15)

Inserting equation (2.15) into (2.1.2) yields for diffuse surfaces

s 7'('/2

e’“z[/ /cosqﬁsinqﬁdqﬁdﬁzwl. (2.16)

0=0 ¢=0

The above equation is also valid for the blackbody
e, = 1. (2.17)

Radiative energy flux from a finite solid angle is defined by 6 €< 6,6, > and

(b €< ¢17¢2 >

02 ¢2
e = I//COSQSSingbdgbdQ = %I (sin 65> — sin 012) (g — P1)- (2.18)

01 é1
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2.1.3 Radiation between surfaces

Unlike their thermo-physical counterparts, radiative properties of materials
are in general a function of wavelength. Materials whose properties do not
change with wavelength are called gray. This assumption greatly simplifies
the analysis and it is accepted in most engineering applications. Thus, most
problems considered in the present work are analysed for the gray bodies.
When the beam of radiation strikes a surface of a body, it can be absorbed,
reflected or transmitted. The material is called opaque if no electromagnetic
wave can penetrate through it. Most solids absorb the radiation within a very

thin surface layer, thus no radiative energy transmission occurs (Fig. 2.5).

Irradiation Reflected
radiation

N N

Absorbed
radiation

Figure 2.5: Absorption and reflection by a surface.

In section 2.1.1 the blackbody was defined as a perfect emitter and ab-
sorber of radiant energy. The behaviour of real surfaces deviates from that of
blackbody, but their properties are defined by means of the respective black-
body counterparts. Therefore, the fraction of blackbody emission emitted by
a real surface of the same temperature is termed emissivity €. By analogy,
the absorptivity « is the fraction of blackbody radiation absorbed by a real
surface. According to the Kirchhoff’s Law, when local thermodynamic equilib-
rium is assumed, the surface absorptivity equals to emissivity, for both total
and spectral cases

= € ) = €. (2.19)

Since not all radiation incoming at the real surface is absorbed, a part of it
should be reflected, in order to fulfil the balance of energy. The ability of the
surface to reflect the radiation is called reflectivity p and can be determined
from the equation

p=1l—a=1—-e¢ (2.20)

For real surfaces, the direction of radiation beam after being reflected is strongly
dependent upon the angle of incidence. The most accurate is bidirectional re-

flectivity model, but such approach requires detailed material data, acquiring
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of which is cumbersome and not always possible. Instead, the model applied
in the current work treats the reflectivity as a sum of specular (or mirror-like)

ps and diffuse p; components:

p = ps+ pa- (2.21)

The diffuse reflection is such, that all directions from a hemisphere above
the reflection point are equally probable. In the case of specular reflection,
the new direction of the beam lies symmetrically on the opposite side of the
surface normal at the point of reflection. The ratio of the specular component

of reflectivity to the overall reflectivity is given by specularity ratio

_ps Ps
ry = —

p o ps+pa

(2.22)

2.1.4 Radiation in absorbing emitting media

The medium is called transparent if it does not interact with radiation. On the
other hand, if the interaction occurs, the medium is termed semitransparent
and this is the case for a number of media encountered in practical problems.

The interactions between medium and radiation include attenuation and
augmentation of the radiation intensity along a specific path. The attenuation
is caused by absorption of radiative energy by molecules and/or by scattering.
Consequently, the augmentation occurs when a molecule releases energy by
emission of a photon and/or by scattering. The term scattering refers to the
interaction of electromagnetic waves with small particles (fly ash, fog, etc.)
and denotes a change of a direction in which a photon travels by one of three
mechanisms - diffraction, reflection or refraction. As a consequence, the inten-
sity of radiation in a given direction can also be amplified or attenuated by
means of inscattered and outscattered rays respectively.

The interaction between electromagnetic waves and particles, suspended
within a gaseous phase, depends on the dimension of the particles with respect

to radiation wavelength and is expressed by means of size parameter
r=— (2.23)

where d, is effective particle diameter. There are three regimes of interaction,

in which different theories are applied:

i) x < 1 - Rayleigh scattering,
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ii)  ~ 1 - Mie scattering,

iii) « > 1 - the particle surface can be treated as an ordinary surface subject

to geometric optics.

The problems covered by the thesis include the combustion of pulverized
coal inside a chamber. The coal particles are assumed to be ideal spheres,
of diameters in the range of d, € (10,2000) pm, which corresponds to the
particle diameters encountered in industrial furnaces. The thermal radiation
wavelengths are in the range of A € (0.1,100) um. As a consequence, the
values of the size parameter x change from order of one up to order of tens
of thousands and in prevailing majority of cases x > 1. Therefore, it was
assumed in the thesis, that radiation particles interaction can be described by
means of geometric optics. Moreover, the surface of coal particles is very rough
and irregular, thus its absorptivity is close to 1. It implies, that the radiation
scattering due to the presence of particles can be neglected and another method
for interaction of particles with radiation can be introduced.

The method of particle radiation interaction used in the thesis assumes,
that a cloud of particles is treated as an additional gray gas absorbing and
emitting the radiation. Therefore, the scattering effects on particles are not
considered within the thesis. However, it should be emphasized that Monte
Carlo ray tracing method is capable of including scattering effects [74, 81, 108|.
The topic of coupling between radiation and particles is presented in details
in section 4.1.2.

Kirchhoff’s Law for media states, that at every point the ability of the
medium to absorb and emit radiation must be equal. The properties of medium
describing its ability to absorb and emit radiation are expressed by means of
absorption and emission coefficients. These coefficients are equal upon the
restrictions given by Kirchhoff’s Law.

The change of radiation intensity due to absorption when passing through

a semitransparent medium of thickness ds is
dl, = —rlds, (2.24)

where k is absorption coefficient and [ is the incoming intensity. The absorbed

portion of the radiation intensity on the path 0 — s can also be defined in
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terms of absorptivity a:

S

a %zl—exp —/Hds , (2.25)

0

where 1(0),I(s) are respectively the intensities at the beginning and at the
end of the path s.
The intensity emitted along a differential path is

dl, = kl,ds, (2.26)

where [, is the blackbody intensity. Equations (2.24) and (2.26) can be for-
mulated in terms of spectral variables by appending subscript A to intensities

and absorption coefficient.

2.1.5 Radiative heat transfer equation

The change of total radiation intensity of the ray along a given direction and
in the given location within a semitransparent emitting and absorbing medium

is governed by the equation

1
ill_ =s-VI= /‘f]b(Tm) — k1, (2'27)
S

where k is absorption coefficient, I is intensity of incoming radiation, I is
emitted radiation and 7,, denotes the temperature of the medium. Equation
(2.27) is called the differential form of the directional equation of radiative
transfer and is also valid for spectral quantities.

Equation (2.27) is subject to boundary condition

1 —€(ry)

I(ryw,s) = e€(rw)lh(ry) + -

/ I(ry,s)|n-s'| d, (2.28)

n-s’<0

where ry, is a location at the wall, n denotes surface normal unit vector pointing
into the domain and making an angle ¢ with an arbitrary direction s’, such
that cos¢ =n-s'.

The solution of RTE (2.27) yields the radiation intensity field I at any point

and any direction of the domain. Subsequently, the radiation intensity field can
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be used to determine the radiative heat flux vector according to equation

q:/[(s)sdQ. (2.29)

47

The radiative heat flux in the direction of the vector n is:

¢ =q-n= /[<s)n s dS. (2.30)

47

The radiative heat source/sink due to absorption and emission within the par-
ticipating medium is obtained by integrating the equation of radiative transfer

(2.27) over all solid angles

¢ =V-q= //db Q) — / kI dQ) = dkoT* — kG, (2.31)

47 47

where G is called incident radiation and equals to

G = /IdQ. (2.32)

Am

2.1.6 Radiative properties of gases and their approxima-

tions

The gray gas assumption, i.e. wavelength independent radiative properties of
gas, can deteriorate the accuracy of radiative heat transfer predictions. In the
case of the model, which is meant to provide benchmark solutions, the ability
to deal with real gas properties is crucial.

The gas can be seen as a composition of molecules, atoms, ions and free
electrons. According to quantum mechanics, the molecule is a system of atoms,
that has a discrete set of energy states, composed of electronic, rotational and
vibrational modes. The transitions between discrete energy states are con-
nected with absorption/emission of photons. Since energy states have discrete
values, so are the photon energies and wavelengths, according to the equation
(2.3). Consequently, the gas absorption and emission coefficients are highly
oscillating functions of wavelength in the form of a sequence of very narrow
spectral lines. Closely spaced spectral lines form bands. The width of spectral
lines depend on various broadening effects, which in turn are correlated to gas

temperature, pressure and composition.
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For the temperature levels encountered in most engineering applications,
gas mixtures emit/absorb energy of wavelengths corresponding to vibration-
rotation bands. Bands connected to electronic transitions play an important
role in higher temperatures (above several thousand K). Vibration-rotation
bands have the biggest width for triatomic molecules, among which COs and
H50 are of special interest, since they are frequently present in significant
amounts in most engineering problems.

Since the real behaviour of the gases is far from gray-gas assumption, their
radiative properties should be modelled in more detailed way. There are several

methods of modelling spectral properties of gases, which include:
1. Line-by-line,
2. Narrow-band,
3. Wide-band,
4. k-distribution,

5. Weighted Sum of Gray Gases.

Line-by-line

Line-by-line method is considered to be the most accurate. Simultaneously, it is
the most time consuming technique, which makes it impractical for engineering
calculations. The method uses databases of high-resolution line spectra for
different molecules and their mixtures at various temperatures. The databases
are known as HITRAN [100] and HITEMP [101]. In this method, the radiative
absorption is determined by integrating over all lines with contributions within
the band.

Narrow-band

Narrow-band models use simplifications to ease the spectral integration over
a given bandwidth. The simplifications concern mainly the shape of the line
structure. Within the narrow-band models, one can distinguish between the
Elsasser, the Goody and the Malkmus models. The differences are their assumed
distributions of line spacing, shape and intensity. More information can be
found in [28, 44].

Wide-band

By analogy, the wide-band model spans over an entire vibration-rotation band.
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Figure 2.6: Reordering of the absorption coefficient x vs. wavenumber function
in order to form the x-distribution in g-space.

In practice, to predict the radiative behaviour of gases and to derive the re-
lations for wide-band models, theoretical quantum mechanics can be used, as
was done by Grief [20, 55]. Another approach was presented by Edwards and
Menard [28] who modelled a band of rotation lines and introduced the expo-
nential wide band model. The model was verified against a large dataset and
presented in publications [29, 134|. It was proven to yield results of very good

agreement with experimental data.

k-distribution

The idea behind the k-distribution method is to avoid laborious integration
over the narrow spectral intervals (Fig. 2.6a) by replacing it by the integration
over the normalized artificial wavenumber ¢. In order to achieve it, the ab-
sorption coefficient is reordered to form a monotonic absorption coefficient cu-
mulative distribution function versus normalized artificial wavenumber g (Fig.
2.6b). Then, the smoothly varying function is used to calculate the spectral
property dependence in the radiative transfer relations. As a consequence of
reordering, the number of points required for integration is much less than in
the case of original dependence of the absorption coefficient and wavenumber.
The name of the method comes from the nomenclature used in the field of
meteorology, where k stands for the absorption coefficient.

Standard k-distribution method was found to be inefficient in cases of non-
homogeneous gas compositions or temperatures across the domain. The cor-
related k-distribution (c-k method) overcomes the limitations of the standard
model [44, 67,99, 112, 141]. The most recent works of Modest, Zhang and Wang
[83, 84, 126, 140] resulted in an introduction of full-spectrum k-distribution
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(FSK) method, which is in fact a variant of c-k method. The authors claim,
that the technique is an exact method for a correlated absorption coefficient,
utilizing a continuous k-distribution over the whole spectrum and allowing us-
age of a quadrature scheme of arbitrary order. The experimental data for the
absorption coefficient was taken from HITEMP [101] for H,O and CDSD [116]
for C'O species.

Weighted Sum of Gray Gases

WSGG model was developed by Hottel [51] for the purpose of its implementa-
tion in zonal method. Its main advantage, being a good compromise between
accuracy and computational time, made it one of the most widely used in
engineering problems [82, 108].

Although some researchers used more accurate modelling of radiative gas
properties in their ray tracing algorithms (c-k [117, 141]), none of them can be
easily used in engineering problems due to prohibitively long computational
time. This is caused by the fact, that spectral properties of the gases have to
be randomly sampled by statistically meaningful number of rays. The stated
above advantage was also the main reason why WSGG was employed within
the present work.

The theoretical background of the model is covered by this paragraph fol-
lowing the approach used by G. Wecel works [130, 131, 132, 133]. The numerical
implementation inside Monte Carlo Ray Tracing model is described in chapter

4.9. Finally, section 6.3 presents practical example.

The total absorptivity (equal to emissivity) of the gas is defined as
a=e=1—7=1—¢lsxd, (2.33)
In accordance to paper of G. Wecel [132], total emissivity of HoO — CO,

mixture is calculated by

Ng

€= a;(1—ermbetas) (2.34)

1=0

where Ny, a, K, pt, 2c, 2m, s are the number of gray gases in the model, the
weighting factor, the absorption coefficient, total pressure of the mixture, mo-

lar fraction of COy and H>O and path length, respectively. In the present
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formulation of WSGGM four gray gases N, = 4 with a transparent gas (i = 0)

are used. The weighting factors are positive and sum-up to unity
Ny
» a;=10, ¢ >=0. (2.35)
i=0

For the transparent gas (i = 0)

Ng
CLO = 1 — Zai_ (236)
i=1

The physical meaning of weighting factor is the following. It is the portion of
black body energy associated with the given component gas of the spectral

regions in which the absorption coefficient is close to kj (cf. Fig. 2.7). The

KA

K I\ A

A

Figure 2.7: Definition of weighting factors a, as a portion of spectral energy
distribution [51].

weighting factors are polynomial functions of temperature and molar fraction

ratio
4

a; =Y b T), a;>=0, (2.37)

j=0
where 7, is normalized temperature defined as T, = T'/T,.;. Reference tem-
perature is set to be T, = 1200K. The b, ; coefficient is a polynomial function

of molar fraction ratio of HyO to COy M, = py2o pcoo
4
bij =Y CijxM}. (2.38)
k=0
The absorption coefficient of a single gray gas 7 is
4
Ki= Y dixM}. (2.39)
k=0
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The WSGGM coefficients C' and d are found by least-square surface fitting to
the data generated using HITEMP 2010 spectroscopic database. The model
coefficients for a COy— HyO mixture for molar fraction ratio M, € (0.01,4.00),
temperature 7' € (300, 2400) K and pressure-path length product pys € (0.01, 60)

atm were reported in paper [132] and used within the thesis.

2.2 Computational fluid dynamics

The purpose of this section is to give a brief description of the mathematical
models dealing with mass, momentum and energy transfer, that are connected
to fluid flow. In the present work, the open-source computational fluid dy-
namics (CFD) package OpenFOAM [90] was used. Within the package, all the
equations are already implemented and the author’s role was only to modify
the radiation model, visible in the overall energy balance equation as an energy
source term. It should be kept in mind, that the models presented within the
current section are limited to those, directly used in the problems addressed
by the thesis. Therefore, all the models being outside the scope of the thesis

were omitted.

2.2.1 Flow field

Mass Conservation
The mass conservation equation or continuity equation has the following form
dp 0

(pus) = S, (2.40)

where: p is fluid density, u; is velocity in i-th direction, S,, is the mass source.

In the case of species transport, the continuity equation reads

dpYs 0
PYa

0

8x,~

Jai+ Ra+ Spa, (2.41)

where: Y, is mass fraction of species A, R4 is the production rate of species
A due to reaction, S, 4 is the mass source of species A due to devolatilization
or evaporation and J4,; is the diffusion mass flux of species A. The diffusion

mass flux in the case of laminar flow regime, is described by Fick’s Law:

Y,
Jai=—pDam—2, i=1,2,3; (2.42)
or

i

where D4, is diffusion coefficient of species A in the mixture.
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Momentum Conservation
The momentum conservation law is described by Navier-Stokes equation of the

form: 0 0 0 0
p Tij

T ou) - - (o) = — ) 92 4
P (pu;) + Ee (puiuj) o, + 3 + pgi + Fi, (2.43)

J Ly

where p denotes static pressure, 7;; is stress tensor, g; is gravitational acceler-
ation, F; is the momentum source term, eg. due to the presence of particulate
matter and its interaction with continuous phase.

The stress tensor is determined from the following relation

L [ow ow] 2 ou
Yo 3 8371 E

— = 2.44

where 41 is molecular dynamic viscosity, d;; is Kronecker delta.

2.2.2 Heat transfer

The main equation describing heat transfer is called the energy conservation
equation. In the case of flows involving multi-species transport and including

chemical reactions, the equation is given by:

0 0 0 or o 0
i (PH)+ G o) = G K = 5 3T (et + S

ot oz; i
(2.45)
where H is total specific enthalpy, k, k; are thermal and turbulent conductivi-
ties, ha denotes sensible specific enthalpy of species A, J, is diffusion flux of
species A, (7;j)em is effective stress tensor, Sj, is the volumetric heat source,
defined as
Sk = Shy + Shp + Shreact, (2.46)

where S}, ., Shp, Shreact are respectively the volumetric heat sources due to
radiation, particles and reactions. S, . is defined by equations (4.19) or (4.38),
Shp by (2.62) and Sp, reqer by (2.69), (2.76). The total enthalpy H is a sum of

sensible enthalpy and kinetic energy

w2

H=h+ 2Z . (2.47)
The sensible enthalpy A in the case of multiple species transport is

h=Y Yiha, (2.48)
A
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where Y, denotes the mass fraction of species A in the mixture and hy is the

sensible specific enthalpy of species A, which is given by

T
hA = h% + / Cp7AdT, (249)

Tref,A

where ¢, 4 is specific isobaric heat of species A, T}y 4 is the reference temper-

ature of species A, at which the formation enthalpy h% has been determined.

2.2.3 Turbulence

The characteristic feature of the turbulent flows is the presence of eddies of
different dimensions and time constants. The biggest eddies have dimensions
close to the dimensions of the main flow, while the smallest ones are responsi-
ble for kinetic energy dissipation and its transformation to heat. The presence
of eddies inside the flow results in the fluctuations of local flow velocity. In
theory, it is possible to take into account all the sizes and time constants of
vortex structures without resorting to any simplifications. This approach to
flow and turbulence modelling is known as direct numerical simulation (DNS).
The computational cost of this technique increases with the third power of
the turbulent Reynolds number Re}, which excludes its application in most
engineering problems. Therefore, other models describing turbulence were de-

veloped, one of which is Reynolds averaging technique.

The Reynolds averaging model uses time averaged form of equations (2.40)
and (2.43). In the turbulent flow, every parameter ¢ (arbitrary scalar) can be

decomposed into mean (time-averaged) and fluctuating components:

Wi = i + Y, (2.50)

where 9 is mean component of the parameter ¢ and v is fluctuating compo-
nent.

Analogously, the velocity can be written as

w; = U; + u. (2.51)
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According to Reynolds, the continuity and momentum conservation equations

can be rewritten in terms of time averaged velocities as:

dp 0
E

(o) =0, (2.52)

5 (03) + 5o (ptisit;) =
Jp 0 Uy uj U o) o
~ %2 T 90 [M (x—jJF 5%5)} + 54, (—puits)

where (— pu;u;) is Reynolds stresses term. Equation (2.53) is commonly known

(2.53)

as Reynolds-averaged Navier-Stokes (RANS) equation.
In general, the Reynolds stresses term is not known. Therefore, to find a solu-

tion to equation (2.53), the Boussinesq hypothesis is employed, due to which:

— ou;  Ou; 2 o
—pu;ug-zut(ax_+a;) 3(“”% )czj, (2.54)

where p; is turbulent viscosity and & denotes turbulent kinetic energy.

In order to determine the turbulent kinetic energy, the £ — ¢ model was
introduced [68]. The model was named after the two equations, in which the
main variables are k£ - turbulent kinetic energy and e - turbulence dissipation

rate. The equations have the following form:

Dk 0 ok
j j
and
De 0 e\ Oe €2
"Dt ~ oa, [<“+ ae) 0, |+ Creg(Get Ouh) = Caplp + 5. (250)

where: Gy, G, are the generation of turbulent kinetic energy due to the mean
velocity gradients and buoyancy respectively, Y), is fluctuating dilatation dissi-
pation, C'., Cs, C3. are empirical constants, oy, 0. are turbulent Prandtl num-
bers, determined experimentally, S, S. are user defined source terms. The
turbulent viscosity u; from equation (2.54) is determined from the equation

kQ
i = pCu— (2.57)
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2.2.4 Dispersed phase

The multiphase flow of particles immersed in the fluid was modelled using
Fuler-Lagrange approach. The main idea is is to treat the fluid phase as a
continuum, whose motion is governed by Navier-Stokes equation (2.43). The
dispersed phase is composed of a large set of independent particles. The mo-
tion of the dispersed phase is determined by tracking a representative number
of particles through the pre-calculated flow field. The two phases are inter-
connected by exchange of momentum, mass and energy (Fig. 2.8). The model
assumes, that particle-particle interactions can be neglected, which is true for
a low volume fraction occupied by the discrete phase. In the pulverized coal
combustion, where concentrations of coal are in most cases < 1kg/m3, the
volume fraction of particles in the fluid are < 0.1. Therefore, the model can be

applied to the pulverized coal combustion.

momentum, mass,

energy exchange particle trajectory

control volume

Figure 2.8: Particle trajectory.

Dispersed phase motion
The particle trajectory is determined by integrating the equation of force bal-

ance on the particle:

du —

—L — Fp(d — ) + M + ?7 (2.58)
dt Pp

where u,,u are particle and fluid velocities, p,, p are particle and fluid den-

sities, Fp is drag coefficient, ? is gravitational acceleration vector and ? is

an acceleration vector due to the presence of additional phenomena like e.g.

thermophoresis, Brownian effects or Saffman’s lift forces.
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Dispersed phase heat transfer

The energy balance of the particle has the following form:
—2 = hA,(T — T,) + 4,0 (T} = T)), (2.59)

where m,, ¢,, T), Ay, €, are the particle mass, heat capacity, temperature, sur-
face area and emissivity, respectively, T, denotes local temperature of the

fluid, o is Stefan-Boltzmann constant and 7, is radiation temperature, defined

by
1/4
n-(2)" a0

Symbol G denotes the incident radiation in W/m?, which is computed using
equation (2.32). The convective heat transfer coefficient h is computed using

Ranz-Marshall correlation:

hd
Nu=7"7=20+06 Re? Pri/3, (2.61)

[e.9]

where d,, is particle diameter, ko, is thermal conductivity of the fluid, Rey is
Reynolds number based on particle diameter and the relative velocity, Pr is
Prandtl number of the fluid (c,u/ks).

The volumetric heat source in equation (2.45) due to the presence of par-
ticles is

Shp = —hAy(To — T). (2.62)

2.2.5 Reacting flow

One of the examples covered in the thesis is pulverized coal combustion in a
chamber (sec. 6.3). In this case, modelling of both homogeneous and hetero-
geneous reactions is necessary.

The source of species A due to reactions is a sum of contributions from all

chemical reactions in which the species is involved

Kgr
RA = ZRAJ“ (263)
k

where Kp is the number of reactions and R4, is the production rate of species

A due to k — th reaction.
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Homogeneous reactions
In order to determine the rate of production due to reactions between gaseous
species finite-rate/eddy-dissipation model is employed. The idea of the method
is to upgrade diffusion driven model of Magnussen [73| with reaction kinetics
based on Arrhenius-type expression. In this model the rate of production of
species A due to reaction is given by the smallest value calculated from three
expressions:

Ry = samin(Ra g; Rap; Rakin)s (2.64)

where s, is stoichiometric coefficient of species A, Ra r, Ra p, Rakin are re-
spectively the production rates of species A obtained from mixing rates of
reactants R, product species P and from kinetics of reaction.

The mixing rates can be determined from

€ YR
R r=4Msp— min ) 2.65
= Ao () (2,69
€ 2 Yp
Rup=2Map——=2—— 2.66
P
where: My, M, Mp are molar weights of A, reactants and product species,
€ is turbulent kinetic energy dissipation rate, k is kinetic energy, Yz and Yp
are mass fractions of reagent and product species, vg,vp are stoichiometric
coefficients of reactants and product species, respectively.

Kinetic rate of reaction is calculated from

n Y'p 15,P+15,R
R gin = ke My H (ﬁ) , (2.67)
j=1 N
k, = Boe P/ET (2.68)

where n; p, n; r are the exponents of j species in products and in reactants, By
is pre-exponential coefficient, F is activation energy.

The occurrence of reactions inside the flow is accompanied by heat gen-
eration and consumption. This heat is accounted for in the energy balance

equation (2.45) in the form of source term:

T
Sh,react = Z h% + / Cp,AdT RA, (269)
4 TTef,A
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where T¢f 4 is the reference temperature of species A, at which the formation

enthalpy of species A, h%, has been determined.

Char combustion - kinetic diffusion model
In the kinetic diffusion char combustion model reaction rate depends on kinet-
ics and on diffusion rate |14, 34]. It is assumed that C'O; is the only product

of the reaction. The char reaction rate is determined from:

dmp —A pMRTY02 D(]Rk
dt " Moy Rp+ Dy

(2.70)

where Ypo is oxygen mass fraction in the gaseous phase surrounding the parti-
cle, Moo is molar weight of oxygen, Dy is oxygen diffusion rate, Ry is reaction

rate. The diffusion rate of oxygen and reaction rate are given by:

0.5(T;, + T)]"™
d, ’

Ry, = Byel/FTr, (2.72)

where B is diffusion constant, B, is pre-exponential coefficient, F is activation
energy.
In the case of char combustion in oxygen-enriched environment, multi-

reaction combustion model is implemented. It consists of three global reac-

tions:
C(s)+ %Og — CO, (2.73)
C(s)+COy — 200, (2.74)
C(s)+ H,O — CO + H,. (2.75)

The rate of each reaction is determined in accordance with kinetic-diffusion
model (equations (2.70), (2.71) and (2.72)). The mass loss of char is a sum of
contributions from each reaction.

The heat released due to the presence of surface reactions can be determined

from energy balance using enthalpies of formation of reactant species:

0 0 0 0
Sh,react = Mcohco — mche — mceo2heos — ME20 90 - (2.76)
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Chapter 3

Numerical methods of solving heat

radiation problems

The chapter deals with the brief description of models used in radiative heat
transfer in participating media. For each method, a set refences is given, which
allows the reader to deepen the knowledge in a particular subject.

In the process of MCRT model development, which is a main goal of the
thesis, surface to surface (S2S) model was used. This method is dedicated to ra-
diation transfer in non-participating medium and for the sake of completeness

its description can be found in appendix A.

3.1 Zonal method

The zonal method is an extension of the net exchange method, covered in
appendix A. It was developed by Hottel and Cohen [49] for an absorbing,
emitting, non-scattering gray gas with constant absorption coefficient and later
upgraded by Hottel and Sarofim [51] to include variable absorption coefficient
and isotropic scattering.

In order to find a solution to radiative heat exchange problem, i.e. to find
radiative heat fluxes at the enclosure walls and radiative heat sources/sinks
within participating medium, the enclosure boundary is divided into N sur-
face areas and the medium into K volume elements. Within each element the
surface or medium parameters (temperature, surface absorptivity or medium
absorption coefficient) are kept constant.

The method employs the concept of direct exchange areas between respec-
tive elements. In the following derivations it is assumed that medium has

uniform constant absorption coefficient and is non-scattering. The surface-
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to-surface direct exchange area, 5;5; (Fig. 3.1a) is defined by equations

Z = 855 8] qoutz’ (3'1)
0; cosb;
_ / / el SOV COS0s g, (3.2)
|rr;|?
A Aj

i Aj
where Q7 is the total heat coming from zone i that travels directly (with-
out reflections) to zone j; gy, ; is radiosity of surface i (sum of emitted and
reflected radiative heat flux); dA;, dA; are differential areas; x is absorption
coefficient; 6;, 6; are the angles between surface normal vectors n;, n; and
vector connecting elements r;r;; |r;r;| is the distance between elements.

The volume-to-surface direct exchange area, g;5; (Fig. 3.1b) is defined by equa-

tions
:] = GiS;j €, (33)
et S0 av; 3.4
9iSj = // 7TI'I']|2/{ i ( : )

z A]
where dV; is differential volume element, e;; is blackbody emissive power of
element 1.
The volume-to-volume direct exchange area, g;g; (Fig. 3.1c) is defined by equa-

tions

ij = 9igj evis (3.5)

2
0 = —rleirs| _ R vy 3.6

Vi ¥

The reciprocity equations for direct exchange areas are

5i5; = 5;Si,  0iS; = 5;0i»  9i9; = G;9i- (3.7)

Moreover, the following summation relations hold

N K
ijuz:m:fli, 1<i<N, (3.8)
Jj=1 k=1
N K
Y sG+Y Gigi =4V, 1<i<K. (3.9)
j=1 k=1
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dv;

dv,

(a) Surface-Surface (b) Surface-Volume (c) Volume-Volume

Figure 3.1: Radiative exchange between differential elements of different type.

Writing an energy balance for surface zone i yields

Qi = Aigi = Ai(Qouei — Gn) = Ai€i (ebvi o ‘J:m) ' (3.10)

Q
I
u Mz

K
r E
qout )i Q(mt,] + QZn i Gb, k
k=1

N
= @ (Aieb,i — > 551 G~ Zmeb,k> . 1<i<N. (3.11)
j=1 k=1

Analogously, an energy balance for volume element 7 yields

Qui = Vigy; = kVilder; — Gy), (3.12)

v,i

K

N
S Z 55 (€ — qgut,j) + ZM (evi — e k)
j=1 k=1
N K
= 4rViep; — Z ;9 Qout.j — nggl evr, 1<i<K. (3.13)

7=1 =

In the case of known temperature field in the whole domain and by using
equation (A.9) to express net heat at wall elements Q" by means of radiosity,
equations (3.11), (3.13) form a system of N + K equations with unknown

surface radiosities ¢}, and unknown net heat at volume elements @);. In order
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to find the unknown variables a set of linear algebraic equations needs to be
solved. In the case, the temperatures of the domain are unknown, they are to
be determined iteratively and the matrix inversion is to be done every iteration.

The equations of the zonal method can be simplified to the case of non-
participating medium, and in this particular case the method is similar to the

net exchange method described in appendix A.

The zonal method suffers from main drawback, being the computationally
intensive determination of direct exchange areas. A variant of the method used
the concept of total exchange areas, which can be calculated using direct ex-
change areas [49, 51, 88]. Upon the assumption that gas and surface absorption
properties do not vary with temperature and composition, direct exchange ar-
eas can be calculated once for a given case. Although the computation of total
exchange areas is more involved than direct exchange areas, it can shorten
the overall simulation time. The benefits of this approach are especially visi-
ble in the case of conjugate heat transfer, where the temperatures of surface
and volume elements can change and the solution is obtained in an iterative

manner.

3.2 Boundary Element

The Boundary Element Method (BEM) in the application to radiation heat
transfer problems was proposed by R. Biatecki in [7] and developed in later
works [8, 9, 10]. In his Ph.D. thesis [131], G. Wecel improved the method and
applied it to conjugate heat transfer problems, including the simulations of
Czochralski crystal growth process and natural gas combustion [12, 13, 128,
129]. The method has common roots with Hottel’s zonal method and Finite
Element Method, which in turn can be viewed as a variants of the weighted
residuals methods.

The main idea behind BEM is to transform the original differential RTE

(2.27) into an equivalent form of an integral equation:
I(p) = I(r)r(r,p) + / R(E) 1y [T ()] 7(x, p)d Ly (r'), (3.14)
Lep

where L,, denotes the line of sight between origin r and destination p points,

7(r,p), 7(r', p) are transmissivities, defined as a fraction of energy leaving the
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origin point and reaching the destination point.

As a result of the transformation, the dimensionality of the problem is re-
duced. This can be achieved, since the integration over the enclosure volume
is replaced by an equivalent integration along a radiative path times an inte-
gration over the enclosure boundary. In the next step, the radiative transfer
equation (3.14) is solved by dividing the enclosure boundary into surface and
volume elements. In each volume element, the temperature and the absorption
coefficient of the medium are assumed uniform. At boundaries, the blackbody
emissive power and the radiative heat flux are approximated using shape func-
tions. In order to determine the unknown transmissivities in equation (3.14),
the ray tracing is performed. The resulting set of algebraic equations is solved
by means of the weighted residuals method [8]. Due to the introduction of
shape functions, approximating the radiative heat fluxes at boundaries, the ra-
diative energy balance is not fulfilled. The discrepancy (residuum) is minimized
by forcing it to vanish at selected set of nodes. This procedure is commonly

known as nodal collocation.

BEM can be treated as a generalization of S2S and Zonal methods assuming the
trial functions and weighted functions are constant in each boundary element
and vanish to zero outside it. BEM can also be interpreted as Galerkin solution
to radiative transfer equation. Since the weighted functions have a form of
Dirac delta, BEM method can be classified as a collocation method |7, 8.
BEM proved to be more efficient than Monte Carlo and Discrete Transfer
techniques, however it was much slower than Discrete Ordinates [131]. Dur-
ing the development stage of coupling BEM with CFD code, Wecel came to
the conclusion, that applying the method to the same numerical grid as used
for convective problems can lead to prohibitively long computational times.
To mitigate the problem, he introduced coarse Cartesian structured meshes
on which the radiative solution was obtained. Subsequently the solution was
transferred onto the convective mesh. Using the coarse meshes allowed BEM
achieving computational times comparable with DO method. Contrary to DT

and DO methods, BEM is not prone to ray effect.
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3.3 Spherical harmonics - Py approximation

The Py method solves RTE (2.27) using its approximation in the form of
a set of simultaneous partial differential equations. The approach was first
introduced by Jeans [58| in the early 20th century to model the heat transfer
in stars. Cheng [19] upgraded the method to the three-dimensional case. More
information about the enhancements of the method can be found in articles
6, 48, 70, 71].

In order to develop the Py method, the radiation intensity at a given

location r and direction s is expressed in terms of Fourier series as

9] l

Ir,9) = 30 ST ), (3.15)

=0 m=—1

where I} (r) are coefficients and Y, (s) are spherical harmonics, defined by

(L= |m])!

() = (- [

1/2
] / eim¢f’llm|(cos 9), (3.16)
where 6, ¢ are polar and azimuthal angels defining the direction s, i = /—1
thus € provides the harmonics cos me,sin mo, Pl‘m‘(cos 0) are associated
Legendre polynomials of degree [ and order m.

The spherical harmonics approximation is exact, when the number of terms
in Fourier series of equation (3.15) is infinite, i.e. when | — oco. In practice,
the series is truncated after a given number of terms. The highest value for [
retained, N, defines the method name and order. The most common approxi-
mations are called P; and Ps, arisen from retaining terms of [ less or equal to
1 and 3 respectively.

The coefficients I;"(r) of equation (3.15) are not known and must be evalu-
ated in order to determine /(r,s). To achieve this, the so called moment equa-
tions are generated by multiplying the intensity in a given location by powers
of the direction cosines and then integrating over all solid angles. Then the
local intensity from equation (3.15) is substituted into the moment equations,
forming a set of algebraic equations. Solving the set of equations yields the
representation of the local intensity in terms of moments, which are function
of location only.

The next step of the method is to determine the moments of intensity. This
is done by generating moment differential equations from the RTE (2.27), writ-

ten in terms of optical coordinate, by multiplying the equation by powers of
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the direction cosines and then integrating over all solid angles. This procedure
leads to a set of partial differential equations with unknown moments of in-
tensity. Once the moments are determined, the radiation intensity in a given

location and its angular variation can be evaluated and the problem is solved.

The Pi-approximation gained popularity because of its relative simplicity
and compatibility of the solution methods for sets of partial differential equa-
tions, already available in CFD codes for equations describing flow and/or
heat transfer. It should be emphasized, that the results predicted by P;-
approximation can be far from accurate, especially in optically thin media
with strong anisotropy in radiation intensity in the case of geometries with
large aspect ratios [81]|. The solution accuracy can be improved by increasing
the order of approximation. However, this requires a solution of much larger

set of partial differential equations, thus much bigger computation effort [80].

3.4 Discrete Ordinates - Sy approximation

The Discrete Ordinates (DO) can be classified as a particular case of fluz
method, which simplifies the directional variation of the radiation intensity. The
basic version of the flux method, introduced independently by Schuster [105]
and Schwarzschild [106], solves the radiation problem in one direction only and
is commonly known as two-flux method. Extending the two-flux model into two-
and three-dimensional problems gives four- and six-flux models respectively
[17]. In the methods described above, the directions in which the radiation
transport equation is solved are the same as the axes of Cartesian coordinate
system.

DO method in its current form was developed by Fiveland [35, 36| and
Truelove [122, 123], whose works allowed for its implementation to arbitrary
geometries and to absorbing, emitting and scattering media.

DO method solves RTE (2.27) with boundary condition defined by (2.28)
in an arbitrary number m of discrete directions S, dividing the entire solid
angle into finite solid angles. DO is also termed as Sy method, in which N

denotes the order of method, given by

m = N(N +2) (3.17)
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in the case of three-dimensional formulation. Each discrete direction corre-
sponds to a centreline of a differential solid angle. The finite solid angles do not
overlap and in each of them the radiation intensity is assumed to be uniform.
The computational domain is subdivided into a finite number of elements and
directional RTE (2.27) is formulated for each discrete direction. Subsequently,
the equations are discretized spatially using finite difference schemes and form
a system of partial differential equations. The radiative heat fluxes and heat
sources are determined by integration over the entire solid angle at each sur-
face (2.30) and volume element (2.31). The integration over the solid angle

employs numerical quadratures.

DO method is one of the most popular methods for solving radiative heat
transfer problems in engineering applications due to its capabilities and ease of
implementation, especially for coupled radiative and convective heat transfer.
The capabilities include absorbing, emitting media, anisotropic scattering and
diffusely, specularly reflecting walls. Moreover, the arbitrary level of the solu-
tion accuracy can be achieved by controlling the number of discrete directions.

The drawbacks of the method include the iterative character of the so-
lution, even when all the temperatures in the domain are known. Also, the
computational effort needed grows with the number of discrete directions and
there is no procedure of determining the optimal number of discrete directions.
The discrete ordinates method is known to be prone to so called ray effect,
connected to the angular discretization of RTE [23]. The ray effect is visible
especially in the cases of hot spots either in the medium or at the boundary
surfaces. The radiative energy from such spots is transmitted mainly in the
discrete directions, thus the reported values of radiative heat fluxes and heat
sources at locations distant form hot spots can be far from exact.

Moreover, there exist false scattering effect, also known as false diffusion
[23, 92]. This effect occurs due to the finite size of the control volumes and to
the fact, that in general the mesh is not aligned with the ordinates, in which
one solves the RTE. Thus, the solutions that should have a sharp step, exhibit
a smoothed slope. The negative consequences of the false diffusion effect can
be mitigated by increasing either the number of control volumes inside the
mesh or the order of spatial discretization. It should be emphasized, that the

ray effect and the false diffusion tend to minimize each others’ negative effects.
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The topic is covered in more details in section 6.2, where the solution

generated by DO model is compared with Monte Carlo.

3.5 Discrete Transfer

The Discrete Transfer (DT) method was developed by Lockwood and Shah
[72] in order to implement the radiation heat transfer mode into codes for
combustion and flow. Later it was improved by [22, 24]. The method exhibits
features encountered in Hottel zonal, Monte Carlo and flux methods. It is built
on the concept of solving the radiation transfer equation for representative rays
in the domain.

The procedure starts with the subdivision of the computational domain
into volume and surface elements. For each element the parameters of the sur-
face and volume are assumed to be uniform. Then, the hemisphere above each
surface element is subdivided into a finite number of non-overlapping differen-
tial solid angles, in which the radiation intensity is uniform. Subsequently, the
rays are traced from the surface elements in the directions corresponding to
the centres of the differential solid angles. Therefore, unlike in the Monte Carlo
method, the ray directions are set in advance, not randomly chosen. During
the tracing procedure, the ray passes through the volume cells, in which the
radiation intensity behaves accordingly to equation (2.27) i.e., it is attenuated
by absorption and amplified by emission of the medium. The ray is traced until
it hits another surface element. The radiative heat sources in volume cells are
computed by summing up the contributions from all rays passing through a
given volume cell. Analogously, the irradiation of the surface element is a sum

of contributions from rays that hit a given surface element.

Since DT method uses the ray tracing procedure in predefined directions,
it is prone to the ray effect, similar to DO method. On the other hand, the rays
are traced only from boundaries of the domain, therefore the computational
time is reduced compared to Monte Carlo model. The accuracy of the solution
can be adjusted by modifying the number of rays traced, although it should be
stressed, that the number of rays greatly influences the computational time.

Analogously to DO method the number of rays traced is to be set intuitively.
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3.6 Monte Carlo Ray Tracing

The statistical sampling technique, also named Monte Carlo, was developed for
the purposes of Manhattan Project during World War II in Los Alamos Lab-
oratory [62|. Stanistaw Ulam, Enrico Fermi, John von Neumann and Nicholas
Metropolis used the method to create histories of life of neutrons during fission.
In the field of thermal radiation heat transfer, Monte Carlo was first used in
early 1960’ by Fleck and later by Howell and Perlmutter [37, 52, 53, 54].

The radiation can be viewed as an energy transport by photons (also termed
energy bundles or rays). The main idea behind Monte Carlo is to trace a mean-
ingful number of photons from their emission to the absorption point getting
an insight into the phenomenon. The behaviour of photons i.e., the emission
from surface, gas, direction of emission, their interaction with semitransparent
medium, particles or walls, are defined by random sampling with known prob-
ability density functions. The statistical component of the method is reflected
in its name, as Monte Carlo is a district of Monaco, famous of gambling and
casinos.

In the following, the variants of Monte Carlo Ray Tracing are described,
including standard ray tracing, energy partitioning, forward and backward.

In the Monte Carlo method the computational domain is subdivided into
a finite number of surface and volume elements. Inside each element, the ra-
diative properties of the medium or surface are assumed to be uniform. Sub-
sequently, the radiative energy balance is determined by registering the fate of
energy bundles emitted from each surface or volume element. In general, there
are two approaches to the Monte Carlo Ray Tracing technique [33, 81]. In one
of them, called standard ray tracing, the absorption-free path of the bundle
is determined randomly. When the bundle passes though subsequent volume
cells, its absorption-free and real travel paths are updated. The bundle is ab-
sorbed within the current volume element, as soon as its real path is greater
than absorption-free path. When the bundle reaches the wall it can be ab-
sorbed with a certain probability at the corresponding surface element. Upon
the absorption, the whole energy carried by a photon is assigned to the element
at which absorption occurred. The different approach is presented by energy
partitioning variant of Monte Carlo. In this variant of the method, during the
emission the bundle is assigned an initial energy. As a consequence of passing
through volume cells and of reflecting from walls, the bundle energy decays.
The tracing stops when the energy of the bundle is smaller than the prescribed

threshold. A word of comment is necessary here. The main difference between
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standard ray tracing and energy partitioning variants of the method is that the
latter is proven to be more efficient in the case of optically thick and optically
thin media [33, 81, 124|. In the former variant however, the reciprocity equa-
tions can be used (described in Chapter 4). After the ray tracing is completed,
the radiative heat fluxes at walls and volumetric heat sources in the medium
are computed. The accuracy of the method is influenced by the number of rays
traced as well as the resolution of spatial discretization of the computational
domain.

The described above Monte Carlo Ray Tracing procedure, together with
its two variants, is known as forward. The method is commonly used in the
classes of problems, where the information about the whole radiation field
is required. However, in the case only the information about the intensity
hitting a small point of the domain or over a small range of solid angles is of
interest (radiation detector, collimated rays), the forward Monte Carlo can be
very inefficient. For those special cases, the so called backward (reverse) Monte
Carlo can be employed. The approach is based on the idea, that a solution of
directional RTE in a given direction and boundary condition can be found from
the solution to a simpler problem defined in an opposite direction and different
boundary condition. Thus, instead of tracing rays from all the elements defining
an enclosure and registering those which hit the small radiation detector, the
solution procedure simplifies to follow the rays emitted from the detector. In
some cases the usage of the method can result in tremendous savings of CPU
time. More details about the method can be found in [56, 81, 114].

The scope of the thesis is the forward Monte Carlo Ray Tracing method in
its standard variant. Chapter 4 is devoted to the application of this method in
the code of OpenFOAM.
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Chapter 4

Monte Carlo Ray Tracing
application to radiative heat

transfer

The chapter presents a system for Monte Carlo ray tracing (MCRT) utilizing
coarse hierarchical ortho-Cartesian mesh which is created based upon con-
vective computational fluid dynamics (CFD) mesh. Parametric non-uniform
rational basis spline (NURBS) surfaces [31, 96] are used to define the enclo-
sure boundaries. The procedures of ray-surface intersection and the random
selection of emission points from the NURBS surface are described in details.
The radiation transport is solved on the coarse mesh and the solution is inter-
polated onto the underlying dense convective mesh. The model accounts for
the radiation in absorbing and emitting gases and the presence of particles.
The code is designed as an add-on to open-source program OpenFOAM [90].

The mathematical models described in chapter 2 are already implemented
inside the open-source package OpenFOAM. The package solves the governing
equations of mass, momentum, energy and radiation transfer in the fluid using
the control volume method (CVM). The solution involves the discretization
of the underlying equations in order to form a system of partial differential
equations. The implementation of MCRT model was realized by adding a new
radiation model to the existing structure of the package. Since MCRT solves
the radiation transport described by an integral equation on meshes of different
resolution, the procedure of coupling between the conductive and convective
heat transfer within the fluid is also developed. The radiation problem is solved
assuming that the temperature field at the boundary and inside the medium

is known. In practice, the temperature field is obtained from CFD analysis
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(equation (2.45)). Then, the radiative heat fluxes and volumetric heat sources
are computed. Since they influence the temperature field of the fluid, the final
solution is to be obtained in the iterative manner.

The equations governing the radiative heat transfer for MCRT method
are derived according to the Net Exchange Formulation. It is similar to the
formulations of S2S and Zonal models, presented in appendix A and section
3.1. Moreover, the variant of MCRT model described in the present chapter is

termed as standard and forward technique (cf. section 3.6).

4.1 Governing equations

4.1.1 Absorbing and emitting medium

This section presents the derivation of radiative heat flux at the wall and
volumetric heat source and sink in absorbing and emitting medium in the
absence of particles.

Suppose that the domain is divided into n elements, of which i € [1, N]
are surface elements and i € [N + 1,n| are volume elements (Fig. 4.1). The

radiation distribution factor (RDF) is defined as [74]

Er. N..
D= —2 ~~"t
i l;;i ]\@7

(4.1)

where Ej; is the fraction of the radiative energy emitted by element i and
absorbed in element j, E7, is the radiative energy emitted from element 4,
N;; is the number of rays emitted from element ¢ and absorbed in element j
including reflections and the presence of semitransparent medium, N; is the

total number of rays emitted from element 1.

———————————————————————————————————

| V1

JERPRIRRE PRRER o1 S E N |

I
v
LN+

(a) Before discretization (b) After discretization

Figure 4.1: The discretization of the domain into a finite number of surface S
and volume elements €.
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The radiative energy emitted by surface or volume element equals to

—
VAN
VAN

ro GiAz‘eb,i N,
drkiVily; S N+1<i<n.

Rearranging equation (4.1)
Lij = B¢ Dij

and using (4.2) yields:

o €iAiep ;D 1 <ie <N,
N dmkVily;Dij N +1<i<n.

Making the energy balance, the net radiative heat from element ¢ is

Q= B, -

a,i)

where F,; is the radiative energy absorbed by element .

(4.2)

(4.4)

(4.5)

The radiative energy absorbed by surface or volume element i is expressed as

a sum of contributions from all surface and volume elements:
N n
R WA o
j=1 j=N+1
Using equation (4.4) yields
N n
E;i = Z EJA]eb,]Djl -+ 47 Z K‘j‘/j[b,]D]Z y 1 g ) g n.

j=1 j=N+1

Inserting (4.2) and (4.7) into equation (4.5):

(4.6)

(4.7)

)
N n
eidien; — Y €jAjen Dy —Am 3 kVily;Dyi 1 <i< N,
j=1 j=N+1
N
T
Qi =\ dmrVily; — 3 €A e, Dji
j=1
n
j=N+1
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The reciprocity equations between respective pairs of elements are [74]

wiViDi; = k;V;Dj;, (volume-volume), (4.9)
€A;D;; = 4k;V;Dj;, (surface-volume), (4.10)
4k;V;D;j = €;A;Dj;,  (volume-surface), (4.11)
€A;D;; = €;A;Dj;, (surface-surface). (4.12)

The derivation of the reciprocity equations (4.9) to (4.12) is presented in ap-

pendix B.1. Making use of the reciprocity equations, equation (4.8) becomes

( N n
eiAiebﬂ- — E eiAieb,jDij — E WEiAieb,j/ﬂ'Dzj s 1 < 1 < N,
j=1 j=N+1
N
r
Qi = < AnkViey;/m — > 4k;Viey ;D
=1
! n
— > AwkViepj/mDi; N +1<i<n.
j=N+1

(4.13)
The net radiative heat flux from i-th surface element, ¢/, and the volumetric
heat source and sink due to radiation absorption and emission from i-th volume

element, ¢ ,, are

¢ = % 1<i<N, (4.14)
= 9 Nii<ic 415
Gi = 37 N+l<i<n (4.15)

N n
1
qr = — eiAiebl- — EiAi €p Dz — EZ'A@' €p Dl ,1 g ) g N. 4.16
7 A ) 2] J ) J

t j=1 j=N+1

N n
1
q:;’i = V {4%1‘%61)72‘ — 4/{1‘/2 Z eb,jDij — 41‘{@‘/2 Z ebijij} ,N +1 < 1 < n.

j=1 Jj=N+1
(4.17)
Finally
q: = eieb,i — € ZebJ‘Dij, 1 < 'L < Na (4]‘8)
j=1
q;i = 4/{1‘617,@' — 4k, Z 6b7jDij, N+1<1< n, (419)
j=1
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where the sum over j encloses both surface and volume elements.

4.1.2 Absorbing and emitting medium with particles

This section presents the derivation of radiative heat flux at the wall and
volumetric heat source and sink in absorbing and emitting medium in the
presence of particles. The particles are assumed to be spherical in shape.
Suppose that the domain is divided into n elements, of which i € [1, N]
are surface elements and i € [N + 1,n| are volume elements (Fig. 4.1). The

radiation distribution factor is defined as

D;; = EZZ ~ i

= ~ 4.20
bR (420)

where EJ; is the fraction of the radiative energy emitted by element ¢ and
absorbed in element j, E; is the radiative energy emitted from element 4,
N;; is the number of rays emitted from element ¢ and absorbed in element j
including reflections, the presence of semitransparent medium and particles,
N; is the total number of rays emitted from element i. The radiative energy

emitted by surface or volume element equals to

(4.21)

e,

. ) eidien; 1< <N,
Ak Vily; +47ViE,; N +1<i<n.

where E, ; is the radiative energy emission term due to the presence of particles

in volume element ¢. It is defined by

M 4 M 2 4
ol wd: ., o1,
Ep,i - E €p7mApc7m ﬂ_‘p; = E €p,m Z’ ﬂ-—‘?;’ (422)
m=1 v m=1 ?

where M is the number of particles in the volume V;; €,, A,., T}, d,, are respec-
tively emissivity, the cross-section area and temperature of the particle. After

rearranging equation (4.20)

Ej; = E; Dy, (4.23)
and using (4.21) yields:
iAievi Dij 1 <ie <N,
A ' (4.24)
(471-'%@"/72]}),@' -+ 47T‘/iEp,i) DZ] ,N +1 < ) < n,
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Making the energy balance, the net radiative heat from element ¢ is

Qi =B, — E;

a,i)

(4.25)

where F,; is the radiative energy absorbed by element .
The radiative energy absorbed by surface or volume element i is expressed as

a sum of contributions from all surface and volume elements:

N n
E;, =Y E,+ Y E (4.26)
j=1

i=N+1

Using equation (4.24) yields

N n n
E;i = Z €jAj€b,jD]z+47T Z K,J‘/J[bJD]Z—i—Zl?T Z V]Ep,]Djl y 1 < 7 < n.
J=1 j=N+1 j=N+1
(4.27)
Inserting (4.21) and (4.27) into equation (4.25):
( N n
eiAiebﬂ- — E ejAjebJDjl- —4m E "ij‘/j[b,iji
j=1 j=N+1
—47 Z V}Ep,iji ,1 < 1 < N,
r j=N+1
Q; = N
471'/'@@"/2‘[{,7@' -+ 47T‘/iEp,i - Z €jA]eb,]D]z
j=1
L j=N+1 j=N+1
(4.28)
The reciprocity equations between respective pairs of elements are [74]
(ki + kp;) ViDij = (kj + Kp;) ViDj;,  (volume-volume),  (4.29)
€A Dijj = 4(k;+ kp,) V;Dji, (surface-volume), (4.30)
4(k; + Kp;) ViDi; = €jA;Dj;, (volume-surface), (4.31)
€A D;; = €;A;D;;,  (surface-surface), (4.32)

where k), ; is particles equivalent absorption coefficient defined as

M
wd?

Fpi = €pm o (4.33)
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The derivation of the reciprocity equations (4.29) to (4.32) is presented in
appendix B.2. Making use of the reciprocity equations, equation (4.28) becomes

( N
eiAieb,i - Z EiAieb,jDij
j=1
S €A Dy .
> AVj(kjen; + mEp;) V(5,71 I<i<N,
ro__ j=N+1 ’
Qi - N
Ak Viep; +ATViE, ; — > A(ki + Kpi)View jDij
i=1
n
— > Akjep; +mE,; ):ZIZ’”VD  N+1<i<n.
L j=N+1

(4.34)
The net radiative heat flux from i-th surface element, ¢/, and the volumetric
heat source and sink due to radiation absorption and emission from i-th volume

element, ¢/ ,, are

@ =% a<icw (4.35)
ro @ N <i <
qv,i - 7 ) +1 SN U2 (436)
Finally
N
q: = €Cph; — Z eieb,le-j+ (437)
j=1
-y et o 1<,
Nt (Kj + Kpy)
N
Qy; = iy + TE, 24 Ki + Kpi)ep;Dij (4.38)
7=1
— Z A(kjep,; + ﬂEpJ)mDU S N+1<e<n.
j=N+1 Rj + Kp,j

4.1.3 Non-participating medium

In the case of non-participating medium only the radiative heat fluxes at
boundary walls are of interest as the volumetric heat sources are by defini-
tion zero. For the sake of compactness, the derivation of the equation is not
reproduced here, but it is analogous to those presented in previous sections
4.1.1 and 4.1.2. The relation for radiative heat flux at wall can be obtained
from equation (4.18), where the summation concerns only surface elements.

Suppose that the boundary of the domain is divided into n surface elements.
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Then the radiative heat flux at surface element 7 is:

n

4 = €i€pi — € Z epjDij, 1<i<n. (4.39)

j=1

The most general relationships for the wall radiative heat flux and volu-
metric heat source/sink are equations (4.37) and (4.38) respectively. However
it should be noticed, that by setting the terms related to the presence of the
particles to zero, i.e. K, = 0 and E, = 0, equations (4.18), (4.19) are obtained.
Similarly, by setting the gas absorption coefficient to zero (k = 0), equations
(4.18), (4.19) simplify to equation (4.39).

4.2 Radiation distribution factors

The ray tracing procedure used for calculating the values of radiation distribu-
tion factors (RDFs) is the core of MCRT method. All the governing equations
of MCRT method (4.18), (4.19), (4.37), (4.38) and (4.39) make use of RDFs
D;;. It should be pointed out here, that although the notation for the RDFs
in the equations from chapter 4.1 is identical, their physical meaning differs
between sections 4.1.1, 4.1.2, 4.1.3. The most general definition of the RDF
under the consideration is the one from section 4.1.2, since it accounts for the
presence of semitransparent medium and particles.

The RDFs are estimated by registration of absorption points of energy bun-
dles, that are emitted from each surface and volume element ¢ and followed
taking into account reflections, presence of semitransparent medium and par-

ticles, according to [74]
N;’

where V;; is the number of energy bundles emitted from element 7 and absorbed

Dy; = (4.40)

in element j, N; denotes the total number of energy bundles emitted from
element . The radiation distribution factors are computed for every surface
and volume element inside the domain and they form two dimensional radiation
distribution factor matrix D (Fig. 4.2). In the case of participating medium,

there exist four kinds of RDFs:
e surface - surface,

e surface - volume,
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Figure 4.2: The radiation distribution factor matrix D and its entries corre-
sponding to various combinations of surface and volume elements.

e volume - surface,
e volume - volume.

The distinction between those types of RDFs is important during the derivation
of governing equations and the usage of reciprocity equations, which was done
in section 4.1 of this chapter. The elements of the D matrix have the following

properties:

1. Conservation of energy

Y Dij=10, 1<i<n, (4.41)
j=1

2. Reciprocity

e non-participating medium: eqn (4.12),

e participating medium: eqns (4.9), (4.10), (4.11), (4.12),

e participating medium with particles: eqns (4.29), (4.30), (4.31),
(4.32).

A word of comment is necessary here. Since the ray tracing procedure
involves the emission of rays from subsequent surface and volume elements
denoted by index ¢ and the absorption in elements denoted by index j, the

energy conservation law (4.41) is not fulfilled. To be more precise, it is fulfilled
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by summing up the elements from rows of matrix D, but not in columns. Thus,
in the standard formulation of Monte Carlo ray tracing (cf. section 3.6), the
usage of reciprocity equations is crucial, as it guarantees the energy conserva-
tion in the governing equations for wall heat fluxes and volumetric heat sources
(4.18), (4.19), (4.37), (4.38) and (4.39). In other words, if an equation uses the
RDFs from a single row, the energy conservation is guaranteed, otherwise it is
not. In the case, the reciprocity equations are not known, it is still possible to
derive the relations for wall heat fluxes and volumetric heat sources, but the D
matrix smoothing algorithm ought to be used. Such algorithms are described
in 25, 69].

A major advantage of the distribution factor approach presented by Ma-
han |74] is that the distribution factors are calculated independently from their
subsequent use. In the case, the radiative properties of the surface and/or gas
are independent of the temperature and composition, the D matrix needs to be
computed only once. Therefore, the influence of different temperature or heat
flux distributions on the enclosure walls can be evaluated without recomput-
ing the distribution factors each time, i.e. without repeating computationally

expensive ray tracing procedure.

4.3 Hierarchical ortho-Cartesian mesh

The most time consuming part of MCRT method is the ray tracing procedure
used for the determination of elements of RDF matrix, as was underlined in
section 4.2. In order to speed up the tracing of rays, the concept of hierarchi-
cal ortho-Cartesian mesh is introduced. The main idea is to create a regular,
coarse, ortho-Cartesian mesh (Uniform Spatial Division [139]) on which the
radiation heat transfer is solved and which communicates with the underlying
convective mesh. The ortho-Cartesian mesh cells are therefore cuboids with
all walls parallel to the planes of global coordinate system. The mesh can be
considered as uniform, since the height, width and depth of the cells are con-
stant throughout the whole mesh. The communication between both meshes
is assured by the fact that every ortho-Cartesian cell contains a list of CFD
cells. A given CFD cell belongs to ortho-Cartesian cell if its center is inside
the ortho-Cartesian cell. Depending on the type and the number of CFD cells

on the list the ortho-Cartesian cells are classified as follows (cf. Fig. 4.3):

e active - when the list is not empty,
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e boundary - when at least one CFD cell from the list is a boundary cell,

e inactive - when the list is empty.

}<
0

A
19 | L

Figure 4.3: Ortho-Cartesian mesh cells (V;) created on the basis of convective
mesh cells (¢;). Dark colour - active inner cells, bright colour - active boundary
cells (containing boundary S of domain §2), white colour - inactive cells.

The classification of the ortho-Cartesian mesh cells is important, since the
ray tracing is to be done only for active cells. Boundary cells are special kind
of cells, as they contain the surfaces that bound the enclosure. In the thesis the
parametric non-uniform rational basis spline (NURBS) surfaces were chosen
for the description of boundaries. The details concerning the topic of boundary
description are presented in section 4.4. As a consequence of the introduction
of the coarse mesh, the number of elements (both surface and volume), for
which the ray tracing needs to be performed, significantly reduces. During the
ray tracing, one active cell corresponds to one volume element. On the other
hand, one surface element placed in one boundary cell can be composed of a
set of NURBS surfaces (at least one).

The results of the numerical simulation are strongly influenced by the reso-
lution of the mesh. In the case of radiative analysis, the mesh should be refined
in the zones, where the strong gradients of emissive power of the medium and
enclosure surfaces are expected. The gradients of emissive power are caused by
the spatial variation of the radiative properties and temperautre of the medium
and surface. Therefore, it is of great importance to deliver the functionality of
the mesh resolution control to the user. In the case of ortho-Cartesian mesh

employed in the thesis, the resolution control is realized by means of:
1. global mesh resolution,
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2. local refinement regions,

together forming a mesh hierarchy (Fig. 4.4).

A Tt W WA F R S
| [ T B | |

Figure 4.4: Ortho-Cartesian mesh before and after refinement: (a) four cells
from O-th level marked to be refined (X), (b) mesh after refinement with some
1-st level cells (gray).

The 0-th level of the mesh hierarchy is composed of the cells, formed by the
division of the domain using X, Y, Z global resolution. In the next step, some
cells from 0-th level can be marked to be refined by defining refinement regions.
As a consequence, the marked cells are further divided into eight (in 3D)
smaller uniform cells, which are placed in 1-st level of the mesh hierarchy. In
theory, it is possible to extend the mesh hierarchy beyond 1-st level. However,
in the thesis the depth of mesh hierarchy was limited to two levels: 0-th and
1-st.

Mesh refinement using the hierarchy is very efficient in terms of overall
mesh size. The refinement is local and does not influence the resolution of the
mesh outside the area of interest, as it is the case in non-hierarchical mesh
(Fig. 4.5). It should be noticed, that mesh refinement can be also realized by

varying cell size.

Figure 4.5: Ortho-Cartesian mesh refined without using mesh hierarchy.
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4.4 Description of boundaries on ortho-Cartesian

mesh

The computational domain consists of its bounding surfaces and the medium
filling-up the interior. In the case of radiative analysis, the surfaces bound the
entire domain and together form an enclosure. Thus, the enclosure bounding
surfaces can represent real walls, inlets or outlets. The domain can be prop-
erly described by means of bounding surfaces only, provided the convention of
their normal vector direction with respect to the interior is established. In the
current work, it was assumed that the surface normal vectors point outwards
the valid domain (Fig. 4.6).

Figure 4.6: Surface normal vectors n at boundaries pointing outwards the
domain 2.

It has been already emphasized in section 1.2.4, that the mathematical de-
scription of 3D geometry can be a challenging task, especially for geometries
of complicated shapes. The simplest way to describe the 3D surface is to ex-
press it as a finite set of triangular or quadrilateral surfaces [138]. By doing
so, the user has to accept the shortcomings of this approach in the form of
relatively large memory demand and limited accuracy for not planar surfaces.
The usage of polynomials is a more elaborated way of 3D geometry description.
Polynomials are smooth and have a compact form, however they are unstable
to floating point operations, since their coefficients can attain very large or
small values [31, 95, 96|. In computer graphics it is also important to have a
possibility to locally modify the geometry, which is difficult to achieve using
polynomials. The stated above shortcomings can be avoided by using a special
form of the mathematical description of boundaries, namely the parametric

non-uniform rational b-spline (NURBS) surfaces.
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In the thesis, NURBS surfaces were chosen to define the boundaries of the
enclosure because of a few reasons. NURBS surfaces can describe shapes of
high complexity, use little of computer memory, are stable to floating point
operations and are widely used in CAD programs and computer graphics (Fig.
4.7) [31, 95, 96]. Moreover, there exist efficient algorithms for finding ray-
NURBS surface intersection, most of which were developed for the purposes of
surfaces visualization and rendering in computer graphics. More information
about those algorithms is presented in sections 1.2.4 and 4.4.2. A brief theo-
retical background of NURBS curves and surfaces is presented in appendix C.

A thorough discussion of the subject can be found in monographs [31, 96].

(a) source: www.pizar.com (b) source: www.ruiztaravillo.wordpress.com

Figure 4.7: Examples of NURBS surfaces used in computer graphics.

4.4.1 Generation of NURBS surfaces

Since NURBS surfaces describe the boundaries, it is natural, that they are
inside boundary cells of ortho-Cartesian mesh (cf. section 4.3). Those cells are
special ones, because each of them contains surface elements that describe the
enclosure geometry. It is assumed that each boundary cell contains exactly
one surface element, which in turn consists of many NURBS surfaces (at least
one). Therefore, the enclosure boundary is approximated by a set of NURBS
surfaces.

At first NURBS surfaces of order 3 are created using method of squared dis-
tance minimization and boundary points extracted from CFD cells belonging
to ortho-Cartesian boundary cells. After the surface flattening procedure (see

sect. 4.4.2.1) some of the surfaces are divided and therefore one surface element
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can consist of more than one surface. NURBS surfaces of order 3 are flexible
enough to express most of complex shapes adequately and the surface evalua-
tion time is acceptable. This is confirmed by the fact that the surfaces of 3-rd
order are widely used in computer graphics and CAD programs [31, 96]. The
algorithms for NURBS surface creation from unorganized cloud of points and
for surface evaluation were taken from Point Cloud Library [93]. The boundary
CFD cells for boundary points extraction are selected using ortho-Cartesian
cells overlapping (Fig. 4.8). The cells overlapping is defined by parameter OF

according to equation

(de' —dz) (dy' —dy) (dZ —dz)
F = = 4.42
0 2dx 2dy 2dz (442)

where dz, dy and dz’, dy’ are ortho-Cartesian cell dimensions before and after
introduction of cells overlapping. The value of OF parameter is defined by the
user and usually is set to 0.15 — 0.25.

dx’
dx

>
©

dy’

.Ci .Ci+1

Figure 4.8: Overlapping of ortho-Cartesian cells (V') in order to extract bound-
ary points for NURBS surface creation. dz, dy and dx’, dy’ - cell dimensions
before and after introduction of cell overlapping, C' - cell center.

The idea of ortho-Cartesian boundary cells overlapping was introduced
in order to assure the boundaries are water-tight and to avoid creation of
NURBS surfaces from too few points. In the neighbouring cells the genera-
tion of NURBS surfaces runs independently, thus the transitions between the
surfaces from cell-to-cell can be far from smooth and frequently may contain
gaps. As a consequence, during the ray-tracing some of the rays can escape
the enclosure, causing non-physical behaviour.

Fig. 4.9 depicts the steps involved in the procedure of NURBS surface
generation. In each ortho-Cartesian boundary cell, a list of boundary convective
mesh cells is created. A convective cell ¢ belongs to a given ortho-Cartesian
cell V' when its center P¢ is inside this cell, accounting for cells overlapping.

Then, the boundary points P’ are extracted from the boundary convective
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cells. Finally, the NURBS surface S is generated on the basis of boundary
points using squared distance minimization. An example of surface fitting to

a set of points is presented in Fig. 4.10.

A word of comment is appropriate here. During the preliminary stage of
the program development a different approach for a generation of NURBS sur-
faces was considered. The 3D geometry was generated using a standard pro-
gram (Gambit, Ansys Design Modeller) and saved in standard IGES format.
Then, NURBS surfaces were extracted from the IGES file directly. However,
instead of uniform surface description using NURBS, the IGES file contains
the geometry described by many forms of surfaces like planes, surfaces of rev-
olution and others. Translating all the possible types of surfaces into NURBS
was prohibitively labourious task. Moreover, NURBS surfaces from IGES have
a general form of trimmed parametric surfaces (C.3). The need for surface
trimming adds one more level of complexity to the boundaries description.
Due to the encountered problems, the idea to read NURBS surfaces directly
from geometry file was abandoned. Despite all the issues stated above, the idea
is worth exploring, because it can greatly reduce the time of ortho-Cartesian

mesh preparation stage and reduce the number of NURBS surfaces used.
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Figure 4.9: Steps of NURBS surface S generation out of boundary boundary
points belonging to ortho-Cartesian cell. ¢,V denote convective and ortho-
Cartesian mesh cells, P¢ are convective cell centres, P® are boundary points.
Convective cells ¢ marked gray are boundary cells selected to belong to a given
ortho-Cartesian cell V' using cell overlapping.
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Figure 4.10: Stanford bunny - an example of NURBS surface created on the
basis of a set of points [93].
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4.4.2 Intersection of rays and NURBS surfaces

In the preceding section 4.4.1, the generation of a single NURBS surface was
introduced. The discussion about the available methods for ray-tracing NURBS
surfaces was presented in section 1.2.4. In the thesis, Newton’s method for ray-
NURBS surface has been choosen.

Starting from the emission point, the ray is followed cell-by-cell. The pro-
cedure for finding the ray-surface intersection point is triggered when the ray
hits the boundary cell of ortho-Cartesian mesh. The procedure comprises of
two main steps: iterative Newton’s method and bounding volume hierarchy
for proper initialization. Newton’s method has been proposed by [61], later
developed by [76] and is described in details in appendix D. It has a quadratic
convergence rate provided it was given an initial guess ug = {ug,vo} that is
close enough to the solution. The proper initial guess for Newton’s method is
assured by the procedure of ray traversing the hierarchy of bounding boxes.
The method requires computation of the directional derivatives of the surface
at a given point, therefore the surface has to be differentiable in the considered

domain.

4.4.2.1 Bounding Volume Hierarchy

Newton’s method for finding ray-surface intersection point is computationally
expensive since it requires multiple evaluation of the surface point and surface
derivatives. Therefore it is important to avoid ray-surface intersection test
whenever possible. Additionally, Newton’s method needs a good initial guess
uo = {up, v}, which should be closer to the real solution for considerably
curved surfaces.

Stated above requirements are met using bounding volume hierarchy (BVH)
described by Martin in [76]. Generally, the hierarchy consists of root, internal
and leaf nodes. The root node is the highest level node containing the other
ones, internal nodes are in the middle of each branch of the hierarchy. Leaf
nodes are placed only at the lowest level of each hierarchy branch and are
assigned an initial point for Newton’s iteration (Fig. 4.11). Bounding volumes
are more associated with the objects they are actually bounding and have
a tendency to bound them tightly, contrary to the volumes created by other
techniques like octrees, BSP-trees, KD-trees in which the space is divided using
top-down approach. For bounding volumes axis-aligned bounding boxes were

chosen i.e., the walls of the boxes are parallel to the planes of global coordinate
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system. Such definition produces a very efficient ray-box intersection algorithm
introduced by Kay [63] and mentioned later by Smits [109]. Axis-aligned boxes
can also nicely bound flat parts of the surface which is often the case, as shown

later in chapter 5.

N
AN N

Figure 4.11: An example of BVH that is assigned to a single NURBS surface.
Leaf nodes (grey) contain an initial point for Newton’s iteration.

In order to construct the BVH, the leaf nodes are created using Abert’s
method [1, 2] and then placed into the hierarchy using Goldsmith-Salmon
algorithm [43]. During the placement of leaf nodes into the hierarchy, the other
nodes (root and internal) are created. In Abert’s method, the leaf nodes are
created using the concept of surface flatness criterion p. It can be considered
as a parameter measuring how flat is the surface under the consideration. It is

defined as :

P = H n;, -n;.i, (443)

i=1
where n; are surface normal vectors evaluated at eight points shown in Fig.
4.12.

A surface is considered to be perfectly flat if p = 1. For p > f a leaf bound-
ing box is created by taking x, y, z coordinates of four points corresponding
to four limiting vertices of the parametric domain. The initial point for New-
ton’s iteration is the arithmetic mean of the limiting values of the parametric
domain. If p < f the surface is divided in half of its parametric domain. The
process is recursively repeated till all subsurfaces fulfil the flatness criterion.
Parameter f € [0, 1] is set empirically and usually equals to 0.8 — 0.9. In the

case p < 0, the surface is also subdivided in half of its parametric domain.
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Figure 4.12: Eight surface sampling points (black dots) used for the evaluation
of surface flatness criterion p.

(a) f = 0.8 (b) f = 0.95

Figure 4.13: Leaf bounding boxes for NURBS surface, created based on differ-
ent surface flatness criterion f.

Different approach was presented by Martin [76|. In his work, the curvature-
based refinement was used to divide the surface into almost flat Bézier patches
and convex hull property was employed to create bounding boxes. As well as
Abert, Martin used heuristics to estimate the curvature of the surface but in
his case the division of one segment causes analogical divisions in neighbour-
ing segments. Thus the method can lead to unnecessary divisions of the base
surface. Heuristics developed by Abert is more versatile, because it takes into
account surface curvature in both directions (v and v) simultaneously and does
not require so many divisions as Martin’s approach. Moreover, using convex
hull property in the case of NURBS surfaces to create bounding boxes leads
to inefficiencies, as was shown by Abert [1]. Taking into account the above
reasons, Abert’s method was used. Examples of leaf bounding boxes created

for two values of f parameter are shown in Fig. 4.13.

By taking f parameter closer to 1 the parts of surfaces inside bounding
boxes are more flat. As a consequence higher number of bounding boxes is cre-
ated leading to bigger hierarchy tree, higher memory consumption and slower

ray traversal through the hierarchy. On the other hand, Newton’s iteration is
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likely to converge faster. By providing an initial point from BVH created with
the f = 0.8 — 0.9, the method usually converges after 3-4 iterations.

After computing all the leaf bounding boxes the BVH is created using
Goldsmith-Salmon algorithm [43]. The measure of quality for the hierarchy
is the average time needed for a ray to traverse the hierarchy. The principle
of the algorithm is to put the leaf nodes into the hierarchy tree one-by-one
and to search the tree for optimum insertion place which is determined by
the minimization of tree cost function. The algorithm allows to create almost
optimal hierarchy tree with the computational cost of order nlog(n), where n
denotes the number of leaf nodes. An example of BVH is shown in Fig. 4.11.

In order to efficiently store and traverse the BVH a depth-first order array
of bounding box objects with skip-pointer mechanism was used (Fig. 4.14).
If the ray-box intersection test was successful, the next box to test is the
subsequent element of the array. Otherwise, the box to test is determined by a
skip-pointer mechanism which tells how many elements in front of the current
element of the array should be omitted. The advantages of such representation
of the hierarchy are efficient use of the computer memory (no empty elements),
limited to the minimum the amount of information stored in one element and

no need for using recursive function calls during the hierarchy traversal [109].

[ v\
lalble[f]c[g|d] |

Figure 4.14: BVH representations. Left: using pointers to child nodes, right:
depth-first order array with skip-pointer mechanism.

It is important to note, that if the value of surface flatness criterion pa-
rameter f is set low, it is more probable for Newton’s method to converge to
improper point or even diverge. In this case the ray can travel to inactive ortho-
Cartesian cell and escape from the enclosure producing non physical result. It
does not terminate the code execution, simply the traced ray is neglected. It
should be kept in mind that the value of f parameter is a compromise between
the speed the ray traverses through BVH and the number of rays that can

escape from the enclosure.
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4.4.3 Bundle emission point at NURBS surface

An important step in MCRT method is determination of bundle emission point.
In the case of emitting and absorbing media, the bundle can originate from
both surface and volume elements. Current section presents only the procedure
of finding the bundle emission point from the surface element or, more precisely,
NURBS surfaces. The emission from volume elements is addressed in section
4.5.

The emission points should have uniform distribution across the surface,
because the amount of energy emitted from the surface of constant temperature
is proportional to its area. Algorithm that is capable of drawing random points
on any parametric surface with uniform distribution was described by Kopytov
in his works [65, 66].

A parametric surface S(u,v) is defined in parametric domain €, : {u; <
u < ug;v1 < v < vo}. The joint probability distribution function of parameters
wand v - f(u,v) is to be determined. This function corresponds to the uniform
point distribution in 3d-space. In the case of uniform distribution of points on
the surface, the probability of point A being on the small fragment of surface
AS equals to

P(Ae€ AS) = %, (4.44)
where

AS = VEG — F? AuAv, (4.45)
S = // VEG — F?dudv. (4.46)
QP

E, F, G are coefficients of First Fundamental Form of the surface S:

E=S,-S., (4.47)
F=S8,-S, (4.48)
G=S,-S,. (4.49)

Inserting equations (4.45) and (4.46) into (4.43) leads to

_ 2
P(Acas)— VPG I Sudv (4.50)

[/ VEG = F?dudv’
Qp
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On the other hand, probability of point A being on the surface fragment AS
equals to

P (A€ AS) = f(u,v) AuAwv. (4.51)

Comparing the equations (4.50) and (4.51) the expression for unknown joint

probability distribution function is found

 VEG—F?
[ VEG = F2dudv’
QP

f(u,v) (4.52)

The function f(u,v) is proportional to vV EG — F2.
The dependencies derived above are used in the algorithm for drawing

random points on parametric surface with uniform distribution in 3d-space:

1. Determine the maximum of the function f,.« = maxvEG — F? in do-

main €2,

2. Generate two random numbers R, and R, from [0,1) interval and scale

them to the size of the domain 2, by computing parameters g, vg
ug = (uy —ug) - Ry +uy, vo = (v2 —v1)- Ry + vy, (4.53)

where wuq, us, vy, v9 are local parameters bounding valid surface domain

Q

-
3. Check the condition
fmaxR < f<u07 UO)v (454)

where R - random number from [0, 1) interval. If the condition is fulfilled

the point S(ug,vp) is accepted, otherwise it is rejected.

4. Repeat steps 2, 3 till required number of points on the surface S is

achieved.

An example of 10k random point locations on NURBS surface sampled
with uniform distribution is shown in Fig. 4.15.

The algorithm described above is applicable to one surface only, thus it
needs upgrading to account for many surfaces, as it is the case for some of the
boundary cells of ortho-Cartesian mesh. If a boundary cell contains more than
one NURBS surface, the surface is chosen randomly with probability propor-
tional to its area. Kopytov’s algorithm is used to draw a single emission point

from this surface and then the point is tested if it lies inside the boundaries
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(a) (b)

Figure 4.15: 10k random points lying on NURBS surface sampled with uniform
distribution.

of ortho-Cartesian cell. If it does, it is accepted as an emission point for new

energy bundle, otherwise the procedure is repeated.

4.5 Ray tracing procedure

The aim of this section is to present the ray tracing algorithm, which is the
crucial part of MCRT method and during of which the values of radiation
distribution factors D;; are determined.

Up to this moment, among the issues covered by the current chapter were
the ortho-Cartesian mesh and the description of boundaries in the form of
NURBS surfaces. These are the elements of the system, needed for practical
tracing the rays. Since the radiation problem is solved on the coarse ortho-
Cartesian mesh, this mesh has to be created before. After the radiation model
is invoked by the CFD program, the check is performed whether the model
runs for the first time (Fig. 4.16). If it does, then the preprocessing stage
begins, which is done once for the whole simulation. The preprocessing stage
involves initialization of RDF matrix D and generation and initialization of
ortho-Cartesian mesh. As soon as the preprocessing stage is finished, the D
matrix is to be read from file. If the file is not present, then the loop over
surface and volume elements is executed. For each element the ray tracing
procedure starts in order to compute new values of D matrix entries. After the
values of RDFs are known, radiative heat fluxes ¢" and heat sources or sinks
q, are evaluated and interpolated onto the underlying convective mesh. The
data exchange between meshes is the topic of section 4.6.

In the case the radiation model runs for the next time, the radiative prop-

erties of the medium and surfaces are updated. If the absorption coefficient of
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Figure 4.16: Stages of MCRT model.

the medium is constant with the changes of temperature and/or gas composi-
tion and so is the emissivity of surfaces, then there is no need to recompute the
D matrix. This situation corresponds to path #1 shown in Fig. 4.16. Other-
wise, the ray tracing procedure is to be repeated, following path #2. It should
be emphasized here, that the assumption of invariant radiative properties of
the medium and surfaces with respect to temperature can greatly shorten the
simulation time, by avoiding computationally expensive ray tracing procedure.

The ortho-Cartesian mesh initialization stage has the following steps:

establish mesh resolution and refinement regions,
e assign cells from convective mesh to the ortho-Cartesian cells,
e classify cells to be: active, inactive, boundary,

e in cach boundary cell select boundary points and use them to span
NURBS surface,

e orient NURBS surfaces, so that their normal vectors point outwards the

domain,
e create BVH for each NURBS surface,

e initialize radiative properties of medium and boundaries.

Once the preprocessing stage is accomplished, the ray tracing procedure is in-

voked. For each surface and volume element, a fixed number of rays is released
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and followed until absorption. In the following, the ray tracing procedure em-
ployed in the thesis is described in details, beginning with the flowchart (Fig.
4.17).

31 ) 2] [1}
- Compute distance Determine emission Determine emission
to boundary ds direction location
)
4
[4] Compute total
path s
5 |
Compute absorption-free m
path s,
NO YES
YES
NO
16
8 7 - Ni > Nmax
Determine the boundary Absorption in
type: IMG or REAL volume element
IMV
5
@ K Update DIJ
Move to neighbor Increment ray
cell counter N;
Reflection. 11 .
Determine the I—‘—J A?sorpt:on att
reflection type surface elemen
WW
13; 14
Dermine the diffuse Dermine the specular
reflection direction reflection direction

Figure 4.17: The logic flowchart of the ray tracing procedure used in MCRT
method in participating medium.

The steps numbering corresponds to the one introduced in Fig. 4.17.

Step #1
The procedure of determining the ray emission point depends on the type of

element of ortho-Cartesian mesh:

Surface - the emission point is found using procedure described in section
4.4.3.

Inner Volume - the emission point is found by drawing three random num-
bers R, R,, R, from [0,1) interval, forming vector R, = {R,, R,, R}

and inserting it into
ro = C+ (R, — 0.5)dx, (4.55)
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where C is ortho-Cartesian cell center vector, dx = dx, dy, dz denote

cell dimensions vector.

Boundary Volume - the candidate for an emission point (rf) is found from
equation (4.55). Then, the condition whether the candidate point lies
within the valid domain is checked. If it does, it is accepted, if not another
candidate point is drawn. The checking procedure makes use of boundary
faces obtained from boundary convective cells belonging to a given ortho-
Cartesian cell (Fig. 4.18). Those faces have normal vectors ny pointing
outwards the domain. In a loop over N boundary faces, the vector v =
r; — Cy is created and its direction is compared with the face normal
vector ny. If only for one face the direction of both vectors v and ny is

the same, the candidate point is rejected, otherwise it is accepted.

Figure 4.18: A candidate emission point r{ from volume cell being tested
whether it lies within valid domain €2. The test involves checking the direction
of vector v = rf — C; with respect to each face normal vector ny. C; denotes
boundary face center, C; is center of ortho-Cartesian cell.

Step #2
The procedure of determining the emission direction depends on the type of

element of ortho-Cartesian mesh [74]:

Surface - for diffuse surfaces, the emission direction d is defined by polar and
azimuthal angles ¢ € [0,27) and 6 € [0, 37) (Fig. 4.20 a)):

— 2rR,, (4.56)
0 = arcsin(y/ Ry), (4.57)
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where R, and Ry are random numbers from [0, 1) interval. Angles ¢ and
0 form a hemisphere above the surface emission point in the opposite di-
rection of surface normal vector n. In order to transform the ray direction

into global coordinate system, the following equation is used
d = —ncos(f) + t1 sin(0) cos(p) + to sin(f) cos(¢), (4.58)

where tq, to are unit tangent vectors of the surface at emission point.

Volume - the emission direction d is defined by polar and azimuthal angles

¢ €[0,27) and 6 € [0, )

6 = 21R,, (4.59)
6 = arccos(2Ry — 1), (4.60)

The transformation to global coordinate system gives:
d = n, cos(f) + n, sin(#) cos(¢) + n, sin(f) cos(¢), (4.61)

where n,, n,, n, are unit vectors parallel to the axes of global coordinate

system.

Steps #3, #4, #5, #6

Within current ortho-Cartesian cell, denoted by index k, a distance to the
nearest boundary dsy, is computed (Fig. 4.19). The boundary is understood to
be a plane bounding the cell (imaginary surface) or surface being a portion of
the enclosure (real surface). Then, the values of total s and absorption-free s,

paths are evaluated using the recursive relations:

0 k=0
sp = { ’ ’ (4.62)

Sk_1 + dsk, k > 0,

En k=0,
Sak = Sk,_18a,k_1+d8k8; (463)
{ Sk—1tdsy x k>0,
where
1
sr.=——1In(l — R,), (4.64)
’ Ktk

R, is a random number from [0, 1) interval, which should be drawn only once

per one ray. s, is absorption-free path computed on the basis of total ab-
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sorption coefficient ry, defined as a sum of gas xj, and particle equivalent k,, j
absorption coefficients:

Rtk = R + Rp k- (465)

The particle equivalent absorption coefficient can be determined from equation
(4.33).

dS4a

]
-

r3 k--

Figure 4.19: Updates of ray total path s using path increments ds during
tracing on ortho-Cartesian mesh. Red and blue points are ray-imaginary and
ray-real surface intersections respectively.

During the computation of the distance to the boundary ds an information
of the type of current ortho-Cartesian cell is used (Fig. 4.3). In the case, the
ray is within an active boundary cell, the intersection algorithm has to take
into account the fact, that the intersection point can be imaginary - with
cell bounding plane, or real one - with enclosure wall. Moreover, the ray can
have more than one intersection point with NURBS surface. All possible ray-
NURBS surface intersection points are found during BVH traversal in which,
provided the ray hits leaf node, the iterative Newton’s procedure is launched
(sec. 4.4.2). The hierarchy is traversed till its end, because finding one ray-
surface intersection point does not guarantee it is correct and unique one.
After BVH traversal is completed the list of all possible intersection points,
imaginary and real, is created. The task of the interrogation algorithm is to
choose the closest point to the ray origin that is within current ortho-Cartesian
cell.

Another issue worth mentioning is the minimum distance of the intersection
point from the bundle emission or reflection point L,;,. It was noted that
some intersection points were found exactly in the emission/reflection point.
It is caused by the fact that after emission or reflection the ray is inside the

boundary cell and the procedure of finding intersection point is automatically
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triggered. After introducing L,;, parameter the ray is forced to travel at least
this distance before intersection is reported. The value of the L., parameter
is set by the user and it should be equal to several percent of mean linear
dimension of ortho-Cartesian cell.

Setting proper values of NURBS surface flatness criterion f and L., pa-

rameters is crucial for good performance of ray tracer.

Step #7

In the case s > s, is true, the ray is absorbed in current volume element.

Steps #8, #9

In the case s > s, is not true, the ray is not absorbed within the volume. Thus,
the type of the boundary should be checked in order to determine if the ray
hits the real surface being a fragment of an enclosure walls or just crosses the
cell boundary plane (cf. Fig. 4.19). If the latter is true, the ray moves to the

neighbouring ortho-Cartesian cell.

Steps #10, #11
The ray hits a real surface, being a fragment of an enclosure walls. It is absorbed

at the surface element if the following is true
R, < a, (4.66)

where R, is random number from [0, 1) interval, « is wall absorptivity at a

surface element. Otherwise, the ray is reflected.

Step #12
The ray is reflected and the program has to determine the type of reflection,
which can be either diffuse or specular. The reflective properties of boundary
surfaces are described by means of specularity ratio: rs = ps/(ps + pa). It can
be interpreted as a probability the ray is reflected in a specular way. Therefore
reflection is specular if

Ry <rs, (4.67)

where Ry is a random number from [0, 1) interval. Otherwise, the reflection is

diffuse.

Steps #13, #14
The direction of diffuse reflection (Fig. 4.20(a)) is computed in exactly the

same manner as for diffuse emission from surface (Step #2). In the case of
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specular reflection (Fig. 4.20(b)), new direction is
d=d-2(d n)n, (4.68)

where d is ray direction before reflection.

ds ' t;

(a) Diffuse reflection (b) Specular reflection

Figure 4.20: Types of ray reflection from differential surface dS. 6, ¢ are polar
and azimuthal angles, n, t;, t, are surface normal and tangent vectors, d, d’
are ray direction vectors before and after reflection.

Steps #15, #16

Knowing the indices of elements from which the bundle was emitted (7) and at
which was absorbed (j), the corresponding entry of D matrix is updated and
the bundle counter N; is incremented. If the total number of bundles traced
exceeds the maximum defined by the user, i.e. N; > Ny, then the ray tracing
for a given element ends and the program goes to next element. The procedure

is repeated till all surface and volume elements are visited.

4.6 Data exchange between convective and ortho-

Cartesian meshes

The radiative heat transfer problem is solved on coarse ortho-Cartesian mesh,
which is build on the basis of the underlying convective mesh. Therefore, the
two-way communication between both meshes is necessary in order to provide
appropriate data transfer.

The parameters needed for performing radiative analysis and which are

transferred from convective onto ortho-Cartesian mesh include:
e surface properties:

— T - temperature,
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— « - absorptivity,

— 14 - specularity ratio,
e medium properties:

— T,, - temperature,
— K - absorption coefficient,

— composition,
e particle properties:

— K, - particles equivalent absorption coefficient,

— B, - radiative energy emission due to the presence of particles.

The transfer of parameters is achieved by surface and volume weighted aver-
aging applied to surface and volume parameters respectively. Suppose that N
convective cells belong to a given ortho-Cartesian cell, then an average value

of volume parameter is

N
Zi:O wml Vz‘CFD

SN (4.69)

wavg —
m

where V,°FD is convective cell volume. Analogously, for parameters defined on

surface: y
Zi:o ww,i AzCFD
M CFD '’
Zz‘:o A;

where M is the number of convective boundary faces in a given ortho-Cartesian

(4.70)

wavg —
w

cell and ACTP denotes the face area.

Since the radiative energy emitted by an arbitrary element is proportional
to the temperature to the fourth power (for the case of gray media), thus the
temperature field is a special kind of filed variables, which should be averaged

in a different manner:

N
N T4 AvCFD

T = iz’z% o (4.71)
i=0 Vi
M
M 4 - ACFD

s = izzzg\d UZCFZD ; (4.72)
i=0 ‘%

where T,,,T,, are medium and wall temperatures.
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The results of radiative analysis, i.e. heat fluxes on walls ¢" and heat sources
or sinks in medium ¢, are obtained on the ortho-Cartesian mesh. Those quan-
tities are assigned to the centres of ortho-Cartesian cells and are to be trans-
ferred onto the underlying convective mesh. The linear interpolation scheme
was employed in the thesis.

Let v denote continuous scalar field, whose values are given at discrete
locations corresponding to the centres C of ortho-Cartesian mesh. Then, the
value of the scalar in an arbitrary location r within the domain and within a

cuboid defined by eight nearest cell centres C; (Fig. 4.21), is computed as

U(r) = Z Li(r) $(Cy), (4.73)

where L;(r) is an interpolant defined by

Li(r) = H Spi(rs), (4.74)

in which
Sii(r) = { b=tln), Gusr (4.75)
’ ti(rs), ri < Cpy
for i = 0,1,2 and
ti(r;) = % i=0,1,2, (4.76)

where dx = {dz,dy,dz} are ortho-Cartesian cell dimensions.

Cs G,
C, Cs

Co C,

X

Figure 4.21: The numbering convention for the nearest cell centres C, which
define cuboid enclosing a given location r.
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4.7 Parallel ray tracing

The section presents the enhancements of the ray tracer code by implementing
parallel computing using OpenMP library. The topic of parallel computing in
Monte Carlo ray tracing has been also described in some detail in section 1.2.5.

The core of parallel computing is to divide the task at hand into smaller
problems and to distribute them among multiple processors [3|. Ideally, this
process can result in the reduction of wall-time (speedup) that is proportional
to the number of processors used. However, it is a rare case in reality. The
speedup is degraded by the time spend on passing the information between
processors and by idle processor time, caused by waiting for other processors
to finish their tasks. In order to keep the speedup as high as possible, the pro-
grammer should design a code in a manner, that guarantees a given processor
has an easy access to all the data it needs to complete the task. Also, he should
take care of the proper load balancing, i.e. distribute the load equally between
Processors.

The most populat techniques used for parallel computing are:
e graphics process units (GPUs),

e distributed-memory multiprocessors,

e shared-memory multiprocessors.

Although the usage of GPU proved to be very efficient in parallel ray trac-
ing, this approach was not employed in the thesis. The main reason behind
such a decision are hardware limitations. The codes with GPU-enhanced pro-
cessing are developed using libraries, which are specific for a given GPU vendor
(nVidia CUDA C/C-++ [89]) and severely limit code portability.

For the case of distributed-memory applications the programming standard
of Message Passing Interface (MPI) is employed [85]. In spite of very high po-
tential, the idea of using MPI in the thesis was abandoned due to relatively
complex programming and difficulties with data sharing between processors.
The implementation of MPI standard in CFD computations is a complicated
task, since it involves the domain decomposition and was beyond the scope of
the thesis. It should be noted, that the domain decomposition is a good strategy
for processes that exhibit local behaviour - fluid flow, thermal conduction, con-
vection, etc. However, thermal radiation is potentially all-to-all phenomenon,
in which the interaction between the elements occurs on long distances. Thus,

employing the domain decomposition in the form met in CFD applications is
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very inefficient, since it will involve exchanging large data pieces during the
ray tracing.

In shared-memory applications, OpenMP library is a well suited tool for
code parallelism [16]. It allows for multi threading, i.e. the existence of multiple
threads within a single process. The threads are executed independently and
share the process resources. The method gives reasonable speedup for moderate
number of processors. Moreover, implementation of OpenMP library into the
serial code is relatively simple. Taking all its benefits into account, it was used
in the thesis.

OpenMP allows to use two main ways for load balancing - static and dy-
namic. Static load balancing distributes the load once, at the beginning of the
computation. Thus, in the case the problem is not divided into equal parts, it
can generate an uneven load distribution among the processors and lower the
performance. In the dynamic load balancing, the work is divided into chunks,
which are assigned to the processors dynamically, i.e. as soon as they finish
their current task. Since the ray paths can have different lengths, the dynamic
load balancing scheme is favourable over the static one [46] and was used within
the code.

In the case of Monte Carlo method applied to thermal radiation problems,
the computational domain is divided into surface and volume elements. In
order to compute the values of RDF matrix, a ray tracing (cf. Fig. 4.17) is
performed for each of those elements individually. Thus, there is a loop over
the elements inside the code and this loop has been parallelized using OpenMP.
It should be noted that during the tracing of a single ray, the information about
other rays is not needed. Thus, tracing a single ray (or a number of rays) is an
independent task, that can be performed by a single processor.

The performance of the parallel code is measured using speedup, defined as

t
&:f, (4.77)

where tq, t,, are the program execution times on one and n-threads respectively
and efficiency
31
= —. 4.78
= (4.78)
The results of the test, run on the eight-processor shared-memory 2x4 Intel

Xeon 2.33 GHz machine, are shown in Fig. 4.22, 4.23. In the test, the computer
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time spent only on ray tracing procedure was measured, as this part of the code
is parallelized. The time does not include the preprocessing stage. The results
are compared with an ideal case corresponding to linear speedup and maximum

efficiency equal to 1.0.
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Figure 4.22: Speedup of parallel ray tracing code as a function of number of
threads for MCRT and an ideal linear cases.

The results prove that Monte Carlo ray tracing is a good candidate for
parallel computations, because the usage of additional processors significantly
reduces the run time. However, the efficiency drops with the number of threads
involved in the computations to the value of 0.8 for 6 threads. Increasing the
number of threads above 6 causes the efficiency to decrease even more to the
value of 0.75. The scaling for moderate numbers of threads for Monte Carlo
code should be close to an ideal one, i.e. its efficiency should be close to 1.0.
Lower efficiencies achieved by the code employed in the thesis are caused by the
fact, that the code was not optimized for parallel computing. The code utilizes
container classes that are based on iterators instead of indices. Such container
classes are not designed to efficiently cooperate with OpenMP library. There-
fore, some time is consumed to access the data stored within those containers.
Moreover, on the eight-processor machine some computational resources are
wasted to maintain the operating system and auxiliary programs. Thus, set-
ting the number of threads close to the number of processors does not result

in as efficient speedup as for the lower numbers of threads.
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Figure 4.23: Efficiency of parallel ray tracing code as a function of number of
threads for MCRT and an ideal linear cases.

OpenMP library has its shortcomings in the form of usage limited to shared
memory machines, which excludes massive parallelism. Thus, for future work
it is recommended to employ MPI standard. However in this case, the issue of
minimizing the data exchange between processors, i.e. avoiding passing of the
rays between processors should be solved.

Similar attempts were made by Hunsaker in his Ph.D. thesis [56]. The idea
employed in his thesis was called adaptive focus mesh refinement, or data onion.
Each processor is handed a fully resolved version of a subset of the domain and
a coarsened version of the remainder of the domain. Then the rays are traced
by each processor on such simplified domain, thus avoiding passing the rays
between processors. The approach produced the results of poor accuracy, the

cause of which has not been clarified by the author.

4.8 Ray tracing on ortho-Cartesian vs. standard

meshes

The goal of the section is to show the benefits of using ortho-Cartesian mesh
for ray tracing. The comparison is done between MCRT model described in
the thesis, working on coarse ortho-Cartesian mesh in emitting and absorbing

medium, and the most crude implementation of Monte Carlo, in which the rays

81



are traced from every volume and boundary face of standard dense convective
mesh. Since the crude implementation of Monte Carlo is not available, the
following considerations are purely theoretical and should be treated as an
estimate.

In the following, two cases from chapter 5 are analysed, namely:
1. BTC 1 - Well-stirred combustion chamber,
2. BTC 2 - Non-isothermal gray medium.

The summary of the meshes for both cases is shown in Tab. 4.1.

Table 4.1: The summary of dense convective and coarse ortho-Cartesian meshes
for considered cases, denoted by superscripts ¢ and oC. N,, Ny, Npurss, NBv
are the number of volume cells, boundary surfaces, NURBS surfaces and total
number of bounding volumes respectively.
Case | Ny Ny Ng© ONY© Npohe MRy
BTC1 | 23600 5520 1536 744 1152 2784
BTC 2 H 117800 14 356 2640 1184 1598 8150

During the comparison of the ray tracing methods mentioned at the begin-

ning of this section, one has to take into account the following issues:
e total number of surface and volume elements,

e the presence of bounding volume hierarchy in the case of otho-Cartesian

mesh,

e the differences in geometrical description of volume elements between

ortho-Cartesian and convective meshes.

The main advantage of using ortho-Cartesian mesh over standard one is
much lower number of surface and volume elements the rays are to be traced

from. Thus, the total number of rays, expressed as
n, = N.(Ns + N,), (4.79)

where N, is the number of rays per one element (surface or volume), N, N,
are the number of surface and volume elements, is also heavily reduced. Tab.
4.2 shows estimates of total number of rays traced for both versions of Monte
Carlo model, assuming N, = 100k rays released from one element. The results

prove that using ortho-Cartesian mesh significantly reduces the total number
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Table 4.2: Total number of rays traced n, for both versions of Monte Carlo
model and speedup (last column) obtained using ortho-Cartesian mesh instead
of convective one.
Case H N, ns noc ne /nec
BTC 1 || 100 000 2912.0 M 228.0 M 128
BTC 2 H 100 000 13 215.6 M 3824 M  34.6

of rays. The speedup, caused by avoiding tracing of some rays and defined as
n¢/nc, depends on the case at hand and can be as high as 35.

The presence of bounding volumes hierarchy reduces the potential speedup
resulting from the reduction of elements. During the tracing of rays on ortho-
Cartesian mesh, the ray has to be intersected with some of the volumes from
the hierarchy. Under the assumption that the ray is tested for intersection with
every fourth bounding volume, the speedup is estimated to be 9.8 and 22.6 for
BTC1 and BTC2 respectively.

The last point in the current discussion is the difference in geometrical
description of volume elements between both considered meshes. In the case
of ortho-Cartesian mesh it is guaranteed, that every volume is defined by six
planes parallel to the planes of global coordinate system. When the ray tra-
verses the mesh, three ray-plane intersection points are found (ray direction is
known and only three planes from six can be selected) and the closest point
lying in front of the ray origin is accepted, allowing for finding the neighbour
cell. However, in the standard mesh composed of hexahedral elements, there
is no guarantee that for each of six faces defined by four vertices each of those
vertices lies on the same plane. This fact has been pointed out by G. Wecel in
his Ph.D. thesis [131] and has its consequences. Namely, each of six faces has
to be divided into two triangles and twelve ray-plane intersection points are
found. For further calculations the closest point lying on the triangular face is
accepted. As a consequence, two times more ray-intersection points have to be
computed together with one check if point is within triangle. Thus, it can be
concluded, that traversing a standard mesh is around four times slower than
ortho-Cartesian one.

Summarizing, the speedup resulting from using ortho-Cartesian mesh is
estimated to be 40 and 90 for BTC1 and BTC2 respectively. It is eveident,
that reported value of speed-up is greater for the case where the difference
between ortho-Cartesian and CFD cells is bigger. The ratio between number
of CFD and ortho-Cartesian cells is 16 and 45 for BTC1 and BTC2 respectively.
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It should be kept in mind, that by using ortho-Cartesian mesh the quality
of the solution is sacrificed to the potential speedup in computational time.

This topic is covered in details in section 5.1.2.

4.9 Treatment of non-gray gases in Monte Carlo

technique

Within the current thesis, radiative properties of non-gray gases in Monte
Carlo model were accounted for using WSGGM described in some details in
section 2.1.6. Theoretical background of WSGGM is fully covered by works of
G. Wecel 130, 131, 132, 133].

In the case of WSGGM, fractions of blackbody emissive power, radiative
heat flux and radiative heat source corresponding to k-th gas are defined by

means of weighting factors ay:

€k = AkCy, (480)
q, = axq", (4.81)
Gy = Ok (4.82)

These fractions satisfy relationships

Ng Ng Ny
Z €bk = €b; Z a4 =49 Z Qo = Q- (4.83)
k=0 k=0 k=0

Using (4.80), (4.81) and (4.82) equations for radiative heat flux (4.37) and
volumetric heat source due to emission or absorption in medium and particles

(4.38) in element i can be rewritten in the following form

Ny N

T

T = Z [Eiebn‘%k - E :Eieb,jDz‘j,k%k (4.84)
k=0 j=1

n
Kik€p.i T+ TE, .

75 »J p,J
— eiDijvkaM ,1 < 1 < N,

j=N+1 K’j7k + ’%p,j
Ny N
q;,i = Z |:4(/‘€i,k6b,i + 7TEp7i)ai7k — 24(/@',]9 + /{p7i)6b7jDij7kaj7k (485)
k=0 j=1

n

— Y Akjker; +7E,)

j=N+1

Kik 1+ Kpg

Rjg T fpy ’
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where: k, N, ai, D;; 1, denote gray gas index (k = 0 is transparent one), weight-
ing factor, number of gray gases (IV, = 4) and one element of RDF matrix D.
a and ky, values are computed following procedure from section 2.1.6 and us-
ing data reported by Wecel in paper [132]. It is important to emphasize, that
there is a need to determine five D matrices, one for each gas, including trans-
parent one. Therefore, the penalty for taking into account non-gray properties

of gases is, as expected, a higher computational cost.
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Chapter 5
Verification of the radiation model

The chapter presents MCRT cases used for verification, classified into two
main groups: non-participating (sec. 5.1) and absorbing and emitting (sec.
5.2) media.

The reason for such a division lies in the history of MCRT model develop-
ment. The development was divided into the stages, which was possible due to
the relative easiness of code implementation. The code boasts the same struc-
ture for both variants - non-participating and semitransparent media. Firstly,
the system for ray-tracing using otho-Cartesian mesh using NURBS surfaces
for the boundaries description was implemented. At that stage, the absorp-
tion and emission of the ray inside semitransparent medium was not allowed.
Without the allowance for ray absorption and emission inside the medium,
the model solves the surface-to-surface radiation problems. The importance of
this stage of the model development should not be underestimated, since the
majority of the procedures tested here are used later in the upgraded version
of the model. Secondly, the model was upgraded to take into account the ab-
sorbing and emitting medium, for which the test cases are described in section

0.2

5.1 Non-participating medium

5.1.1 View factor

MCRT model was used to estimate value of the view factor for two parallel
rectangular plates of sides equal to X and Y. Surfaces lay in front of each other

at a distance of L. The exact value of the view factor was calculated using an
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expression from the book [15]

9 1+ X)(1+7v2)1Y%2 _ _ X
o {m{(* (LR I RS SNV G

XY 1+ X2+Y2 (14 Y?2)1/2
Y
<1+X2)1/2

2 _ _
+ = {Y(1+X2)1/2tan1

XV — Xtan ' X — Ytan™! Y} ,

(5.1)

where X = X/L,Y = Y/L. By setting the values X =Y =1/3mand L = 1m
the exact value of F**" = 0.0329714.

During the simulation rays were traced from the surface of one plate and
hits were reported when rays arrived at the second plate. Using the number of
hits reported N;; and total number of rays traced N; the view factor Fj; can
be estimated using equation (4.40), repeated here for convenience: Fj; = D;; =
Nij
N;
different seeds of random number generator (RNG). It allowed to determine

. For a given total number of rays traced N,y 10 tests were performed for

mean value Fj5"""¢ standard deviation sio and relative error ¢ for the view

factor. The results are listed in Tab. 5.1 and shown on graph in Fig. 5.1.

Table 5.1: Results of simulation of view factor estimate. Values computed on
the basis of 10 runs with different RNG seeds.

Nrays; _ F’iejmact’ _ F’iejstimate’ _ 510, - €, %
100 | 0.0329714 0.038 0.02638 15.25
1000 | 0.0329714 0.0341 0.00370  3.42
10000 | 0.0329714  0.03289  0.00151 0.25
100000 | 0.0329714  0.033063  0.00043 0.24
1000000 | 0.0329714 0.0328263 0.00018 0.22

The results show that:

1. The estimated value of view factor tends to exact value with the increas-

ing number of rays traced.

2. The value of standard deviation for 10 samples decreases proportionally
to the value of the expression \/N,qys.

3. Relative error tends to 0 for a large number of rays traced.

4. The mean value of the view factor for a given number of rays, should
tend to the exact value for the increasing number of tests performed. In

other words, performing 10 tests with 100 rays traced, should give the
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Figure 5.1: View factor estimates Fj; for two parallel plates computed on the
basis of 10 tests with various RNG seeds done with MCRT model for different
number of rays traced N,y and compared with exact value [15]. Vertical bars
denote standard deviation of the sampling set.

result similar to 1 test with 1000 rays. However, in the second case, the

information about the standard deviation is lost.

The results proved a proper behaviour of the MCRT model with respect to

computation of the view factor.

5.1.2 The cube

In this test the results obtained by surface-to-surface (S2S) Ansys Fluent [5]
and OpenFOAM MCRT models are compared on the geometry of cube that
has edges equal to 1 m (Fig. 5.2). The details of the S2S model are described
in appendix A.

Fixed temperature boundary conditions are listed in Tab. 5.2, in which

T'(r) (in K) defines a temperature profile on the wall

(To — T}) - cos®( )+ Ty, i r < T,
T(r) = 2max (5.2)

11, otherwise,
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Figure 5.2: The geometry of 1m cube with names of boundary walls.

where: r = /p; — po - distance between the center of the cell boundary wall
p; and the center of Z0 wall py, Ty = 500 K, T} = 300 K - maximum and
minimum temperature, 7., = 0.4m - radius of influence. T'(r) function guar-
antees temperature continuity on the boundary walls. The walls are diffuse

with constant value of absorptivity, equal to 1.

Table 5.2: Boundary conditions - temperature and absorptivity at the walls.

Wall name ‘ T, K «,-
X0, X1, Y0, Y1, Z1 | 300 1
20| T(r) 1

CFD mesh consists of 125000 cells which corresponds to uniform z, y, z
resolution of 50. MCRT model was run 5 times for different RNG seeds for
each otho-Cartesian mesh resolutions M,..s equal to 10, 20 and 40. The number

of rays traced from one surface element was set to 10000.

Table 5.3: Balance of radiative heat fluxes (W) at cube walls for S2S and
MCRT models. In the case of MCRT model the results are average values of
5 runs for different RNG seeds.

Model | M,.s X0 X1 Y0 Y1 20 Z1 Net
MCRT | 10 -60.72 -61.20 -59.38 -62.08 314.02 -71.78 -1.13
MCRT | 20 -61.59 -63.05 -62.40 -63.32 323.43 -77.09 -4.03
MCRT | 40 -62.58 -62.04 -62.39 -62.94 325.85 -76.55 -0.65

S2S - -62.76 -62.75 -62.77 -62.76 326.53 -75.52 -0.03

Table 5.3 shows balances of radiative heat fluxes computed by S2S model
and MCRT for three ortho-Cartesian mesh resolutions. The results produced
by MCRT model follow S2S results and are closer to them for greater ortho-
Cartesian mesh resolution. The balance of radiative heat fluxes for the entire

enclosure should be equal to zero. In the case of MCRT model the unbalance
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is greater than for S2S model, but the Monte Carlo results converge with
the increase of mesh resolution. The unbalance is caused by uncertainties in
computation of radiation distribution factors. The uncertainties can be lowered
either by increasing the number of energy bundles traced, or by smoothing the
distribution factor matrix. The smoothing procedure causes the elements of
distribution factor matrix to fulfil energy conservation and reciprocity rules,
described in details in section 4.2. Current version of MCRT model has not

the smoothing procedure implemented.

400 pr \\ 400 //////R\
I 200 // \ I 290 i = \\\\
B 125 | B3 . " \
i 70 i 4 \
15 15 }r ///L\\ ‘
-
- - N
(b) MCRT M, ., = 40
I 345 I 345 ///// N\\\
| 20 [ 20 X// \
B 125 | B3 i - \
70 70 ( | |
15 15 ! ///f/\\\\ \
- o - N
(¢) MCRT M, s = 20 (d) MCRT M,s = 10

Figure 5.3: The influence of ortho-Cartesian mesh resolution on the radiative
heat fluxes (W/m?) on the walls.

Fig. 5.3 shows the influence of ortho-Cartesian mesh resolution M,.s on
the radiative heat fluxes. Increasing the resolution causes the solution to be
more smooth and to approach the reference solution of S2S model. Moreover,
the lower the resolution, the bigger the difference between extreme values of
radiative heat flux reported by S2S and MCRT models. This fact is caused by
the temperature averaging inside the ortho-Cartesian cells and it is important,
since the radiative heat flux is proportional to the fourth power of temperature.
Similar conclusions can be drawn by analysing Fig. 5.4, in which radiative heat
fluxes along a symmetry line of wall Z0 were presented.

In order to measure how the solution of MCRT model deviates from the

accurate solution of S2S model the radiative heat fluxes on the line of symmetry
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Figure 5.4: Radiative heat flux along the symmetry line of Z0 wall for different
resolutions of MCRT and S2S model.

of X0 wall were extracted and compared using p-norms. The norms are defined

as follows

[1xllp = (1217 + [23]” + .. + [2a]P) 7 (5-3)

[|1%]|00 = max {|z1], |z2], ..., |20}, (5.4)

528 xngRT_

where: p = 1,2, z; = x;

The results are summarized in Tab. 5.4. Increasing the ortho-Cartesian
mesh resolution two times causes the norms to decrease by a factor of two
and to improve the accuracy of MCRT model. It should be noted that the
resolution of ortho-Cartesian mesh can not be greater than the resolution of

CFD mesh.

Table 5.4: The influence of ortho-Cartesian mesh resolution M,., on the de-
viation of heat fluxes on the symmetry line of X0 wall obtained using MCRT
model from S2S solution.

Myes | [l |1x[l1[x]l2
10| 11.9 2393 394
20| 94 1302 243
40| 34 593 107
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5.2 Absorbing and emitting gray medium

The section covers the verification of MCRT model applied to absorbing and
emitting gray medium. The verification of the model has been done by using
the benchmark solutions obtained by several research institutions obtained
with different techniques. The benchmark solutions were generated within the
Radiarare Network of research institutions [47] and also has been used by G.
Wecel in his work on BEM method [131].

The goal of Radiarare project was to establish a set of benchmark test cases
(BTC). Subsequently, those cases are used in verification of various radiation
heat transfer models. In all tests the temperatures of the walls and the medium
were known, therefore the radiative analysis was uncoupled from the energy
conservation for the fluid. Moreover, the medium and the walls were treated
as gray.

The results were obtained by the following partners of the Radiarare Net-

work:

e ENEL Produzione - Research (ENEL), Pisa, Italy;
Discrete Transfer Method (DTM) and Discrete Ordinates Method (DOM)

e Lehrsthul fuer Stroemungsmechanik (LSTM), Erlangen, Germany;
Monte-Carlo Method (MC);

e Instituto Superiori Tecnico (IST), Lisbon, Portugal;
Discrete Transfer Method (DTM) and Discrete Ordinates Method (DOM)

e International Flame Research Foundation (IFRF), Ijmuiden, The Nether-
lands;
Boundary Element Method (BEM)

Moreover, the results obtained by G. Wecel during his work on Boundary
Element Method [131] are added for a reference:

e Institute of Thermal Technology (ITT), Silesian University of Technol-
ogy, Gliwice, Poland;
Boundary Element Method (BEM)

A detailed description of the models is covered in chapter 3. The naming
convention for the respective models is summarized in Tab. 5.5.

The set of benchmark test cases consists of:
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Table 5.5: The naming convention for the models used in verification procedure.

Abbrev. Institution Model
LSTM MC | Lehrsthul fuer Stroemun- Monte Carlo
gsmechanik, Germany
IST DOM | Instituto Superiori Tecnico, Discrete Ordinates
Portugal
IST DTM | Instituto Superiori Tecnico, Discrete Transfer
Portugal
Enel DOM | ENEL Produzione - Research, | Discrete Ordinates
Italy
Enel DTM | ENEL Produzione - Research, | Discrete Transfer
Italy
IFRF BEM | International Flame Research | Boundary Element
Foundation, The Netherlands
ITC BEM | Institute of Thermal Techno- | Boundary Element,
logy, Poland BERTA code
ITC MC | Institute of Thermal Techno Monte Carlo
logy, Poland

e BTC 1
Well-stirred combustion chamber with prescribed uniform temperatures

of the medium, uniform wall emissivities and uniform wall temperatures.

e BTC 2
Non-isothermal gray medium with prescribed uniform wall emissivities

and a distribution of the wall and medium temperatures.
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5.2.1 Well-stirred combustion chamber

Case set-up

The test case simulates a rectangular combustion chamber of dimensions 1m
x Im x 3m, presented in Fig. 5.5. Well-stirred assumption implies, that the
temperature and absorption coefficient of the medium are uniform across the
enclosure. Also the temperature and emissivity of walls are uniform. The walls
have lower temperature than gas, thus they can be regarded as a heat sink.
The radiative properties of both walls and medium are gray. The geometry of
the chamber was simplified, including the burner inlet and the flue gas outlet,
placed at the front and back walls of the chamber. The boundary conditions

for the case are summarized in Tab. 5.6.

Im

3m

Figure 5.5: Geometry of benchmark case 1 - Well-stirred combustion chamber.

Table 5.6: Boundary conditions for BTC 1.

Parameter | Value | Units
Wall temperature | 1000 °C
Wall emissivity | 0.5; 0.8 —
Gas temperature | 1500 °C
Gas absorption coeff. 0.1 m1

Results
CFD mesh resolution for this case is set to 20 x 20 x 60 corresponding to 24k
of CFD cells. The resolution of ortho-Cartesian mesh for radiative analysis,
created on the basis of CFD mesh, is 8 x 8 x 24 yielding 1536 cells. The
number of rays traced from one volume or surface element is 1 million for I'TT
MC model.

The case was run two times with different wall emissivities €, equal to 0.5
and 0.8. The output of the radiative analysis are the net heat fluxes at walls

q". The surface irradiation (or the incident heat flux) ¢ can be calculated from
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the equation

T

¢ =€(i —ep), (5.5)

where ¢, is the blackbody emissive power at the wall temperature.
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Figure 5.6: Comparison of the incident heat flux along the longer symmetry
axis of chamber side wall obtained using different models; € = 0.5.
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Figure 5.7: Comparison of the incident heat flux along the longer symmetry
axis of chamber side wall obtained using different models; ¢ = 0.8.

The comparison of incident heat flux along the longer axis of symmetry of

the chamber side wall obtained using different models is shown in Fig. 5.6 and
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Fig. 5.7 for cases of wall emissivity equal to e = 0.5 and € = 0.8 respectively.
The results of ITT MC model show very good agreement with the results of
most of the other methods. The observable differences are < 0.5 %. It should
be noted, that the results of IFRF BEM method differ the most from other
models. This fact can be explained by the simplified integration routines and

ray tracing procedures employed in the code [78|.

5.2.2 Non-isothermal gray medium

Case set-up

The test case simulates a cylindrical combustion chamber of length 3m and
radius 0.5m, presented in Fig. 5.8. The chamber is axially fired and symmet-
rically cooled. The walls have uniform emissivity and the gas filling-up the
enclosure has uniform absorption coefficient. The temperature of the gas and
the walls is given by a location-dependent function 7'(p), that simulates a
flame from a burner, installed axially at the front wall of the chamber. The
geometrical details of the burner as well as outlet were omitted for simplicity.

The boundary conditions are summarized in Tab. 5.7.

R —

Figure 5.8: Geometry of benchmark case 2 - Non-isothermal gray medium.

Table 5.7: Boundary conditions for BTC 2.

Parameter | Value | Units
Wall temperature | T'(p) °C
Wall emissivity | 0.7 —
Gas temperature | T(p) °C
Gas absorption coeff. | 0.1 m~1
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The temperature distribution of both the gas and the walls T'(p) (in °C)

across the enclosure is given by the following equations

T(p) =To(p) + (To — To(p))9(pP), (5.6)
To(p) = % (1 + %%\/ﬁ - y2) , (5.7)
L

9(p) = ~ exp : (5.8)

g — % <<ln(z/LS) + mo)2 N x;;);;;)

where T, is the maximum temperature of the flame, z,y, z are Cartesian coor-

dinates, R, L denotes the chamber radius and length, mg, s are the parameters
of the flame position along z-axis, ¢ is flame width parameter and 77 is tem-
perature at x =y = 2 = 0.

The temperature distribution function 7'(p) is symmetrical with respect to
the chamber axis. The temperature profile along the axis of symmetry has the
following properties: at z = 0 the temperature equals to Tj, then it reaches
a maximum and finally decreases at the cold end of the furnace. Along the
radius of the chamber, the temperature follows a Gaussian profile.

The parameters necessary to determine the temperature profile are given
in Tab. 5.8. The simulations were performed for two kinds of flames: short
and long, corresponding to the values of my parameter equal to 0.75 and 0.25

respectively (cf. Fig. 5.9).

Table 5.8: Boundary conditions for BTC 2.

Parameter Value Units
T 1200 °C
T, 1800 °C

mo | 0.75 (short flame) —
0.25 (long flame) —
5 1 —
o 0.375 —

Results
CFD mesh size for this case is 100k of CFD cells. The resolution of ortho-
Cartesian mesh for radiative analysis, created on the basis of CFD mesh, is 10
x 10 x 30 yielding 3000 cells. The number of rays traced from one volume or
surface element is 1 million for I'TT MC model.

The case was run two times with different temperature profiles, correspond-
ing to short (my = 0.75) and long (mo = 0.25) flames. The output of the

radiative analysis are the net heat fluxes at walls ¢".
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Figure 5.9: Temperature profiles (K) in the plane of symmetry of the chamber.
Above: short flame, my = 0.75, below: long flame my = 0.25.
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Figure 5.10: Comparison of the incident heat flux along the chamber side wall
obtained using different models; short flame, mqy = 0.75.
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Figure 5.11: Comparison of the incident heat flux along the chamber side wall
obtained using different models; long flame, mg = 0.25.

The comparison of incident heat flux along the chamber side wall obtained
using different models is shown in Fig. 5.10 and Fig. 5.11 for cases of short
and long flame temperature profiles. The results of I'TT MC model show very
good agreement with the results of most of the other methods. The observable

differences are < 1.5 %.

5.3 Absorbing and emitting non-gray medium

The section deals with verification of MCRT model with implemented WSGGM
to take into account non-gray properties of gases. As a benchmark rectangular

combustion chamber with oxygen-fired flame [97] was selected.

Case set-up

The geometry of the combustion chamber has dimensions 2 x 2 x 4m and
is filled with a gas mixture surrounded by cold black walls at T, = 300K.
Inside the chamber, the total pressure equals to 1 bar and the gas mixture is
composed of (molar fractions) 85% CO4, 10% H>0O and 5% of other gas neutral
to radiation heat transfer.

The temperature distribution inside the chamber is given by

T=(T. - To)f(r/R) + T, (5.9)
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where: T, is temperature at the end of the chamber, i.e. 2 = 4m and equals

800K, T, is centerline temperature:

400 + z/0.375 - (1800 — 400), it 0 < 2z <0.375,
T.(2) = (5.10)
1903.5 — z/(4 — 0.375) - (1800 — 800), otherwise.

Function f(r/R) is defined as
f(r/R)=1-3(r/R)*+2(r/R)*, (5.11)

where r and R denote the shortest distance of a point from centerline and
radius equal to 1m. Temperature distribution described above resembles the

temperature field of a flame.

Results

The CFD mesh for I'TT MC consisted of 128k cells, while the resolution of uni-
form ortho-Cartesian mesh was 17 x 17 x 34, yielding 9826 cells. Calculations
were done releasing 100k bundles from one element. The results were compared
to benchmark solutions of Porter [97] and Bordbar [132]. Authors of the first
benchmark used ray tracing and statistical narrow-band model for calculating
radiative properties of gases and solved the problem on 17 x 17 x 24 grid. The
concentration of grid points was greater in the vicinity of temperature peak at
z = 0.375m. The solution of Bordbar was generated with the zonal approach
and WSGG model for radiative gas properties on uniform cubical mesh, which
had resolution of 17 x 17 x 34 points. The comparison of the results being
radiative heat flux and radiative heat source term is shown in Fig. 5.12 and

5.13 respectively.
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Figure 5.12: Comparison of the radiative heat flux along the centerline of z =
4m wall.

Porter
100 3., ———— Bordbar

] + ITT MC
B

(=]

|
-
=
o

Radiative Source, kW/m?
1

_?00 T T T T | T T 17T | T T 1T | T T 1T I T T T I T 17T | L | T 1T |
0 0.5 1 1.5 2 2.5 3 3.5 4
Z, m

Figure 5.13: Comparison of the radiative heat source term along the centerline
of the chamber.

The results show good agreement of I'TT MC model with the benchmark

solutions of Porter and Bordbar. The difference in radiative heat source term
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along the centerline reported by the present model and benchmarks is < 5%
in all the regions except zone near z = 0.375m, where the temperature peak is
present.

The radiative heat flux along the centerline of z = 4m wall shown by ITT

MC model is close to benchmark solution of Porter with accuracy of < 5%.

The cases presented in this chapter served as a perfect tool for checking
the code of Monte Carlo method. The results show very good agreement with
benchmark solutions in all cases, therefore the model can be considered

as verified.
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Chapter 6
Applications

The chapter presents the practical applications of MCRT model on the example
of a few cases. The first part of the chapter covers non-participating medium,

while the second - semitransparent medium.

6.1 Non-participating medium - pit furnace

MCRT model was used for simulation of pit furnace performance. It is a perfect
example of conjugate heat transfer, since the simulation involved all the modes
of heat transfer - convection, conduction and radiation.

Pit furnaces are used (among other processes) for nitriding process of metal
parts, such as connecting-rods, gear wheels, sleeves, housings etc. As a result of
nitriding, a coating is created on the outer surface of the material. The coating
has high hardness and good anti-wear properties. The nitriding process is op-
erated in controlled atmosphere of 20% ammonia, 80% nitrogen mixture and in
temperatures between 753 and 973 K. Depending on the required thickness of
coating and the type of material, the whole process can last from several hours
to couple of days. The simulation covered steady-state stage of the nitriding

process.

The cross-section of the cylindrical pit furnace in the vertical plane of
symmetry of real furnace is shown in Fig. 6.1. Fig. 6.2 presents the details
of the geometrical model, created for the simulation purpose. The cylindrical
chamber 1/ of the pit furnace has a working space of dimensions: base diameter
¢ 600 mm, height 900 mm and is closed by a removable lid at the top. The sides
of the chamber are covered by electric heaters 1-10 which have a maximum
power of 40 kW. The furnace is insulated by bricks 72 and ceramic blankets
15. Steel legs 11 reinforce the furnace base on which a steel shaft 13 is placed.
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Ammonia/nitrogen mixture flows to the chamber through inlet 18 and escapes
through outlet 76. The mixing fan shaft 17 is placed in the center of the lid.

— T

—

Figure 6.1: Cross-section of the cylindrical pit furnace in the vertical plane of
symmetry. Courtesy of Seco/Warwick Group [107].

It should be noted that during the creation of geometrical model of the

furnace certain simplifications and assumptions were made including:
e placing heaters inside the insulation,
e neglecting the presence of the gas-tight retort,
e neglecting the presence of the fan.

In practice, the furnace load is placed inside the gas-tight retort which pre-
vents the heaters to have contact with nitriding atmosphere. The usage of
the fan causes the atmosphere and its temperature to be more uniform inside
the retort, especially in the neighbourhood of surfaces undergoing nitrification
which influence the quality of the process. It should be kept in mind that the
introduced simplifications influence the flow of the nitriding mixture inside the
chamber. However, they do not change the overall energy balance of the system
and are not crucial for testing the MCRT radiation model. Because of the low
optical thickness of the medium inside the chamber, the absorption/emission

properties of ammonia/nitrogen mixture were neglected.
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Figure 6.2: Cylindrical furnace cross-section through vertical plane of symme-
try. 1-10 - electric heaters, 11 - steel legs, 12 - insulating brick, 13 - shaft, 1/
- chamber, 15 - insulating ceramic blankets, 16 - outlet, 17 - fan shaft, 18 -
inlet, s1-s10 - inner surfaces of electric heaters, s11 - bottom surf. of steel legs,
$12 - bottom surf. of insulating brick, s13, s14, s15 - bottom/side/top surf. of
insulating blanket, s16, s20 - outlet/inlet, s17, s19 - outlet/inlet pipes walls,
518 - top surf. of fan shaft. The furnace data acquired from Seco/Warwick
Group [107].

Selected boundary conditions are named in Fig. 6.2 and listed in Tab. 6.1.
Material properties are shown in Tab. 6.2. The emissivity of all walls inside the
furnace chamber was set to 1. The simulation was run for two radiation models
MCRT and S2S for comparison. The resolution of ortho-Cartesian mesh was

set to 20 x 20 x 22 and the number if rays released from each surface element
was 10k.

Results

As a result of the simulation, temperatures and radiative heat fluxes within
the chamber were determined and overall energy balance of the furnace was
calculated. Fig. 6.3(a) shows the resulting temperature profile in the plane
of symmetry. The detailed inspection of the profile reveals the existence of
thermal bridges, created by fan shaft and steel legs. Also the cold stream of
ammonia/nitrogen mixture, close to the inlet is visible. Fig. 6.3(b) shows the
radiative heat fluxes on the sides of the chamber. Although the duty of each
heater is the same, their radiant power differs significantly. This fact is caused
by the different temperatures of the heaters. The heaters 7 and 10 have the
lowest temperature and corresponding radiant power. The temperature and

radiative heat flux profiles on the surface of nitriding object are shown in Fig.
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Table 6.1: Boundary conditions for the case of pit furnace. Names correspond
to the numeration introduced in Fig. 6.2.

Name ‘ BC type Property  Units Value

s11, s12, s13, | wall natural Tewt K 300
s14, s15, s18 | convection Dot W/m?K 5
s16 pressure P Pa 0
outlet
s20 velocity v m/s 0.0853
inlet 1% 1/min 10
T K 300
s17, s19 wall q W/m? 0
1-10| volume 0 W/m3 130 000

Tt - external free-stream temperature, hest - external heat transfer
coefficient, p - pressure, v - velocity, V' - volumetric flow rate, T -
temperature, ¢ - surface heat flux, ¢, - volumetric heat source.

Table 6.2: Material properties used in the simulation. Volumes numbering cor-
responds to the one introduced in Fig. 6.2.

Material | Volumes k,W/mK p,kg/m* c,, J/kgK
steel | 11, 13, 17 58.00 7800 600
insulating blanket 15 0.20 70 970
insulating brick 12 0.14 480 1050
heaters rod 1-10 80.00 8000 450

k - heat conductivity, p - density, ¢, - heat capacity.

6.4. The temperature on the shaft equals to 967 + 4K and its range is too wide
to assure the quality of the process. The non-uniform temperature is caused
by the cold stream of ammonia/nitrogen mixture and exposure to the low-
temperature side of fan shaft. The uniformity of the temperature distribution
(and simultaneously nitrogen concentration) can be improved by using fan and
gas flow-distribution equipment. Moreover, the electric power input for each
heater should be adjusted in order to maintain uniform temperature across the
chamber.

The overall energy balance for the furnace is shown in Tab. 6.3. In order
to maintain the required temperature inside the chamber in steady state, only
10% of maximum heaters duty is needed. It is clear that most of the heat is
lost through the insulation and metal parts and only a small percent (< 4%)
by hot exhaust gases. Mean temperature outside the side insulation is 382 K
which is too high for people who operate the furnace. Additional cooling device
should be installed in order to avoid contact with hot surfaces.

The comparison of radiative heat flux, mean temperature on selected walls
and heat fluxes from Tab. 6.3 done for MCRT and S2S models shows good
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Figure 6.3: (a) Temperature profile (K) in furnace cross-section through ver-
tical plane of symmetry. (b) Radiative heat flux (7¥/m?) on the outer sides of
cylindrical chamber.

agreement and the unbalance of the radiative heat fluxes is < 0.7%. The differ-

ences are caused mainly by the temperature averaging inside ortho-Cartesian
cells done in MCRT model.
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Figure 6.4: (a) Temperature (K) and (b) radiative heat flux (1W/m?) profiles
on the outer surface of the shaft.
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Table 6.3: Overall energy balance of the furnace for MCRT and S2S models.
Surface names correspond to the ones introduced in Fig. 6.2.

Surfaces | Quorr, W Qgas, W
s11, 812, s13 | -508 _522
s14 -2761 -2766
s15, 517, 518, 819 | -489 ~469
s16, s20 -79 -108
Hps | -137 -136
Qheaters 4000 4000
Net -26 1
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6.2 Absorbing/emitting medium - cylindrical comb.

chamber

The issue of ray effect has been already introduced in chapter 3 together with
the description of radiation models. The ray effect is an inherent feature of
discrete ordinates and discrete transfer methods. The current section deals
only with DO (also named Sy ), as this method is widely used to solve many
engineering problems, while the former is regarded as obsolete.

The ray effect is the deterioration of the solution of the radiative trans-
fer equation (2.27) caused by the angular discretization [23]. In the case of
DO model, it manifests itself in transferring the radiation preferably in the
directions resulting from the angular discretization. The ray effect is visible
especially in the cases of hot spots either in the medium or at the boundary
surfaces. The radiative energy from such spots is transmitted mainly in the
discrete directions, thus the reported values of radiative heat fluxes and heat
sources at locations distant form hot spots can be far from exact.

Since the solution of the directional RTE is realized on the finite volume
mesh, there exists another effect, known as false scattering or false diffusion
[23, 92|. This effect occurs due to the spatial discretization of RTE and also
due to the fact, that in general the mesh is not aligned with the ordinates, in
which RTE is solved. Thus, the solutions that should have a sharp step, ex-
hibit a smoothed slope. The negative consequences of the false diffusion effect
can be mitigated by increasing either the number of control volumes inside the
mesh or the order of spatial discretization. The ray effect and the false diffusion

tend to minimize each others’ negative effects, which is proven in the following.

Current section involves comparisons of solutions obtained by DO model
for varying resolution of angular discretization, which is related to the order

of the method N by equation (3.17), repeated here for convenience:
m = N(N + 2), (6.1)

where m is the number of discrete directions. Table 6.4 shows the order of Sy
method and corresponding number of discrete directions. In general, the order
N can attain values that are not integers but it was rounded to the closest

integer value for simplicity.
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Table 6.4: Order of DO method N and corresponding number of discrete di-
rections m in the case of 3D.

Notation | N m
Sy 2 8

S 5 32
S1o 10 128
Si6 16 288
Sas 25 648
Sa7 27 800

The existence of ray and false diffusion effects is shown on an example of
cylindrical combustion chamber. In those examples the radiation heat transfer
is computed using MCRT and DO models. Moreover, in DO model the influ-
ence of varying resolution of the angular discretization and the order of spatial

discretization on the solution is analysed.

6.2.1 Case set-up

The geometry and setup of the case is the same as for the case of non-isothermal
medium from section 5.2.2. The case simulates a cylindrical combustion cham-

ber of length 3m and diameter 1m (cf. Fig. 6.5). The walls have uniform

3m

<

Figure 6.5: Geometry of cylindrical combustion chamber with two sampling
lines on the circumference of the chamber side wall, located 0.5m and 1.0m
from the front wall.

emissivity equal to 0.7, the gas has uniform absorption coefficient of 0.1 m™!.

The temperature distribution of both the gas and the walls is given by function
T'(p) in °C, defined by equations (5.6), (5.7) and (5.8). The parameters for the
proper calculation of the temperature profile are: 77 = 1200°C', T, = 1800°C,
mgo = 0.75, s = 1, 0 = 0.375 and they correspond to the short flame profile (cf.
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Fig. 5.9). The results for DO model are generated on fine CFD mesh of size
100k cells. The resolution of coarse ortho-Cartesian mesh for MCRT model is
10 x 10 x 30, yielding 3k cells.

6.2.2 Results

In order to visualize the ray effect, the case was run using DO (Sy) model
with different parameters and the results were compared with MCRT model.

The abbreviations of the models and their settings are the following:

1. S5 — 1%%0: coarse angular resolution and 1% order spatial discretization,

\)

. Si — 1%*O: fine angular resolution and 1 order spatial discretization,
3. S5 —2"40: coarse angular resolution and 2"¢ order spatial discretization,
4. Si6 — 2™QO: fine angular resolution and 2% order spatial discretization,

5. MCRT N = X: Monte Carlo ray tracing with the number of rays released

from one element equal to X.

The results are the incident heat fluxes reported at walls (Fig. 6.6) and
also along two sampling lines located on the circumference of the chamber
at distances z = 0.5m (Fig. 6.7, 6.9) and z = 1.0m (Fig. 6.8, 6.10) from
front wall. The mean value of the incident heat flux on the sampling lines and
deviations from the mean for all considered models are summarized in Tab.
6.5. In order to measure the deviations form the mean p-norms are employed,

given by equations (5.3) and (5.4).
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Table 6.5: Mean value of the incident heat flux 4, kW /m? on sampling lines
and deviations from the mean expressed in the form of p-norms.

Model | i LK ill: lillee M=

z2=05m | kW/m? kW/m* kEW/m? kW/m*> %

S5 — 150 | 141.5 125.6 15.0 3.4 2.4

Sig — 15'O | 141.5 107.1 11.3 2.0 14

Sy — 20 | 142.2 485.5 48.2 6.6 4.6

S — 20O | 141.0 4.7 0.5 0.1 0.1
MCRT N =1k | 139.8 213.3 26.1 7.2 5.2
MCRT N =10k | 141.1 98.0 11.1 2.9 2.1
MCRT N =100k | 141.1 29.8 3.5 0.9 0.6
MCRT N =1M | 141.2 11.2 1.9 0.5 0.4

z=10m

S5 — 1580 | 140.1 109.6 13.8 3.6 2.5

Sie — 10 | 141.0 89.1 9.4 1.6 1.1

S5 — 20 | 139.6 388.1 38.4 5.4 3.8

S — 20 | 141.2 3.8 0.4 0.1 0.1
MCRT N =1k | 142.0 215.7 24.1 5.3 3.7
MCRT N =10k | 141.7 66.5 7.8 1.9 1.3
MCRT N =100k | 1414 27.6 3.2 0.8 0.6
MCRT N =1M | 1414 13.6 1.6 0.5 0.4
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Figure 6.6: Wall incident heat flux (1¥/m?) obtained using selected models.
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Figure 6.7: Surface incident heat flux along the sampling line. The line is
located on the circumference of the chamber side wall and at distance 0.5m
from burner.
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Figure 6.8: Surface incident heat flux along the sampling line. The line is
located on the circumference of the chamber side wall and at distance 1.0m
from burner.
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Figure 6.9: Surface incident heat flux along the sampling line. The line is
located on the circumference of the chamber side wall and at distance 0.5m

from burner.
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Figure 6.10: Surface incident heat flux along the sampling line. The line is
located on the circumference of the chamber side wall and at distance 1.0m

from burner.
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The geometry of the chamber is axis-symmetrical and so is the temperature
profile defined by function 7T'(p). Therefore, the values of the incident heat
flux, reported along sampling lines z = 0.5m and z = 1.0 m are expected to
be uniform - however they are not. Analysing the results from Figs 6.6, 6.7,
6.8 and Tab. 6.5 it is clear, that the solution generated by DO model oscillates
around mean value. The solution oscillations can not be eliminated only by
increasing the method’s order, i.e. increasing the number of ordinates, which
is proven by comparing S5 — 15O and S5 — 15'O. It is also not possible to
achieve smoother solution only by setting higher order of spatial discretization:
solutions of S5 — 150 and S5 — 2™@0. In those cases, the maximum relative
difference of the reported incident heat flux has risen from 2.4% to 4.6% of
the mean value for z = 0.5m line. The only way to improve the quality of the
solution is to increase both the number of ordinates and the order of spatial
discretization (Sis — 2"?0). The findings are consistent with the conclusions
presented in paper by Coelho [23] and prove the existence of ray and false
diffusion effects.

MCRT method is not prone to the ray effect, since the directions in which
the rays are emitted cover the entire solid angle, not its discrete values. The
reported oscillations result from the statistical nature of the model and de-
pend on the number of rays N traced from one element. It has been shown in
section 5.1.1, that the standard deviation of the solution from the mean value
decreases proportionally to v/N. The influence of the number of rays released
from one element on the solution quality can be seen in Fig. 6.6 (c), (d) and
Figs 6.9, 6.10 and compared using data from Tab. 6.5. As a consequence of the
statistical nature of MC, its solution is characterized by irregular oscillations,
which stands in contrast with regular oscillations of DO.

In order to provide quantitative information how much the values deviate
from the mean value p-norms are used. By analysing Tab. 6.5 it can be con-
cluded, that the solution generated by MCRT N = 1k model has the quality
falling between S5 —1%*O and S5 —2"?0, whereas the quality of MCRTN = 10k
model is similar to S5 — 15'O. From the models of the best quality MCRT N =
100k, MCRT N = 1M and S; —2"¢O are comparable. The mean value of irra-
diation along sampling lines for MCRT models with lower number of rays per
element, is close to quasi exact value obtained by MCRT N = 1M. The differ-
ences are < 0.3%. What is remarkable, MCRT N = 100k and MCRT N = 1M

produce the results of almost the same accuracy.
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The quasi exact value of mean incident heat flux at sampling lines, 7, can be
taken from the solutions of the highest order methods - MCRT N = 1M and
S — 20 (Tab. 6.5). The mean values reported by lower order methods differ
from the quasi exact values by no more than 1%. In the quasi exact solution
Tom0.5m < 12—1.0m, Which is not the case for lower order DO models S5 — 150,
Sie — 1°O and S5 — 2"O. However, for all MCRT models, the tendency is the

same as for quasi exact solution.

6.2.3 Comparison of execution time

The goal of this paragraph is to provide the information about the execution
time of MCRT and DO models. The models are run on the same case, which
is cylindrical combustion chamber and for which the temperature field across
the domain is given. The presented comparison is done under the following

assumptions:

e radiative properties of gas and walls are temperature independent,

DO model runs on 8 threads,

DO model convergence threshold ¢ = le — 6,

e MCRT Ray Tracing procedure runs on 8 threads,

MCRT pre- and post-processing stages run on 1 thread.

The whole MCRT model code is not run in parallel, only the ray tracing pro-
cedure is parallelized using OpenMP library (section 4.7). However, for the
purpose of comparison, the real execution time of pre- and post-processing
stages for MCRT model is divided by speedup reported for 8-processor ma-
chine, i.e. the value of 6 (cf Fig. 4.22).

Fig. 6.11 shows time needed by the considered models to generate converged
solution. The auxiliary data, i.e. the number of DO iterations till convergence
and time of pre- and post-processing stages of MCRT model, is presented in
Fig. 6.12.

Before analysing the results, it is worth to rcall a few details concerning the
used models. DO and MCRT models are very different in their architectures
and solution techniques. DO uses standard dense convective mesh and iterative
solution of the system of discretized differential equations, while MCRT creates
coarse ortho-Cartesian mesh (pre-processing), traces the rays and interpolates

the results back onto the convective mesh (post-processing). The pre-processing
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12673.8

Figure 6.11: Execution time needed to obtain converged solution to radiation
problem for considered models.

stage of MCRT model is executed only once. It needs to be emphasized, that
in the case of temperature independent radiative properties, the ray tracing,
i.e. the determination of radiation distribution factors (RDF) matrix, is also
done only once per simulation. Thus, if the temperature distribution inside the
domain changes, MCRT model can use previously calculated values of RDF
matrix. This is not the case for DO model, for which the solution is found
exclusively by iteratively.

Analysing the results, execution time of getting the radiative solution for
a known temperature field, measured for all DO models is shorter than for
almost all MCRT cases. The exception is MCRT N = 1k, which has execution
time comparable to high order Sig — 2¢O model. Comparing pairs of models

of similar accuracy, using MCRT instead of DO increased the solution time:
e 6 times for MCRT N = 1k and S5 — 150,
e 8 times for MCRT N = 10k and S5 — 1%¢O,
e 39 times for MCRT N = 100k and S5 — 2™O,
e 384 times for MCRT N = 1M and S;6 — 2™?0O.

This example shows the level of computational effort needed by MCRT method,

even when run on coarse ortho-Cartesian mesh, which reduces the number of
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(a) Number of iterations till conver- (b) Time of pre- and post-
gence at threshold ¢ = le — 6. processing.

Figure 6.12: Auxiliary data for DO and MCRT models.

cells from 100k to 3k.

Taking into the consideration MCRT models, the ray tracing procedure
takes the majority of computational resources. The pre-processing stage takes
the same time ¢p.c_proc = 2.6 s for all models, regardless the varying num-
ber of rays released. Similar situation is for the post-processing stage, for
which tpost—proc =~ 5.0s (Fig. 6.12 (b)). Pre- and post-processing stages use
rather small portion of the overall execution time, which varies from 34% for
MCRT N = 1k, 5% for MCRT N = 10k, to 0.05% for MCRT N = 1M. The
ray tracing time rises proportionally to the number of rays released from one
element.

The number of iterations needed for DO models to achieve converged so-
lution is shown in Fig. 6.12 (a). In general, models using second order spatial
discretization converge slower than their first order counterparts. However, the
better angular discretization, the lower number of iterations required to obtain

the solution.

The purpose of this paragraph is to investigate under which circumstances
MCRT model can give better performance than DO. The comparison of exe-
cution time between DO and MCRT models in the case of known temperature

field proved the latter to be computationally expensive. However, known tem-
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perature field across the domain is rarely the case. In most practical engineer-
ing problems the temperature distribution is determined iteratively by solving
the energy equation coupled with flow, turbulence, presence of reactions etc.
The radiation model is run typically once per 10 or 20 flow iterations. MCRT
model can benefit from such situation, assuming the absorption coeffcient of
gases and wall radiative properties are temperature independent. In this case,
the ray tracing and pre-processing are done only once at the beginning of the
simulation.

The radiation iteration n, is understood as a one radiation model run,
which is activated every 10 or 20 flow iterations and is not the same as the
iteration within DO model. For the purpose of the analysis let us assume,
that the time needed by DO model to achieve converged solution does not
depend on the radiation iteration (n,). The assumption is not always true.
During the solution the temperature field converge to a certain state, thus the
changes of the temperature field are the smaller the greater is the number of
iterations. In such situation DO model should converge faster than reported
for the fist radiation iteration. Such behaviour of the model is accounted for
by introducing the speedup of convergence for DO model:

sPO = DO /1O (6.2)

t eny)

where t29 is DO model execution time for a given radiation iteration n, and

t2§ is DO model execution time for the first radiation iteration and is taken
from Fig. 6.11. Since the speedup s’ depends on the simulation, for the
purpose of analysis its value was assumed to be equal to 1.25.

The total execution time of radiation model (i.e. the sum of radiation model
execution time for all radiation iterations) for both DO and MCRT can be

expressed by functions of the number of radiation iterations n,.:

tDO (nr)

tMC(nT) = tpre—proc + tRT + nr‘tpost—proc- (64)

it /5P, (63

The values of tgoo s tore—procs trr and tpost—proc are taken from Fig. 6.11 Fig.
6.12 to construct chart from Fig. 6.13.

The following pairs of models of similar accuracy were considered:
1. MCRT N = 10k and Sis — 15O,

2. MCRT N = 100k and S5 — 2™0O,
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Figure 6.13: Total execution time of radiation model as a function of radiation
iterations n,. n, o is the number of iterations at which MCRT N = 10k becomes
more efficient than Sis — 1%°O; n,.; corresponds to MCRT N = 100k and Sy —
2"0; n,.5 corresponds to MCRT N = 1M and Sy — 20O

3. MCRT N = 1M and 516 - QndO

As has already been discussed in section 6.2.2 MCRT N = 100k and MCRT N =
1M models produce the results of comparable accuracy, however their execu-
tion time is much different.

Fig. 6.13 shows total execution time of considered models as a function
of the number of radiation model iterations n,. The intersection of the lines
with vertical axis shows the time needed for preparing the model. For MCRT
models the time covers pre processing and ray tracing stages. In the case of
DO, those stages are not present.

The slope of the lines corresponds to the time needed by a given model
to generate converged solution. For DO the slope depends strongly on the
order of spatial discretization, contrary to MCRT, for which the slope is the
same for all models. The most important conclusion, is that the time needed by
MCRT models to generate subsequent radiation solutions is much less than for
DO models. Comparing models of the similar solution accuracy, the minimum

number of radiation iterations n, justifying the usage of MCRT model instead
of DO is

e n,.9= 13 for MCRT N = 10k and Sis — 1*O,
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e 1,1 = 60 for MCRT N = 100k and Sy — 2ndQ),

o 1,5 =595 for MCRT N = 1M and S — 2nd().

It should be emphasized here, that MCRT model has not been profession-
ally optimized, as is commercial DO Fluent. Thus, the results of computational
time for MCRT model shown above, are expected to be better after code op-
timisation.

In the case of complex system modelling, involving the solution of flow
and energy equations with the presence of turbulence, reactions, particles and
radiation, the number of flow iterations needed to achieve converged solution is
of order 10® —10%. If the radiation transport is updated every 10 flow iterations,
is gives the total number of radiation model runs of order 10> — 103. Therefore,
using MCRT model instead of DO can save the time especially for the cases,

when

e the radiative properties of gases and walls are temperature independent,
e there is significant number of radiation iterations expected,

e the solution free of ray-effect is desired.

6.2.4 Local mesh refinement

This section shows the importance of ortho-Cartesian mesh resolution. The
case of non-isothermal gray medium has been computed using locally refined
mesh. All the cells whose centers lie inside bounding box defined by x-y-z
points pyin = {—0.2,—0.2,0.4} and ppe. = {0.2,0.2,1.2} were divided into
eight smaller cells. The refinement region conincides with the region of the
highest temperature and is marked in Fig. 6.15 b).

Fig. 6.14 shows radiative heat source term on the axis of symmetry of
the chamber for case without and with mesh refinement. Fig. 6.15 depicts
coutourplots of the scalar variable on the symmetry plane.

The solution generated using locally refined mesh can be treated as more
accurate. The differences in reported values of radiative heat soure term are
< 16% and thus are signifficant. The reason behind it is that smaller volumetric
cells better reflect local temperature profile. The higher the local temperature
gradient, the denser should be the mesh. This observation coincides with con-
clusions from section 5.1.2, in which the ortho-Cartesian mesh resolution was
changed and influenced the quality of the solution. However, in that case the

mesh refinement was not local, but covered all the cells.
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Figure 6.14: Values of radiative heat source term on chamber axis of symmetry.
Gray rectangle marks the zone of local ortho-Cartesian mesh refinement.
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Figure 6.15: Contourplot of radiative heat source term at chamber plane of
symmetry. Blue dashed rectangle marks zone of local ortho-Cartesian mesh
refinement.
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6.3 Absorbing/emitting medium - 0.5 MW test
rig
This section covers the modelling of pulverized coal combustion in a test rig
in two atmospheres: air and a mixture of C'Oy, Oy and H,O. The process
was modelled using OpenFoam with implemented MCRT model. In one case
ortho-Cartesian mesh is refined to show what is the impact on the results. The
simulation results were confronted with experimental results of analogous test
cases done in a test rig installed at Institute of Power Engineering in Warsaw.

Moreover, the results for air case were compared with solution generated by

Ansys Fluent with DO model.

Pulverized coal combustion

Modelling of pulverized fuels combustion is a challenging task involving a num-
ber of phenomena like turbulence, species transport, interaction of gaseous
phase with particulate matter, convective and radiative heat transfer, evapo-
ration, devolatilization, chemical reactions etc. The ability of modelling such
systems gives an engineer a tool that plays an important role in design process
of combustion chambers, furnaces, burners and emission reduction devices. In
combustion chambers and furnaces, where high temperature levels are present,
radiation heat transfer mode is of great importance as it becomes a dominant
one. In most of furnaces exploited in power engineering, combustion processes
are held in air atmosphere. As a consequence, radiation models were suited
for application to heat exchange in air. However, new combustion technolo-
gies emerged due to the latest environmental policy of developed countries,
accordingly to which C'O, emissions are to be significantly reduced. One of
such technologies is oxy-combustion in which fuel is combusted in atmosphere
comprising of C'O,, Oy and H50 gases. Thus, there is also a need for a mod-
elling tool that is capable of dealing with radiative properties of modified
atmospheres. The current section presents MCRT model applied to radiation

modelling of pulverized coal combustion in both air and oxy atmospheres.

6.3.1 Test rig

The test rig is installed at Institute of Power Engineering in Warsaw (Fig.

6.16). It has a maximum thermal input of 0.5 MW and allows to:
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Figure 6.16: Overall view of 0.5 MW test rig installed at Institute of Power
Engineering in Warsaw used to test fuel combustion in various atmospheres.

test new designs of pulverized and gaseous fuel burners in order to de-

termine the ranges of operational parameters,

e examine the behaviour of various fuels during the combustion and co-

firing,

e cxamine the combustion process in modified atmospheres consisting of

OQ; COZ; N27 HZO7 SOZa NO7
e test technologies for reducing NO, emissions: SCR, SNCR,
e cxamine processes of ash accretion and its influence on metal erosion.

A schematic view of the combustion chamber is shown in Fig. 6.17. First
section of the chamber has cylindrical shape of diameter 0.64m and length
of Z = 3.61m. Second section widens to the diameter of 0.40m at the outlet,
which is positioned at Z,,,, = 4.10m from the front wall. The burner is installed
along the main symmetry axis in the center of the front wall.

Gas temperature is measured with thermocouples T'C, T'Cs, T'Cs located
at Z =0.33, Z = 1.80 and Z = 3.92m respectively. Moreover, concentrations
of Oy and C'O are measured in the last location near chamber exit by FTIR
analyser.

The rig is equipped with two inspection windows which are cooled with
air or, in the case of oxy-combustion, C'O,. The front wall is cooled down by

water piping system. Side walls are insulated by a layer of mineral wool which
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Figure 6.17: Schematic view of combustion chamber of 0.5 MW test rig
equipped with two side windows for visual inspection and thermocouples T'C',

TC,, TC,.

is placed at a distance from the chamber outer shell. Thus, there exist a gap
in between the chamber outer shell and insulation filled with air. In this way,
side walls are also cooled by unmeasured amount of air from the room, where
the rig is installed. It is known from experience that air escaping from the gap
has temperature of 373 — 473K.

Burner

During the tests a pulverized coal swirl burner designed in Institute of Power
Engineering in Warsaw was used, a scheme and sub-model geometry of which
are shown in Fig. 6.18 and Fig. 6.19.

inlet 2 inlet 1
inlet 3
| i i swirler
¢ burner-chamber
interface
1
1
1
- o s o g oy oy gy b g e i i g o i g = = = = - -
1
1
4 1
flame
stabilizer

Figure 6.18: Schematic view of a swirl burner used in tests, design of Institute
of Power Engineering in Warsaw. inlet 3 - fuel supply, inlet 1, inlet 2 - oxidant
supply through swirlers having exit angle 50 degrees with respect to burner
symmetry axis.
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Figure 6.19: Sub-model of the burner.

Fuel is fed into the burner by inlet 3, while inlet 1, inlet 2 are used to deliver
oxidant - air or a mixture of Oy and C'O,. The distribution of the flow between
inlet 1 and nlet 2 is proportional to the inlet cross-section area. Oxidant
passes through swirlers, after which its velocity forms an angle of 50 degrees
with burner symmetry axis. High swirl results in large recirculation zone in
the vicinity of the burner exit. Flame stability is ensured by the presence of
a cone-shaped blunt body in the center of the burner. The sub-model of the

burner is connected to the chamber by an interface.

6.3.2 Cases set-up

Cases
There are four cases of pulverized coal combustion analysed in the work, which

are summarized in Tab. 6.6:

Table 6.6: Cases summary

Case Name | Atmosphere CFD Package Radiation Model

AIR-F1 air Fluent Discrete Ordinates

AIR-OF air OpenFoam MCRT

AIR-OFref air OpenFoam, refined mesh MCRT

OXY-OF Oy — COy OpenFoam MCRT
Mesh

In order to account for a complex swirling flow with particles from a burner a
sub-model has been used (Fig. 6.19). It allowed for significant reduction of the
mesh size and computational time of the main model without compromising

accuracy. The main model consisted of two meshes - CFD and uniform ortho-
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Cartesian for ray-tracing. The z-y-z resolution of ortho-Cartesian mesh is 12 x

12 x 60. The summary of the meshes used in the simulation is given in Tab. 6.7.

Table 6.7: Mesh summary

Mesh No. of cells Avg. cell volume, m?
Burner sub-model 433 k 6.7 e-9
Chamber, CFD 356 k 5.6 e-6
Chamber, ortho-Cart. 8640 1.5 e4
Chamber, ortho-Cart. refined 9504 1.4 e4

Case AIR-OFref used locally refined ortho-Cartesian mesh. The refinement
region is located in the chamber in the visinity of burner exit, where the temper-
ature gradients are expected to be the highest. It is bounded by a prism defined
by two z-y-z points: ppm, = {—0.16, —0.16,0.05}, ppae = {0.16,0.16,0.28}, re-
sulting in refinement of 6 x 6 x 3 cells. The cells marked for refinement are

divided into eight smaller cells and yield 864 additional cells.

Coal Parameters
The test rig was fed with pulverized coal, a parameters of which are sum-

marized in Tab. 6.8. The diameters of coal particles are sampled from Rosin-

Table 6.8: Proximate and ultimate coal analysis, test conditions

Parameter | Units | Value
Moisture | % wght. | 4.2

Ash % wght. | 11.7
Volatiles | % wght. | 33.7
HHV kJ/kg | 25619
LHV kJ/kg | 24582
C % wght. | 63.58
H % wght. | 4.28
O % wght. | 13.84
N % wght. | 1.03
S % wght. | 1.37

Rammler distribution. The parameters of the distribution were determined
using data from sieve analysis: for mesh size 90 and 200 pm the retained mass
of coal was 8.21% and 0.72% respectively.

In general, when a coal particle enters hot combustion chamber it is heated
up and moisture evaporates. As the particle temperature increases, devolatiliza-
tion occurs and finally char is oxidized. In the simulation evaporation is en-
abled, devolatilization rate is approximated by single kinetic rate model with

pre-exponential constant A = 2.0e5 and activation energy E = 4.9¢7. Coal
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combustion is modelled using finite rate eddy dissipation model with a set of

homogeneous and heterogeneous global reactions listed below.
R#1 1.000Vol 4+ 1.08605 — 0.977CO + 1.890H20 + 0.038504 + 0.033 N3,
R#2 1.0C0O + 0.504 + 1.0H,0 — 1.0CO, + 1.0H,0,
R#3 1.0H; + 0.50, — 1.0H50,
R#4 1.0C 4+ 0.50, — 1.0C0O,
R#5 1.0C + 1.0H,0 — 1.0CO + 1.0H,,
R#6 1.0C' 4+ 1.0C0O4, — 2.0C0O.

The exact definition of the reactions is possible together with parameters from

Tab. 6.9. Data was taken from Toporov [118] and Chen [18] papers. Moreover,

Table 6.9: Parameters defining finite rate chemistry - coal combustion in air
and oxy atmospheres [18, 118] A - pre-exponential constant, £ - activation
energy, 5 - temperature exponent

Reaction A E I5;
R#1 1.60e6  5.06e7 1.00
R#2 5.42¢9 1.26e8 0.75

R+#3 5.00el12  1.00e7 1.0e7
R#4 0.00500 7.40e7  0.00
R#5 0.00192 1.47¢8 0.00
R#6 0.00635 1.62¢8 0.00

mass diffusion coefficients for reactions R#4, R#5, R#6 in air atmosphere are
equal to 5.32e-12, 5.77e-12 and 1.72e-12 s/ K™ respectively [18]. In the case
of oxy-combustion respective coefficients read 4.13e-12, 4.12e-12 and 1.69e-12.

Boundary Conditions
Tab. 6.10 presents the summary of the flows for two tested cases - AIR and
OXY combustion conditions, while Tab. 6.11 scrutinizes boundary conditions
for energy equation.

Total heat flux at side wall of the chamber has been estimated as a sum of

contributions from convection and radiation at external surface of the wall:

4=q +q. (6.5)

The temperature of the chamber outer shell and internal surface of the insu-

lation are assumed to be 563 K and 440 K respectively. Emissivity of both
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Table 6.10: Flows summary for test cases.

Flows Units | AIR OXY
Primary Oxidant m3/h 50 50
Secondary Oxidant m3/h | 280 155
Side Windows Cooling | m3/h 30 30
Coal kg/h | 47.9 479
Composition Units | AIR OXY
Primary Oxidant

Ny mole fr. | 0.210 0.000
CO, mole fr. | 0.000 0.800
O, mole fr. | 0.790 0.200
H,0 mole fr. | 0.000 0.000
Secondary Oxidant

Ny mole fr. | 0.762 0.000
COq mole fr. | 0.000 0.548
O, mole fr. | 0.203 0.452
H,0 mole fr. | 0.036 0.000

Table 6.11: Temperature, heat flux boundary conditions.

BC Name Units AIR OXY
inlet 1, 2 K 338 338
inlet 3 K 953 553
front wall K 1000 1000
side wall W/m? | -4000  -4000
side windows | W/m? | -55 500 -55 500

surfaces equals to 1.0. Thus, the radiative heat flux is:
q" = ea(Ts, —T2,) = 357T1W/m?>. (6.6)

Air enters the gap between the insulation and outer shell of the chamber with
temperature of 293 K and leaves having 493 K. The amount of air was not
measured however, it is estimated to be 45 m3 /h. Having the necessary data,

convective heat flux is
Ge = mcy(Tour — Tin) = 441W /m? (6.7)

finally giving ¢ = 3571 + 441W/m? = 4012W/m?.

Total heat flux at side windows was difficult to assess, since there were
no experimental data, that could explicitly be used. Therefore, the value of
total heat flux has been found iteratively from the simulation. The value was

modified to give the temperature at chamber exit close to the measurements,
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with the condition, that values of other monitored parameters (eg. Oy at exit,

temperature at other measurement points) were also acceptable.

Radiation Model
In the case of MCRT model uniform ortho-Cartesian mesh of x-y-z resolution
12 x 12 x 60 is used. The number of rays traced from each surface and volume
element is N = 400k.

DO model uses CFD mesh of size 356k elements. The angular discretization
is ¢ = 4, 0 = 4 yielding the order of the method equal to 16 (Si6).

The emissivity of coal particle surface is set to 0.9.

Surface emissivity of all chamber walls equals to 0.9 except for side windows,
for which emissivity is 1.0. Walls are assumed to be diffuse and gray.

Radiative properties of gases in the case of air combustion are modelled
by constant absorption coefficient of 1.0m~!. In oxy-combustion atmosphere
the properties of gases filling-up the enclosure are spectral-dependent and are
modelled using WSGG model with coefficients determined by G. Wecel [132].

6.3.3 Results

The results are organized in three sections. First section deals with pulver-
ized coal combustion in air atmosphere computed by two models Fluent and
OpenFoam - cases AIR-OF and AIR-FI. Second section compares results of
OpenFoam models for two atmospheres air and oxy Oy — COs - cases AIR-OF
and OXY-OF. In the last part results of ortho-Cartesian mesh refinement are
shown by comparison of AIR-OF and AIR-OFref cases.

Air Atmosphere

Tab. 6.12 shows comparison of the parameters measured during the test
on the rig with the simulation results. Energy balance is summarized in Tab.
6.13.

Fig. 6.20 and Fig. 6.21 show plots of mean temperature at sections located
at a distance from burner outlet and irradiation at centerline of the chamber
respectively.

Contours of velocity magnitude, temperature, irradiation, Oy and COs
mass fractions at the symmetry plane of the chamber are depicted in Figs
6.22, 6.23, 6.24, 6.25 and 6.26 respectively.
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Table 6.12: Comparison of the parameters measured during the test with sim-
ulation results (cf Fig. 6.17).

Param. | Units | Rig Meas. Rig Meas. AIR- AIR- OXY- AIR-
AIR OoXxXY OF Fl OF  OFref
T|TCy K 1618 1733 1650 1612 1689 1631
T|TCy K 1550 1571 1553 1486 1525 1515
T|TCs K 1273 1246 1280 1246 1208 1301
Oslout | vol.fr. 0.035 0.035 0.020 0.021 0.072 0.018
COlout | ppm 19 84 5 1 <1 7

Table 6.13: Energy balance.

Name Units | AIR-OF AIR-F1  OXY-OF AIR-OFref
Heat of Reaction kW 302.0 301.6 269.3 303.0
Side windows kW -84.4 -84.4 -83.0 -84.3
Radiative kW -80.4 -82.7 -80.8 -80.4
Convective kW -4.0 -1.7 -2.2 -3.9
Front wall kW -61.6 -68.2 -61.7 -62.5
Radiative kW -57.6 -65.4 -58.9 -58.4
Convective kW -4.0 -2.8 -2.8 -4.1
Side walls kW -25.5 -26.2 -25.2 -26.1
Convective kW -21.3 -23.3 -19.9 -21.5
Radiative kW -4.2 -2.9 -5.3 -4.6
Burner walls kW -1.3 0.0 -0.9 -1.8
Inlet 1 kW 0.03 1.3 0.2 -0.1
Inlet 2 kW 23.8 23.9 16.7 23.5
Outlet kW -150.3 -143.4 -111.2 -153.3
NET kW 2.8 3.2 4.2 -1.6
NET /Heat of Ret. % 0.9 1.1 1.6 -0.5

Temperatures predicted by both OF and Fluent models agree well with
the rig measurements (cf. Tab. 6.12). The differences between measured and
reported values are below 5%, with absolute differences being < 32 K and
< 64 K for OF and Fluent respectively. Moreover, O, concentration at the
outlet is close to the measured value for both models.

A good agreement between OF and Fluent models can be seen by com-
paring mean temperature at sections, shown in Fig. 6.20. The values corre-
sponding to AIR-FI are lower than those reported by AIR-OF by up to 5%
excluding the close vicinity of the burner outlet, where the difference is higher.
Also in this case, simulation results are close to the temperatures measured by
thermocouples.

The values of irradiation along the chamber’s main axis, shown in Fig.
6.21, correspond to the mean gas temperatures at sections. Here, the differ-

ence between models is 10% in the first part of the chamber located near the
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Figure 6.20: Mean temperature from chamber cross-sections located at dis-
tance Z from burner outlet and perpendicular to chamber axis compared to
temperature measurements from the test rig.
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Figure 6.21: Irradiation distribution along the main axis of the rig.
burner and up-to 20% near the chamber outlet. This fact can explained by the

discrepancies in both gas and wall temperatures. Average temperature of gas

equals to 1496 K and 1447 K, and average wall temperature is 1472 K and
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Figure 6.22: Comparison of velocity magnitude fields (m/s) for AIR-FI and
AIR-OF cases.
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Figure 6.23: Comparison of temperature fields (K) for AIR-FI and AIR-OF

cases.

1410 K for AIR-OF and AIR-FI respectively. Irradiation is proportional to T4,

thus 5% difference in temperatures can cause 20% difference in irradiation.
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Figure 6.24: Comparison of irradiation fields (WW/m?) for AIR-F1 and AIR-OF
cases.
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Figure 6.25: Comparison of O, mass fraction fields (-) for AIR-F1 and AIR-OF
cases.

Heat of reaction yielded by both OF and Fluent models is the same to the
accuracy of 0.2% (cf. Tab. 6.13). The values of total heat flux at individual
surfaces of the chamber are also in good agreement. However, convective part
of the heat flux calculated by AIR-OF model is higher than that of AIR-F1 for
all considered surfaces.

An inspection of contour plots confirms the statement that the simulation
results generated by OF and Fluent models are almost equivalent. The main

differences between considered models can be seen in the vicinity of the burner.
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Figure 6.26: Comparison of COy mass fraction fields (-) for AIR-FI1 and AIR-
OF cases.

In this region, the swirling flow coming out of the burner creates a recircula-
tion zone, whose shape differs between OF and Fluent (cf. Fig 6.22). Not only
the shape of this zone is a result of the flow pattern, but it is also influenced
by other factors like devolatilization and evaporation rate, chemical reactions
kinetics and turbulence. Thus the differences are also seen in contour plots
of temperature, Oy and C'Oy concentrations (Figs 6.23, 6.25, 6.26). Although
special care has been put to set all the model parameters to be exactly the
same in both models, there are some inherent differences between the models
codes, that can create discrepancies. The detailed investigation of the differ-
ences between Fluent and OF codes, excluding radiation models, is outside the

scope of the thesis.
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Air and Oxy Atmospheres

This section covers comparison of OXY-OF and AIR-OF cases. Tab. 6.12
shows comparison of the parameters measured during the test on the rig with
the simulation results. Energy balance is summarized in Tab. 6.13.

Fig. 6.27 and Fig. 6.28 show plots of mean temperature at sections located
at a distance from burner outlet and irradiation at centerline of the chamber
respectively.

Contours of velocity magnitude, temperature, irradiation, Oy and COs
mass fractions at the symmetry plane of the chamber are depicted in Figs

6.29, 6.30, 6.31, 6.32 and 6.33 respectively.
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Figure 6.27: Mean temperature from chamber cross-sections located at dis-
tance Z from burner outlet and perpendicular to chamber axis compared to
temperature measurements from the test rig.

Temperature reported by simulations in locations where thermocouples
were installed shows very good agreement with measurements at the test rig
in both AIR-OF and OXY-OF cases (cf. Tab. 6.12). The differences between
measured and predicted values for respective cases are below 3%.

Due to the low amount of recirculated C'Os in gases entering the combustion
chamber and their higher density, the velocities at the burner exit are lower in

the case of OXY-OF than in AIR-OF.
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Figure 6.28: Irradiation distribution along the main axis of the rig.
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Figure 6.29: Comparison of velocity magnitude fields (m/s) for OXY-OF and
AIR-OF cases.

In the case of OXY-OF mole fraction of O, resulting from simulation (7.2%)
significantly differs from measured value of 3.5%. Reported value of CO in ex-
haust gases is < 1 ppm (measured value 84 ppm), however there is unburned
char in ash escaping the chamber. The fact that not all combustibles entering
the chamber are completely burned is also seen in the value of heat of reaction
(Tab. 6.13). The value of 269.3 kW is lower than for AIR-OF case by 32.7 kW.
The discrepancies between Oy values from OXY-OF and measurements are
attributed to the kinetics of coal combustion chemistry. Constants for hetero-

geneous reactions were taken from open literature (cf. Tab. 6.9) for arbitrary
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Figure 6.30: Comparison of temperature fields (K) for OXY-OF and AIR-OF

cases.

1.70e+06
1.54e+06

1.41e+06

129e+06  a) OF AR

1.17e+06

~ 104e+08 18
921e+05 ' -
7.'98é+05I b) OF OXY
6.756+05
552¢+05
4.29e+05
3.06e+05
1.83e+05

6.00e+04  a)OFAR b) OF OXY

Figure 6.31: Comparison of irradiation fields (1W/m?) for OXY-OF and AIR-
OF cases.

coal. Therefore, those values should be reconsidered and modified in order to

achieve good agreement of simulation and test.
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Figure 6.32: Comparison of Oy mass fraction fields (-) for OXY-OF and AIR-
OF cases.
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Figure 6.33: Comparison of CO, mass fraction fields (-) for OXY-OF and AIR-
OF cases.

By comparing average temperature at sections (Fig. 6.27) it can be noted,
that OXY-OF case has higher temperatures than AIR-OF case near the burner
outlet and lower in the remaining part of the chamber. This observation is
consistent with measurements and also can be seen in respective contourplots
in Fig. 6.30. It should be noted that the values of temperature predicted by
model for oxy-combustion are lower than measured values by up to 46 K (Tab.
6.12). This situation is expected to improve as soon as proper combustion
kinetics is employed.

The values of irradiation along the centerline of the chamber (Fig. 6.28)
are significantly lower in the case of OXY-OF than in AIR-OF. The reason
behind such situation is that OXY-OF case has lower temperatures (cf. Fig.
6.27). Moreover, in OXY-OF case there should be higher equivalent absorption

coefficient, however this is not evident, since in WSGG model the medium is
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treated as a sum of gray gases. The full overview of the differences in irradiation
fields is seen in Fig. 6.31. It can be noted that irradiation corresponds to
the temperature field depicted in Fig. 6.30. For OXY-OF case the maximum
values of irradiation occur in the vicinity of the burner, where the maximum
temperature is also present.

It is also evident that OXY-OF case is much more sensitive to the sta-
tistical nature of Monte Carlo method, since the irradiation field has visible
oscillations throughout the domain. In the case of OXY-OF, spectral prop-
erties of gases are modelled using WSGG approach, in which an irradiation
field is a sum of irradiations resulting from each gray gas. In the equation
describing irradiation for a specific gas there is a division by a sum of gas
and particle equivalent absorption coefficients. Since not all of gases from a
mixture have high absorption coefficient (a neutral gas has absorption coeffi-
cient equal to 0) and not all domain is covered by particles, there are cells in
which there is a division by a close-to-zero term. In those cells, the value of
irradiation is computed less accurately. The solution is to trace more energy
bundles from a surface or volume element, reducing the variation in ¢, and g,
terms also present in the equation. However by doing so, it is clear that the
computational time quickly becomes a bottle-neck. In the present study 400k
of bundles were traced for each of 5 gray gases considered in WSGG model,
giving the total number of rays traced close to 16 - 10°. The problem of the
quality of the solution is a known issue. In the case of optically thin media (as
it is the case for some of gray gases from WSGG model) the formulation of
Monte Carlo model presented in the thesis is not optimal one. In the case of
optically thin medium it is preferable to use energy-partitioning formulation
to achieve good compromise between the solution quality and computational
time (cf. Sec. 3.6). Besides the issue described above, the presented model is

capable of generating results with good quality.

Air - Mesh Refinement
In the following the influence of ortho-Cartesian mesh refinement onto the
results is investigated. Therefore, two cases of pulverized coal combustion in air
are compared: AIR-OF and AIR-OFref, the second having the locally refined
mesh.

The location of the mesh refinement zone corresponds to the region of
high temperature gradients occuring in the vicinity of burner outlet. Higher

resolution of the mesh allows for better accuracy of the model, because the
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gas temperature, particle emission term and particle equivalent absorption
coefficient in ortho-Cartesian cell are averaged from lower number of CFD
cells.

Tab. 6.12 shows comparison of the parameters measured during the test
on the rig with the simulation results. Energy balance is summarized in Tab.
6.13.

Fig. 6.34 and Fig. 6.35 show plots of mean temperature at sections located
at a distance from burner outlet and irradiation at centerline of the chamber
respectively. The mesh refinement region is marked with blue rectangle.

Contours of temperature and irradiation at the symmetry plane of the

chamber are depicted in Figs 6.36 and 6.37 respectively.
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Figure 6.34: Mean temperature from chamber cross-sections located at dis-
tance Z from burner outlet and perpendicular to chamber axis compared to
temperature measurements from the test rig.

The comparison of mean temperatures at chamber cross-sections between
AIR-OF and AIR-OFref cases (cf. Fig. 6.34) shows the differences being < 2%.
Such differences are more attributed to the convergence of the model rather
than mesh refinement. Moreover, looking at temperature contourplot (Fig.
6.36) local temperatures in the refined region do not differ significantly.

Analogously, the reported values of irradiation are almost identical (cf. Figs
6.35 and 6.37), the differences being < 7%.
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Figure 6.35: Irradiation distribution along the main axis of the rig.
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Figure 6.36: Comparison of temperature fields (K') for AIR-OF and AIR-OFref
cases. Refinement region marked by blue rectangle.

In section 6.2.4 the mesh refinement showed significant impact on the re-
sults, however this is not the case for current example. The reason behind

it is the nature of the temperature field. The temperature field for the case
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Figure 6.37: Comparison of irradiation fields (W/m?) for AIR-OF and AIR-
OFref cases. Refinement region marked by blue rectangle.

presented in section 6.2.4 was given by a function of position and was con-
stant. In the case of 500kW combustion chamber, the temperature field is a
result of iterative calculations of conjugated heat transfer problem. Thus, even
if the zone of high temperature gradient is covered by mesh refinement, the
temperature field can change after some iterations to the state similar to that
before mesh refinement. Secondly, the case of pulverized coal combustion is
much more complicated than non-isothermal combustion chamber, because of
the presence of reacting particles. The radiative solution is affected not only by
temperature, but also by particle absorption and emission terms. Therefore,
even if the temperature field shows high local gradients, suggesting the loca-
tion of mesh refinement, it can be desceptive because of the opposite gradient
of particle emission terms. The presence of particles can cause more uniform
solution of radiative analysis than expected judging just from the temperature
field. In another words, the net radiative heat flux from a cell filled with cold
gas and hot particles can be the same as from the cell filled with hot gas only
(as is suspected to be the case in the vicinity of burner exit).

Since the cases with and without mesh refinement give results with only
small differences, it can be concluded, that the ortho-Cartesian mesh resolution
is adequate. It is also an evidence that the radiation problem can be solved on

much coarser mesh than CFD mesh without significant impact on the results.
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Chapter 7

Concluding remarks

7.1 Thesis summary

The thesis deals with development, validation and practical usage of Monte
Carlo Ray Tracing model applied to radiative heat transfer in absorbing, emit-
ting media.

MCRT technique in its application to radiative heat transfer has common
features with Hottel’s zonal method. In both methods the domain is subdivided
into a finite number of surface and volume elements. Within each element the
surface or medium parameters like temperature, surface emissivity or absorp-
tion coefficient of the medium have uniform distribution. In the case of formu-
lation used in the thesis, the results of radiative heat transfer, radiative heat
flux at walls and radiative heat source or sink in medium, are calculated using
so called radiation distribution factors (RDFs). The computation of RDFs is
the most time consuming part of MCRT. In the case of Monte Carlo in its
standard ray tracing variant, values of RDFs are estimated by tracing the rays,
i.e. emitting a large number of rays from a given element and registering the
elements in which absorption takes place. Random sampling, a feature char-
acteristic for Monte Carlo method, is used to determine the fate of each ray.
Thus the parameters and events specific for the ray like its emission direction,
absorption-free path, absorption at wall are determined by random sampling
from known probability density functions.

Contrary to Discrete Ordinates, a method widely used in engineering appli-
cations, MCRT can deal with boundaries of special type (specular reflections,
collimated beams) and complex material properties (non-diffusive surfaces,
anisotropic radiation). This is the only method capable of dealing with radia-

tive heat transfer problem of arbitrary level of complexity. Moreover, MCRT
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is not prone to ray effect and false scattering as it is the case of DO and is ca-
pable of generating benchmark solutions. Stated above features make MCRT
a promising tool for solving radiative heat transfer problems. However, the
method has some drawbacks that limit its applicability.

The main drawback of MCRT is the need for computational resources.
During the solution process, a huge number of rays (typically of order 10°,
10%) is emitted from each element and each of those rays has to be followed
till absorption. In the case of conjugate heat transfer simulations, there is a
need to simultaneously solve flow, turbulence, energy and radiation transfer
equations. Thus, the mesh has to be dense enough to allow for dealing with
small vortex structures characteristic for turbulent flow. Implementation of
MCRT method to dense meshes used for CFD purposes, results in prohibitively
long computational times. This fact is the reason why the method has not
been used widely in engineering applications. Moreover, it is not present in
commercial CFD packages, except for its basic version of surface-to-surface
radiation model for determination of view factors.

The stated above reasons have driven the subject and goal of the thesis,
i.e. to improve the performance of MCRT method, so that it would be capable
of dealing with conjugate heat transfer problems in times acceptable from the
engineering point of view.

The main outcome of the thesis was the development of an efficient system
for ray tracing utilizing coarse, ortho-Cartesian, structured meshes, which are
independent of CFD mesh and on which the radiation problem is solved. The
idea of using coarse, structured meshes was based on research of G. Wecel and
R. Bialecki [128, 129, 131], who used them in their work on boundary element
method. G. Wecel observed that BEM yields accurate results even for coarse
discretization of the domain. This fact was explained by the long distance inter-
actions occurring in radiative heat transfer, which tend to flatten temperature
gradients making dense mesh not necessary. Within the current thesis, the
solution of radiation heat transfer is interpolated from ortho-Cartesian mesh
onto CFD mesh using tri-linear interpolation scheme. The code is written in
C++ and is as an add-on to open-source CFD package OpenFOAM.

The ray tracing system developed within the current thesis incorporates
parametric non-uniform rational basis spline surfaces for the description of
boundaries. It can also deal with shadow zones. To the best knowledge of the
author, there was no ray tracer using NURBS surfaces employed in the field

of radiative heat transfer modelling. By using NURBS surfaces the domains of
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complex shapes can be easily approximated and their mathematical description
is compact, saving computer memory and transfer time. The main drawback
of employing NURBS surfaces is the ray-surface intersection algorithm - much
slower in comparison with the basic ray-triangle intersection. It was estimated
that the speedup resulting from usage of ortho-Cartesian mesh is 40 to 90
depending on the case, without significant impact on the accuracy. However,
it should be emphasized that the code is not professionally optimized, thus
the reported values of speed-up are believed to be substantially higher. The
higher the difference between ortho-Cartesian and CEFD cells, the higher the
speed-up.

An important step towards better efficiency of MCRT method was the im-
plementation of parallel computing inside the code of ray tracer using OpenMP
library. The logic behind employing the parallelization procedure is that trac-
ing of a single ray does not need any information from other rays. In other
words, rays can be traced independently. The code upgrade allows to run ray
tracer procedure, the execution of which is the most time-consuming part of the
whole code, on multiple threads on shared memory machines. In general, the
speedup depends on the machine, however the test case run on eight-processor
2x4 Intel Xeon 2.33 GHz machine with eight threads showed speedup of 6.

Due to relatively simple mathematical description of MCRT model, the
level of complexity of physics it describes can be gradually elevated with mod-
erate programming effort. The model developed in the thesis has few versions,
each of which can be chosen to suit a specific problem needs. Basic variant
of the model, deals with radiative heat exchange between gray surfaces. Sub-
sequently, it has been upgraded to account for the presence of optically ac-
tive gray medium, solid particles suspended in the fluid and, finally, non-gray
medium properties.

In the case of non-participating medium MCRT model developed within
the thesis is capable of dealing with specular and diffuse surfaces. Additionally,
it accounts for the presence of shadow zones i.e., when emitting and absorbing
surfaces do not lay on their line-of-sight.

The presence of solid particles suspended in the medium is taken into ac-
count in MCRT model. The particles are assumed to be ideal spheres that emit
and absorb radiation. However, during the tracing the ray can not be scattered
by them. Instead, the particles are seen by the ray in the form of a gas hav-
ing equivalent absorption coefficient. The equivalent absorption coefficient is

proportional to the concentration and section area of the particulates and it is
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being added to the gas absorption coeflicient, resulting in higher ray absorption
probability. The formulation allows the particles to have different temperature
than surrounding medium, contrary to the approach found in literature [121].
This fact improves the accuracy of the model in the case of pulverized coal
combustion, in which coal particles temperature significantly differs from the
gas.

Non-gray medium properties are modelled using WSGG approach which
guarantees accuracy and reasonable computing times needed in engineering
applications. The coefficients of WSGG model has been determined by G.
Wecel [130, 131, 132, 133] using HITEMP 2010 spectroscopic database to model
properties of O — 2 - C'O, mixture encountered in oxy-combustion systems.

In order to be certain the developed model produces unbiased results it
has been verified against available data. For non-participating medium, the
verification of the model has been done using two cases. First, was to compute
the value of a view factor and compare the result to the exact expression.
Second - to calculate radiative heat fluxes at walls of the cube and confront
the solution with S2S Fluent model. In both cases MCRT solution agreed very
well with benchmarks. The version of MCRT model dealing with absorbing and
emitting gray medium has been verfied against data generated by Radiarare
Network of research institutions. Two benchmark problems have been solved.
MCRT model results agreed to those obtained by other methods (MC, DO,
DT, BEM), yielding the differences < 1.5%. The last test has been conducted
to prove the non-gray medium properties are implemented in proper manner.
MCRT solution was found to follow benchmarks presented in G. Wecel paper
[132]. The differences of reported radiative heat source term were < 5% while
the predictions of radiative heat flux at wall were accurate to < 9%. The
main contributor to the discrepancies was different mesh resolution, causing
flattening of the temperature profile peak.

The developed version of MCRT for non-participating medium has been
demonstrated on the example of pit furnace conjugated heat transfer prob-
lem. The results were compared with Fluent S2S model showing very good
agreement and proving the model can be successfully applied to geometries of
complicated shapes with shadow zones.

The benefits of using MCRT model to gray participating medium has been
shown on the example of cylindrical combustion chamber by comparison to
Fluent DO model. Contrary to MCRT, DO is known to be prone to ray and

false scattering effects due to angular and spatial discretization of RTE respec-
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tively. It was shown, that to mitigate the solution deterioration due the the
presence of those effects, both angular and spatial discretication orders have
to be increased in DO model. The quality of the solution generated by the
highest order DO model (S5 — 2"¥0) was similar to MCRT model with 100k
rays emitted from one element.

In terms of performance, in the case the temperature field is given, DO
Si6 — 20 was 40 times faster than MCRT with 100k rays. Looking only
at this result, one can conclude that DO is more efficient, however it is not
always the case. For conjugate heat transfer problems, the temperature field is
found in iterative procedure, which involves flow, energy and radiation transfer
equations updates. The number of radiation field iterations can be very high
(10% — 10*), however it strongly depends on case. This fact reveals a field of
application of MCRT model, in which it can be better in terms of performance
than DO. The most time consuming part of MCRT is the determination of
RDFs matrix. It is done in the pre-processing stage and needs to be run only
once, provided the radiative properties of medium and walls are independent
of temperature. Once determined, RDFs matrix is used to determine radiative
heat fluxes at walls and heat sources in medium by substitution into equations.
It was found that after 60 radiation iterations, the total computational time
spend on MCRT model with 100k rays emitted from one element is less than
computational time of DO S5 — 2"?O. Thus, in application to conjugate heat
transfer problems, MCRT can be an interesting alternative to DO. It should be
emphasized here, that the code of MCRT model has not been optimized to give
the best performance, as it is the case of Fluent commercial code. Thus, it can
be expected, that there is a field for further improvement of the performance.

The concept of ortho-Cartesian mesh hierarchy was tested using this ex-
ample. The mesh was locally refined in the region of highest temperature gra-
dients. The reported differences in results were significant and < 16%.

OpenFoam code together with MCRT radiation model has been applied to
pulverized coal combustion in a test rig of maximum thermal input of 500 kW
installed in Institute of Power Engineering in Warsaw. Simulations included
combustion in air atmosphere, where the medium was treated as a gray gas
of constant absorption coefficient. In this case the results of OF with MCRT
model were validated against both Fluent DO solution and experimental re-
sults. The results shown very good agreement to analogous result generated
by Fluent code and to measured parameters (temperature, O at the outlet).

The differences in temperature predictions were < 5%. The version of MCRT
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code with WSGG model allowed to take into account spectrally dependent
gas properties in the simulation of coal combustion in C'O; — Oy mixture.
The results were confronted with measurements on the test rig yielding very
good temperature matching with differences < 3.5%. The simulation predicted
higher Oy concentration in exhaust gases and higher unburned char content in
ash escaping the chamber. The discrepancies were contributed to the kinetics
of coal combustion chemistry. Reaction rates constants have been taken from
open literature for coal of properties different from coal used during the test
on 500 kW rig. An interesting observation is that in the case of WSGG model
there is no need to recompute RDFs matrix, provided there is no significant
changes in particles, HoO and C'O, concentrations throughout the domain. In
WSGG model absorption coefficients of the gray gases comprising the model
depend only on the H,O and C'O, concentrations. Temperature variations are
taken into account in weighting coefficients, which can be updated indepen-
dently. This observation can save a lot of time, since computing values of RDFs
matrix is the most time-consuming part of the method.

In the case of combustion in air atmosphere, the ortho-Cartesian mesh was
locally refined in the vicinity of the burner, where the temperature gradients
are the highest. The comparison of the results shown no significant differences
between models with and without mesh refinement. It is explained by the
presence of hot coal particles in the relatively cold air coming from the burner.
Thus, even if the mesh was refined, it did not appreciably influence the radiative
energy emitted in each cell. In this case it has been proven, that using coarse
mesh in radiation heat transfer problem is good assumption and it has not
lowered the quality of the solution.

The thesis presented MCRT model, which at the current stage of develop-
ment is a mature method that can be successfully used for modelling radiative
transfer in engineering applications including conjugated heat transfer prob-
lems, spectral-dependent gas properties and presence of particles. The model
improvements, namely coarse hierarchical ortho-Cartesian mesh with NURBS
surfaces, resulted in almost 100 speed-up comparing to MCRT using dense
CFD mesh. The efficiency of MCRT is still worse than Discrete Ordinates,
however it has been shown that in conjugate heat transfer, MCRT can give
comparable or even shorter computational time. MCRT does not suffer from
ray and false scattering effects. In order to achieve reasonable computational

time a generation of ortho-Cartesian mesh is necessary.
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7.2 Suggestions for future work

Below, there is a list of ideas and problems that can be dealt with in the future:

e Read boundaries description directly from CAD file. This would greatly
simplify and shorten the preprocessing stage of the radiation model. In
the current version, every time the model is run it has to create NURBS
surfaces describing the boundaries from the selected points lying on the

boundary, which is a time consuming task.

e In the presented version of the radiation model, the boundary is described
by a set of NURBS surfaces. Each boundary cell of the domain has
at least one NURBS surface representing a fragment of the boundary.
It is suggested to allow the boundary cells to share the same NURBS
surface with other cells. In this way the mathematical description of the
boundaries will be simplified and the number of bounding boxes crossed

by the ray will be lowered.

e Adapt the code of MCRT radiation model to handle massively parallel
computations. Now the code allows parallel computing of RDFs matrix
only on shared memory computers. However, a step forward would be to
take advantage of the distributed-memory multiprocessors and/or net-

works of workstations as they have huge computational power.

e MCRT radiation model can be upgraded to account for scattering on

particles.

e A detailed models of gas radiative properties (k-distributions models) can

be implemented within the framework of the current radiation model.
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Appendix A
Surface to Surface method

The surface to surface (S2S) method was developed by Hottel [50] to deal
with radiative heat transfer between surfaces, where the effects of participating
medium are negligibly small or do not exist at all. It is also referred to as a
Net FExchange Method.

The derivation of the equations for the method uses the concept of an en-
closure, which is defined as an outer surface of the domain under the considera-
tion. The enclosure may be composed of real and artificial surfaces, altogether
forming a closed region.

The quantity of interest in the case of surface to surface radiation, when
the boundary temperatures are known, is the net radiative heat flux ¢" at
any location on the boundaries of the enclosure. In the case, the radiative
heat fluxes are specified, the unknowns are the surface temperatures 7. In the
following, it is assumed, that the surfaces are gray and diffuse.

The net radiative heat flux at the surface is obtained by making an en-
ergy balance, which in the absence of convection and conduction, is given by

equation (see Fig. A.1)
q =b—1, (A1)

where ¢", b, i are respectively net, outgoing and incident radiative energy fluxes.
1 is also called surface irradiation and b radiosity.

The incident heat flux is calculated using the concept of view factor, the
detailed derivation of which can be found in [81, 108]. The view factor dFy4,—4a,
is defined as (cf. Fig. A.2)

cos 0; cos 0;

dFdAi—dAj = dAj, (AQ)

m|rr;|?

153



Figure A.1: Radiative energy balance for a surface.

where dA;, dA; are differential surfaces centred at points r;, r; and having
normal vectors n;, n;, |r;r;| is the distance between surfaces and 6;, 6; are
angles between surface normal vectors and the line connecting the surfaces.

The view factor can also be interpreted as a diffuse energy leaving dA; directly

Figure A.2: Notation for radiative exchange between two diffuse differential
areas.

towards and intercepted by dA; to the total diffuse energy leaving dA,;.
In practical problems, the enclosure is subdivided into a finite number of

areas. Over each area the following following assumptions are made:

i) the temperature is uniform,

ii) the surface properties €, a, p are uniform and are independent of wave-

length and direction,
iii) all the energy is emitted and reflected diffusely,

iv) the incident and reflected energy flux is uniform.

In the case of finite areas A; and A; the view factor F}; is defined by

_ //cos@ ; cos 0, dA, A, (A.3)

| |?
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The view factors obey reciprocity and summation rules

N
» F; = 10, (A.5)
j=1

where N is the number of surfaces, which the enclosure was divided into.
Recalling equation (A.1), the surface net heat flux is a difference between
irradiation and radiosity. The irradiation on a surface element ¢ can be ex-

pressed by means of view factors as
N
j=1

Using reciprocity rule (A.4) and dividing by A; yields
N

Jj=1

The radiosity from surface element ¢ is a sum of emitted and reflected energy
fluxes

bi = (1 —e€)ii+eep;, 1<i<N. (A.8)

Substituting ¢ from equation (A.1) into (A.8) yields

1

€

Then, using equations (A.1), (A.7) and (A.9) and rearranging produces

AN P! al
[_Z] _ (_ _ ]_) E]:| q; = E [5” — E]] €b,j, 1 S 7 S N, (AlO)
1

€

Jj=1

where 0;; is Kronecker delta. In the case all temperatures are known, equation

(A.10) may be presented in the matrix notation as
C-q =e, (A.11)

and

e=A ey, (A.12)
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where C, A are matrices with elements

i 1

Cy; = —2L-— (— — 1) Fj, (A.13)
€6\

Aij = 0y — Fy, (A.14)

for 1 <i,57 < N. Matrix C is generally fully populated, while A diagonal. q*
is the vector of unknown radiative heat fluxes and e}, denotes known surface
emissive powers. Set of linear algebraic equations (A.11) and (A.12) is solved
for unknown vector q*.

In the case the surface temperatures are not defined for all the surfaces,
equation (A.11) can be rearranged into a similar equation containing all the un-
knowns. Moreover, if surface temperatures are not known they can be found by
solving the heat conduction problem in the walls forming the enclosure assum-
ing no radiation contribution in appropriate boundary conditions. The solution
of heat radiation problem (A.11) yields then the radiative heat fluxes on the
walls. Using their values, corrected temperatures of the radiating boundaries
are produced by solving the heat conduction problem in the walls. Alternat-
ing solutions of radiation and conduction problems are continue until desired

accuracy is achieved.

The crucial and the most time consuming part of the S2S method is the
computation of view factors. According to equation (A.3), the calculation of
the view factor between any two surfaces needs an evaluation of four dimen-
sional integral, which is not a trivial task even for relatively simple geometries.
Additional difficulty is associated with the singular bahvior of the integrand
for the case of neighboring elements. A number of numerical methods can be
utilised for evaluation of view factors. An extensive review of available methods

is given in monographs [81, 108|. The methods include:
e Direct integration

— surface integration,

— contour integration,
e Monte Carlo sampling

e Special methods
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— view factor algebra,
— crossed-strings method (2D only),
— unit sphere method,

— inside sphere method.

The description of the S2S model was based under the assumption that the
surfaces are gray and diffuse. However, the model can be upgraded to include
spectral variations of surface parameters. This can be done by implementing
the model separately for each wavelength interval, for which the surface prop-
erties are assumed to be wavelength independent, and summing up the results.
Moreover, the model has an extension to incorporate the specular reflections
from surfaces. In this case, the solution is considerably more involved and time

consuming.
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Appendix B

Reciprocity equations

B.1 Absorbing and emitting medium without par-

ticles

This paragraph aims to derive the reciprocity equations (4.9 - 4.12) used in the
formulation from section 4.1.1. In the case of absorbing and emitting medium
without particles, there are four types of reciprocity equations for four different

pairs of elements (cf. Fig B.1):
e surface - surface,
e surface - volume,
e volume - surface,
e volume - volume.

For each pair of elements, irrespectively of their type, the net heat exchanged
between elements ¢ and j due to radiation, Q}_,;, is given by an equation

Qi,; = E; — E. (B.1)

i—J
Using the definition of radiation distribution factor - equation (4.1) - yields:

Qi; = E;;Dij — E ;Dy;. (B.2)
Recall equation (4.2) for radiative energy emitted from surface and volume

elements:

Bl =

e

{ eAey, (surface), (B.3)

ArkV I, (volume).
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Figure B.1: Radiative exchange between elements of different type.

Equation (B.1) should hold for every case. Therefore it should also be valid for

a special case, when the temperatures of both elements ¢ and j are equal:
T, =1T;. (B.4)

In this special case, due to the lack of temperature difference, there exists a
thermal equilibrium state between elements and the net heat exchanged due

to radiation Q)] .. = 0. Therefore the following equation holds:

T
i—j

E;,Dij = E¢;Dj;. (B.5)

Expanding equation (B.5) with the help of (B.3) and keeping in mind that

e = ey = o1} = oT} yields:

Surface-surface

Ez'Az'eb,iDz’j = €jAjeb,iji7 (B-G)
EiAiDz‘j = EjAijia (B-7)
Volume-surface
4/‘%‘/2617,1‘1)@']‘ = EjAjeb,ijia (B-8)
4rk;V;D;; = €;A; D, (B.9)
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Surface-volume
eiAieb,iDij = 4/'€j‘/v]'€b,jD

7o

Jiy

Volume-volume
eiAieb,iDij = 4/'€j‘/v]'€b,jD

7o

kiViDij = k;ViDy;,

(B.10)

(B.11)

(B.12)

(B.13)

where equations (B.7), (B.9), (B.11), (B.13) are called reciprocity equations.
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B.2 Absorbing and emitting medium with par-

ticles

The reciprocity equations for the case of absorbing and emitting medium with
the presence of particles are derived in the similar way, shown in section B.1.

There are four types of reciprocity equations for four different pairs of
elements (cf. Fig. B.1):

e surface - surface,
e surface - volume,
e volume - surface,
e volume - volume.

Volume elements may include particles that also emit and absorb radiative

energy. For each pair of elements, irrespectively of their type, the net heat

exchanged between elements ¢ and j due to radiation, Q)j_,;, is given by an
equation

Using the definition of radiation distribution factor - equation (4.20) - yields:

:*)] — E;ZDZJ - E;]Dﬂ <B15)
Recall equation (4.21) for radiative energy emitted from surface and volume

elements:

[ { eAey, (surface), (B.16)

‘ ArkV 1, + 47V E,, (volume).

Equation (B.14) should hold for every case. Therefore it should also be valid for
a special case, when the thermal equilibrium between i and j elements exists.
In this special case of thermal equilibrium, the net heat exchanged between

elements due to radiation @)} .. = 0 and

;1—>j
E;,Dij = E;;Dj;. (B.17)
Due to the expansion of equation (B.17) with the help of (B.16):

Surface-surface
el-Al-eb,iDl-j = ejAjebJDji. (Blg)
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Since the thermal equilibrium between elements holds:
CZ—'i = 7}7 eb,i = eb,ja (Blg)

Volume-surface

(4/452“/;65,2‘ —+ 47T‘/;Ep7l') Dij = ejAjeb,jD (B21)

ji-

It should be noted that the equilibrium state can be fulfilled by infinite number
of sets of temperatures 73,7, ;,T}. It also should hold for the case when the

temperature of particles, gas and surface are equal:
T, =T, ="1j. (B.22)

Recall equation (4.22) which is

M 4 M 2 4
ol nd: ., ol
E,;= Z €p.mApem 71-{; = Z €pm Z —ﬂ_{; . (B.23)
m=1 v m=1 v

It is assumed that the temperature of particles is uniform inside volume element
1 and equal to T, the particle temperature can be moved outside the summation

over particles:

oT}! M rd?
Epi=—") €m o (B.24)

m=1

Now the so called particles equivalent absorption coefficient is defined as

M wd?
Ff/pﬂ' = Z Ep,m4—1{} (B25)
m=1 v
and used to give
oT? €hi
E,i=—“k,; = kK, B.26
P, - Fp, - kp, ( )

Thus, equation (B.21) can be written as
(41‘{@"/2‘6[,72‘ + 471"/;%/{1;72‘) Dij = ejAjeb,iji, (B27)
7T
4 (/{i -+ "{P,i) ‘/zDz] = GjAiji. (B28)
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Surface-volume

Volume-volume
(41‘{@"/2‘61)7@‘ + 47T‘/iEp,i) Dij = (4/47‘/}61;,]‘ + 47T‘/;’Ep,j) Dﬂ (B30)

It should be noted that the equilibrium state can be fulfilled by infinite number
of sets of temperatures 73,7}, ;, T}, T, ;. It also should hold for the case when

the temperature of particles and gas are equal:
T=T,,=1T,=1T,;. (B.31)

Using equation (B.25), with the assumption that particle temperatures in vol-

ume elements ¢ and j are uniform, equation (B.30) can be written as
Cb,i €b,j
(4riViers +47Vi%ik, ) Dy = (41,Viers + 47V, %20,5) Dy, (B.32)
T s

(ki + kpi) ViDij = (K5 + kpj) Vi Dy (B.33)

The equations (B.20), (B.28), (B.29) and (B.33) are called reciprocity equa-

tions.
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Appendix C

NURBS curves and surfaces

The purpose of this section is to provide a brief description of parametric non-
uniform rational basis spline (NURBS) surfaces. More detailed information
can be found in textbooks by Farin [31] and Piegl [96] and in surveys [32, 95].
Since the NURBS surfaces are represented as a cartesian product of NURBS

curves, the latter are described in the first place.

C.1 Curves

A NURBS curve is a parametric vector-valued piecewise rational polynomial

function of the form .
> wiPiNjp(u)
C(u) = =0

— , (C.1)
;wiNzyp(u)

where u is a parameter, w; are weights, P; are control points and N; ,(u) are
the normalized B-spline basis functions of degree p and order p+ 1, defined by

Cox-de Boor recursion formula:

Nio(u) 1 it w <u < ug,
o(u) = .
' 0 otherwise,
U — Uy u; —u
Nip(u) = 72Ni7p—1(u) + LNi—i—l,p—l(u)a (C.2)
Witp — Uj Witp+1 — Uit

where u; are knots, forming a knot vector

U = {ug, u1, ..., Up, } (C.3)
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The degree, number of knots and number of control points are related by
m=n+p+ 1 (C.4)

In the case of non-uniform and non-periodic B-splines, the knot vector is given
by
U={a,a,..,aup1, ..., Um—p-1, 5,5, ..., 5}, (C.5)

where the knots at the end a and 3 are repeated with multiplicity p 4+ 1. In
most practical problems ov = 0 and 5 = 1. The basis functions, given by (C.2),
are defined over the parametric interval u € [0, 1].

The curve from equation (C.1) can be expressed as

C(U) = ZPZRLP(U)’
Riplu) = —2ielt) (C.6)
goijj,p(u)

where R; ,(u) are called rational basis functions.
Using four-dimensional homogeneous coordinate system, equation (C.1)

can be rewritten as
n

C"(u) = PINiy(u), (C.7)

i=0
where superscript h denotes homogeneous coordinates system (z,y, z, w). The
fourth dimension w stores the weights of control points.

It can be noted, that in order to compute the coordinates of the point on
the NURBS curve from equation (C.1), the values of basis functions N; ,(u)
have to firstly determined. A basis function of a given degree p depends on
basis functions of lower degree p — 1, with the exception for degree 0, which
takes values 0 or 1. Thus, the higher the degree of a curve, the more expensive
is its evaluation. The growing computational costs are better visible, when the

basis functions are grouped in a triangular pattern:

Ni,p
Nip—1 Nig1p-1

Nio Niy1o0 - Nigp2o (C.8)

165



In general, NURBS curve can be viewed as a parametric interpolation curve
created basing upon the control points. The influence of an individual control
point P; on the shape of NURBS curve can be adjusted by modifying the
corresponding value of weight coefficient w;. Setting the value of weight to
0 causes the control point to have no influence on the curve. By increasing
the value of weight, the curve bends towards the control point. In theory it is
possible to set negative values to the weights, however it may introduce some
problems in the form of singularities, unpredictable curve shapes and convex
hull property can be lost. Thus, in practice, the weights values are always > 0.

In order to to derive formulas for the curve derivative, equation (C.1) is

rewritten to the form

C(u) = = (C.9)

where n, d are nominator and denominator of equation (C.1). Using this nota-

tion, derivative of NURBS curve at a given point u is

0C(u) n'd—nd

o) —
C'(u) = 9 PR (C.10)
where
n = szP N, ( (C.11)
d = ZwiNi/,p(u). (C.12)
=0

The derivative of basis function are

Nigoa(w) + (u = wi)Nip 1 (0) | Wiy = w)Nisap 1 (@) = Nigapa(w)

Ujpp—1 — Uy Uitp — Uit

Nip(u) =
(C.13)
The derivatives of N (u) = 0 for all u.

C.2 Surfaces

A NURBS surface of degree p in u direction and degree ¢ in v direction in a

bivariate vector-valued piecewise rational function of the form

Z% ;)wi,jpi,jNi,p(u)Nj,q(U)
S(u,v) = ——
2 > Wi jNip(u)Njq(v)

=05=0

, (C.14)
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where u, v are parameters, w; ; are the weights, P; ; are control points forming
a control net, N; ,(u), N;,(v) are the normalized B-splines of degree p and ¢ in

the u and v directions respectively, defined over the knot vectors

U = {0,0,...,0,tpr1, s Up_p1, 1,1, .., 1}, (C.15)
V o= {0,0,...,0, 0451, ., Vs—g_1,1,1,..., 1}, (C.16)

where the end knots have multiplicities p + 1 and ¢ 4 1 respectively and r =
n+p+1and s =m+ ¢+ 1 hold.

An evaluation of surface derivatives is an important topic, since they are
frequently used in computation of surface normal vector and in the iterative
Newton’s procedure for finding ray-NURBS surface intersection. In practice,
first order derivatives are of interest and therefore the discussion is limited to
that case only. In the case of a surface defined in two dimensional parametric
space, the partial derivatives are required. The partial derivative of a NURBS

surface in u and v parametric directions are

_ 0S(w,v) o (n, dy
Su = aT_d<n d)’ (G-17)
~ OS(w,v)  n (n, dy
] (C.18)

where d,n denote denominator and nominator of equation (C.14) and

n, = Zzwa N. (1) Nj4(v), (C.19)

=0 7=0

de = D) wi N, (u)N;,(v), (C.20)

i=0 j=0

ne = DD wiPiNip(w)Nj,(v), (C.21)

i=0 j=0

dy = Y > wiiNip(u)Nj (v). (C.22)

i=0 j=0

The derivatives N are computed using equation (C.13). The physical meaning
of directional derivatives S,,, S, is that they are tangent vectors to the under-

lying NURBS surface at a given point Py = {ug, v} (cf. Fig. C.1). The surface
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Figure C.1: NURBS surface tangent S,, S, and normal N vectors at an arbi-
trary point Py = {ug, vp}.

normal vector N and unit normal vector n can be determined from

N = S, xS, (C.23)
N

n = —. C.24)
IN]
x % %

NURBS curves and surfaces exhibit the following properties:
e All basis functions have values > 0.
e For any parameter u, the sum of all basis functions equals 1.

e The maximum order equals the number of control points in a given para-

metric direction.

o [f the values of all weights are > 0, the curve or surface lies in the convex

hull, formed by the union of p 4+ 1 successive control points.

Convex hull property is one of the most important features of NURBS curves
and surfaces, since it guarantees that the curve or surface lies inside the region

bounded by control points.

C.3 Trimmed Surfaces

A Trimmed NURBS Surface is defined by underlying NURBS surface S(u,v)
(C.14) of parametric domain 2, : {0 < v < 1;0 < v < 1} and 7 sets of

trimming curves C; that define restrictions for €2,. Each set C; is composed
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of curves C;; defined in u — v space that form a closed loop. The direction
of the loop is significant, since it defines which portion of the domain is to
be discarded and which retained. If the trimming curves from set C; form a
countercolckwise loop (looking in the direction opposite to the surface nor-
mal vector n) the part of the parametric domain lying outside of the loop is
discarded and lying inside is retained (cf. Fig. C.2). The loops can be nested
but can not intersect each other and the outermost loop must be defined in a

counterclockwise direction.

i i >
0 1 u

Figure C.2: NURBS Surface parametric domain trimmed by two sets of trim-
ming curves. The resulting valid domain is marked by colour.
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Appendix D

Newton’s method of ray - NURBS

surface 1intersection

The propagation of an energy bundle (ray) is described by a parametric vector
equation
r(t)=ro+d-t, (D.1)

where rq is origin vector, d is direction vector of the energy bundle, t is the
line parameter.
According to [61, 76| the ray equation can be rewritten as an intersection

of two planes m; and m (Fig. D.1)

7 Plo(ng,d) =0, i=1,2. (D.2)
AN M
T o d
o \ o
n,

Figure D.1: A ray of origin ry and direction d described by means of two
arbitrary planes 7, mo of normal vectors n; and ny respectively.

Vectors P? P! are defined in homogeneous coordinate system by arbitrary,

perpendicular unit vectors ny, ny and distances from the coordinate system
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origin dy, ds:

where
di = —1n; - I, 1= 17 2, (D4)

Ray-surface intersection point can be expressed by

Inserting equation (D.3) to (D.5) yields a system of equations

. n; 'S(U,U)+d1
Fluv) = <n2 -S(u,v) + d2> ! (D-6)

in which the parameters of the intersection point v*, v* are unknown. Newton’s

method uses truncated Taylor expansion for the function

(ZnJri) = (Zn> — I up, vp) - F(tn, vn), (D.7)

where J is Jacobi matrix of system of equations F and is defined by

J=(F,,F,) = (I” ' S“<“’U>> . (D.8)

n, - S,(u,v)

Vectors S,,, S, are directional derivatives in u, v directions of parametric sur-
face S(u,v), defined by equations (C.17) and (C.18). The exit conditions for

Newton’s iteration are

1. Convergence
|[F (un, vn)[| <, (D.9)

where € is user specified threshold,

2. Divergence
[ (1, vng )| > [[F (s 0] (D.10)

3. Exceeding maximum number of iterations 7.,

n > Nz (D.11)
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According to [76] there is one more exit condition for Newton’s iteration, i.e.
when the solution is outside the valid parametric domain u € [tmin, Umaz ), U &
[Umins Umaz ). This condition was not taken into account, because the intersec-
tion point is subjected to further tests, described in section 4.5 which are more
strict. In theory it can happen that the Jacobian is close to zero and its inverse
tends to infinity. In this case either the surface is not regular or the ray is par-
allel to a tangent vector at this point. In such case authors of reference [76]
suggest performing a jittered perturbation of the parametric point and initiate
the next iteration. The model presented in this paper does not check for the
singularity of Jacobian because of a few reasons. During the tests of the model
the situation of singularity of Jacobian has never been encountered. Moreover,
the aim is to make Newton’s iteration as fast and simple as possible by remov-
ing unnecessary operations. Since the ray tracing procedure involves testing
millions of rays against possible intersection with surfaces, the computational
costs of addition of a new checking condition can be much higher than simply
trace a new ray. The condition for checking the singularity of Jacobian was
also omitted in the works of Abert [1, 2|. Finally, if the Jacobian is singular,

the computed point is rejected or not found and a new ray is traced.
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Abstract

The main objective of the thesis was to develop Monte Carlo Ray Tracing method able
of sloving conjugate heat transfer problems in domains of arbitrary shapes, in the presence of
non-gray gases and solid particles. The model uses coarse hierarchical ortho-Cartesian mesh
with NURBS surfaces for boundary description, which is created based on CFD mesh. Ortho-
Cartesian and CFD meshes exchange data. Thus, parameters of walls, medium and particles
are averaged and serve as an input for radiation model solved on ortho-Cartesian mesh. The
results being radiative heat flux and radiative heat source/sink are interpolated back onto CFD
mesh. The code of the model is written in C++, uses multi-threading for parallelization and is
designed to be an add-on to open-source CFD package OpenFoam.

It was shown that computational time of ray tracing on coarse ortho-Cartesian mesh and
NURBS surfaces as boundaries can be 100 times faster than done on dense CFD mesh.

First part of the development consisted of model verification. The model has been sucessfully
verified for a number of test cases including non-participating and participating medium wit
gray gray and non-gray properties.

Subsequently, the model was employed to simulate the nitriding process of metal shaft in
the pit furnace. The analysis allowed to determine the radiative power of electric heaters and
temperature across the funace. The results showed excellent agreement with Ansys Fluent S2S
model, proving applicability of MCRT to problems with non-participating medium.

MCRT model was also applied for simulation of non-isothermal chamber filled with gray
gas. It was found that MC, contrary to DO, is not prone to false scattering and ray effects. It
was also estimated that MC computing time can be comparable to that of DO for conjugate
heat transfer problems, provided the radiative properties of walls and medium are temperature
independent. The functionality of ortho-Cartesian mesh hierarchy was confirmed.

The final application of MCRT was simulation of conjugate heat transfer of pulverized
coal combustion in air and oxygen-enriched atmospheres in the test rig of 500 kW maximum
thermal input installed in Institute of Power Engineering in Warsaw. The results agreed very
well with rig measurements for both air and oxy atmospheres. The results were also confronted
with Fluent DO model and proven the capability of MCRT to solve problems with particles

suspended in the medium and non-gray medium properties.

187



USPRAWNIENIE METODY MONTE CARLO W OSRODKACH
EMITUJACO-ABSORBUJACYCH W JEJ ZASTOSOWANIACH W
NUMERYCZNEJ MECHANICE PLYNOW

Pawel Kuczynski

Promotor: prof. dr hab. inz. Ryszard Bialecki

Instytut Techniki Cieplnej
Politechnika Slaska, Konarskiego 22, 44-100 Gliwice, Poland
e-mail: pawelkuczy@yahoo.com

Streszczenie

Gléwnym celem pracy bylto rozwiniecie modelu Sledzenia Promieni Monte Carlo, zdolnego
do rozwiazywania sprzezonych zagadnien wymiany ciepta w obszarach o dowolnych ksztaltach,
obecnosci gazow nieszarych oraz czastek. Model uzywa rzadkiej hierarchicznej siatki ortokartez-
janskiej z powierzchniami NURBS do opisu brzegow, ktora jest tworzona na podstawie siatki
CFD. Pomiedzy siatkami zapewniono niezbedng wymiane informacji. Parametry $cian, osrodka
oraz czastek sa usredniane i shuza jako wartosci wsadowe do modelu radiacji uzywajacego siatke
ortokartezjanska. Wyniki, bedace radiacyjnymi strumieniami ciepta na $cianach oraz radia-
cyjnymi objetosciowymi zrodtami energii sa interpolowane na siatke CFD. Kod napisany jest
w C++, wykorzystuje wielowatkowo$¢ do zréwnoleglenia obliczen i jest zaprojektowany jako
dodatek do pakietu OpenFoam z otwartym kodem Zréodtowym.

W pracy udowodniono, ze czas sledzenia promieni na siatce ortokartezjanskiej z powierzch-
niami NURBS, moze by¢ 100 razy mniejszy niz na gestej siatce CEFD.

Pierwszg czes¢ w procesie rozwoju modelu byta weryfikacja. Model zostal pozytywnie zw-
eryfikowany na kilku przypadkach testowych wlaczajac w nie osrodki przezroczyste i aktywne
z szarymi i nieszarymi wlasno$ciami gazow.

W kolejnej czesci pracy model zastosowano w symulacji procesu azotowania metalowego
walu w piecu wglebnym. Analiza pozwolila okresli¢ radiacyjna moc elektrycznych grzatek oraz
temperature w piecu. Wyniki wykazaty bardzo dobra zgodno$¢ z modelem S2S Ansys Fluent,
potwierdzajac mozliwosé zastosowania modelu MC do probleméw w osrodkach przezroczystych.

Model MC uzyto w symulacji nieizotermicznej komory wypelnionej gazem szarym. Wykazano,
ze rozwiazanie MC, w przeciwieristwie do DO, nie jest narazone na efekty promienia oraz falszy-
wego rozpraszania. Oszacowano, ze czas obliczen MC moze by¢ zblizony do DO dla sprzezonych
probleméw wymiany ciepta, przy zatozeniu ze wlasnosci radiacyjne scian oraz osrodka sa nieza-
lezne od temperatury. Potwierdzono dziatanie hierarchicznodci siatki ortokartezjariskiej.

W ostatnim przyktadzie model MC uzyto w symulacji spalania pytu weglowego w atmosfer-
ach powietrznej oraz wzbogaconej tlenem na stanowisku testowym 500 kW Instytutu Energetyki
w Warszawie. Wyniki wykazaly bardzo dobra zgodno$¢ z pomiarami dla obydwu atmosfer. Pon-
adto, wyniki byly poréwnane z modelem DO Fluent i wykazaly mozliwosé zastosowania MC

do zagadnien sprzezonej wymiany ciepta z czastkami oraz gazem nieszarym.
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