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1. Introduction to modeling and simulation of heat transfer

“Heat transfer is a discipline of thermal engineering that concerns the generation,
use, conversion, and exchange of thermal energy and/or heat between physical
systems. Heat transfer is classified into various mechanisms, such as heat con‐
duction, convection, thermal radiation, and transfer of energy by phase changes.
Engineers also consider the transfer of mass of differing chemical species, either
cold or hot, to achieve heat transfer. While these mechanisms have distinct
characteristics, they often occur simultaneously in the same system” [1].

In recent times, numerical modeling and simulation techniques have been increasingly applied
to the problems of heat transfer. Various studies have been carried out utilizing the basic
techniques and their modifications and/or customized variants to customize, operate, test,
evaluate, optimize and judge the performance of experimental systems and actual engineering
problems. Problems particularly related to engineering issues in the fields of energy [2], oil
and gas, metallurgy [3], chemical, process and reaction engineering, fuel cell technologies,
manufacturing technologies [2], nanotechnology [4, 5], and aerospace have been extensively
studied.

This chapter enlists, describes, explains and elaborates with examples these techniques as
applied to problems and practical scenarios of heat transfer.

2. Basic techniques of modeling and simulation

Modeling and simulation, like any other field of science and technology has some certain basic
techniques using which all practices are carried out. These are the foundation stones on which
the building of modeling and simulation practices and procedures is built.

© 2015 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use, distribution,
and reproduction in any medium, provided the original work is properly cited.



2.1. Introduction

Various techniques have evolved in modeling and simulation since its inception [6] for the
solution of technical and engineering problems, ranging from ancient Roman military
techniques to classical analog methods to modern Runge – Kutta method and Monte Carlo
techniques. [7]. The history of modeling and simulation dates back to ancient times. It was first
used by ancient Romans to simulate the actual war conditions in areas of peace to train its
soldiers to fight in areas where they have never been. These war games were based upon very
well and adequately designed models. Later, techniques of modeling and simulation were
used by artists and scientists to test their designs of statuary or edifices during the age of the
Renaissance (1200 – 1600 C.E). The renowned Leonardo da Vinci, extensively made use of
techniques of modeling and simulation to test and validate his models in art, military, and civil
works. [7]. Chess, also known as the world’s first war game and its evolution in to a computer
game is a result of rigorous use of techniques of modeling and simulation [8]. Similarly, war
games (a technique of modeling and simulation) were used in Europe (Prussia, modern-day
northeastern Germany) and same was used by Army Corps of Engineers in the United States
[9]. In technical fields, the first successful use is reported in the production and use of “Link
Flight Simulator”, which was patented in 1929 by the American Edward Link. [10]. SAGE –
semi, automated ground environment (1949);, MEW – Microwave early warning (1950) [11];,
“Whirlwind”, MIT, Cape Cod System (1953) were also important milestones in modeling and
simulation. Ranging from days of the Cold War to the war in Iraq (1991), more advanced
techniques were used to develop more realistic and real-world-scenario war games. Following
this increasingly well designed simulation centers were opened at various universities and
institutions in the United States and the world to better research the areas of modeling and
simulation, develop new models, improve existing ones, and develop applications, as a result
of which various new techniques/methods of modeling and simulation were formulated [11].

2.2. Energy minimization

Energy minimization (also called energy optimization or geometry optimization) methods are
numerical procedures for finding a minimum on the potential energy surface/state starting
from a higher energy initial structure/state [1, 14]. These are extensively used in chemistry,
mathematics, computer science, image processing, biology, metallurgical engineering,
materials science, mechanical engineering, chemical engineering, electrical engineering etc. to
find the stable/equilibrium states of molecules, solids, and items. Extensive studies have been
carried out in various fields making use of energy minimization techniques to formulate
models highlighting the importance, significance, and use of this method in modeling and
simulation and solution of engineering problems.

Levitt [12] used energy minimization to formulate solutions of protein folding. The potential
energy functions used are detailed and include terms that allow bond stretching, bond angle
bending, bond twisting, van der Waals’ forces, and hydrogen bonds. A unique feature of the
methods used includes easy approach for restrained energy minimization work (including all
terms) to anneal the conformations and reduce their energies further. The methods used were
very versatile and were proposed to be applicable for building models of protein conforma‐
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tions that have low energy values and obey a wide variety of restraints. Recently, Micheletti
and Maritan, [13] also used energy minimization methods to formulate solutions of protein
design. They went a step further in their approach, and defined actual real-world scenarios
and formulated alternative design strategies based upon correct treatment of free energy.
Sutton [14] presented the use of energy minimization methods to determine the solution of
atomic structures and solute concentration profiles at defects in elemental solids and substi‐
tutional alloys as a function of temperature. He used mean field approximation, rewrote free
energy, used Einstein models and auto-correlation approximation and showed that the better
statistical averaging of the auto-correlation approximation leads to better temperature – and
concentration – dependent pair interactions. His formula was fairly simple and effective. Lwin
[15] used spreadsheets to solve chemical equilibrium problems by Gibbs energy minimization.

Similarly, Olga Veksler during her PhD thesis at Cornell University [16] presented the use of
energy minimization techniques in computer vision problems. She developed algorithms for
several important classes of energy functions incorporating everywhere smooth, piecewise
constant and piecewise smooth priors. These algorithms primarily rely on graph cuts as an
optimization technique. For a certain everywhere smooth prior, an algorithm based on finding
the exact minimum by computing a single graph cut was developed. For piecewise smooth
priors, two approximate iterative algorithms, computing several graph cuts at each iteration,
were developed and for certain piecewise constant prior, same algorithms were used along
with a new one which finds a local minimum in yet another move space. The approach was
quite effective on image restoration, stereo, and motion. [16]. Similar studies were carried out
later as well to further test and evaluate energy minimization in computer vision [17, 19].
Nikolova [20] explained the use of energy minimization methods in the field of image analysis
and processing. Onofrio and Tubaro applied the same to the problem of three-dimensional
(3D) face recognition [21]. Standard [22] explained the use of energy minimization to determine
the states for a molecule in chemistry; he explained that the geometry of molecule is changed
in a stepwise fashion so that the energy is reduced to lowest minimum.

Figure 1. Graphical representation of energy minimization process [22]
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Figure 1 shows energy minimization process for a molecule in steps. “Most energy minimization
methods proceed by determining the energy and the slope of the function at point 1. If the slope is positive,
it is an indication that the coordinate is too large (as for point 1). If the slope is negative, then the
coordinate is too small. The numerical minimization technique then adjusts the coordinate; if the slope
is positive, the value of the coordinate is reduced as shown by point 2. The energy and the slope are again
calculated for point 2. If the slope is zero, a minimum has been reached. If the slope is still positive, then
the coordinate is reduced further, as shown for point 3, until a minimum is obtained”. [22]

There are other methods for actually varying the geometry to find the minimum [22]. Many
of these, which are used to find a minimum on the potential energy surface of a molecule, use
an iterative formula to work in a step wise fashion. These are all based on formulas of the
following type:

new oldx x correction= + (1)

where, xnew is value of the geometry at the next step, xold is geometry at the current step, and
correction is some adjustment made to the geometry.

2.2.1. Newton Raphson method

“The Newton-Raphson method is the most computationally expensive per step of all the methods utilized
to perform energy minimization. It is based on Taylor series expansion of the potential energy surface
at the current geometry” [22]. The equation for updating the geometry is a modification of eq. [1]:

( )
( )

'
.

''
old

new old
old

E x
x x

E x
= - (2)

The correction term depends on both the first derivative (also called the slope or gradient) of
the potential energy surface at the current geometry and also on the second derivative (also
called the curvature). The Newton Raphson method involves fewest steps to reach the
minimum.

2.2.2. Steepest descent method

This is a method which relies on an approximation. In this method, the second derivative is
assumed to be a constant.

( )'new old oldx x E xg= - (3)

where γ is a constant. In this method, the gradient at each point is again calculated. Because
of the approximation, it is not efficient, so more steps are required to find the minimum. [22]
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2.2.3. Conjugate gradient method

“In this method, the gradients of the current geometry are first computed. Then, the direction of the
largest gradient is determined. The geometry is minimized along this one direction (this is called a line
search). Then, a direction orthogonal to the first one is selected (a ‘conjugate’ direction). The geometry
is minimized along this direction. This continues until the geometry is optimized in all the direc‐
tions”. [22]

2.2.4. Simplex method

In the Simplex Method, the energies at the initial geometry and two neighboring geometries
on the potential energy surface are calculated (points A, B, and C in Fig. 2).

Figure 2. Schematic of Simplex Method implementation (three points)

“The point with the highest energy of the three is noted. Then, this point is reflected through the line
segment connected to the other two (to move away from the region of high energy). For example, if the
energy of point A is the highest out of the three points A, B, and C, then A is reflected through line
segment BC to produce point D.” (Fig. 3)

Figure 3. Simplex Method (four points)

“In the next step, the two original lowest energy points (B and C) along with the new point D are
analyzed. The highest energy point of these is selected, and that point is reflected through the line segment
connecting the other two. The process continues until a minimum is located” [22]. As a result, it is
the least expensive in CPU time per step. However, it often requires the most steps.
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2.3. Molecular Dynamics (MD) simulations

Molecular dynamics (MD) is a technique in which physical movements of atoms and molecules
is simulated using computers. In this the atoms and molecules are allowed to interact for a
period of time, giving a view of the motion of the atoms. MD simulation circumvents the
problem of finding the properties of complex molecular systems by using numerical methods.
In the most common version, the trajectories of molecules and atoms are determined by
numerically solving Newton’s equations of motion for a system of interacting particles [1, 23].
This is one of the two main families of simulation techniques [23]. The results of molecular
dynamics simulation can be used in various fields such as thermodynamics, biology, chemis‐
try, materials science and engineering, statistical mechanics and nanotechnology [1, 24, 25].

van Gunsteren, [26] explained in detail about methodology, applications and prospective of
molecular dynamics in chemistry. He effectively explained molecular dynamics in terms of
choosing unavoidable assumptions, approximations and simplifications of the molecular
model and computational procedure such that their contributions to the overall inaccuracy are
of comparable size, without affecting – significantly the property of interest. “He further
postulated and argued that the aim of computer simulation of molecular systems is to compute
macroscopic behavior from microscopic interactions giving the reason that the main contributions a
microscopic consideration can offer are (1) the understanding and (2) interpretation of experimental
results, (3) semi – quantitative estimates of experimental results, and (4) the capability to interpolate
or extrapolate experimental data into regions that are only difficultly accessible in the laboratory” [26].
His methodology was good, accurate and in detail for explaining molecular dynamics. A
similar study is also conducted by McKenzie [27]. Karplus and McCammon [28] extensively
reviewed the use of molecular dynamics as applied to biomolecules. Their study encompasses
all aspects of application of computational techniques for solving structure, folding, internal
motion, conformational changes, etc., of biomolecules and problems. A similar study was
carried by Kovalskyy et al. [29] in which they used molecular dynamics for the study of
structural stability of HIV – 1 Protease under physiological conditions.

Kupka [30] applied molecular dynamics in computer-based graphic accelerators. He proposed
an algorithm consisting of CPU and GPU parts, The CPU part is responsible for streams
preparations and running kernel functions from the GPU part, while the GPU part consists of
two kernels and one reduce function.

A very nice study about molecular dynamics simulation for heat transfer problems is given
by Maruyama [31]. He also applied MD simulations to the problem of heat conduction of finite
length single walled-carbon nanotubes [32]. The measured thermal conductivity did not
converge to a finite value with increase in tube length up to 404 nm, but an interesting power
law relation was observed.

Wang and Xu applied MD techniques to problems of heat transfer and phase change during
laser matter interaction [33]. They irradiated argon crystal by a picoseconds pulsed laser and
investigated the phenomena using molecular dynamics simulations. Result reveals transition
region, superheating, and rapid movement of solid-liquid interface and vapors during phase
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change. Lin and Hu [34] applied the same techniques to the problems of ablation and bio heat
transfer in bimolecular systems and biotissues and developed a new model.

Krivtsov, [35] discussed the problems of heat conductivity in monocrystalline materials with
defects via molecular dynamics simulation. “It was shown that in ideal monocrystals the heat
conductivity is not described by the classical conductivity theory. For the crystals with defects for the
big enough specimens the conductivity obeys the classical relations and the coefficient (β) describing the
heat conductivity is calculated. The dependence of the heat conductivity on the defect density, number
of particles in the specimen, and dimension of the space is investigated” [35]. The obtained depend‐
encies increase with time: almost linear in two dimensional (2D) cases and nonlinear in one-
dimensional (1D) and (3D) (with positive time derivative in 1D case, and with negative time
derivative in 3D case).

Figure 4. An element of 2D monocrystal with predefined distribution of defects.[35]

He also applied the same technique for determining and simulating the mechanical properties
of polycrystals as well earlier. [36]. Recently, Steinhauser applied molecular dynamics
simulation technique to various condensed matter forms [37]. He showed how semi flexibility
or stiffness of polymers can be included in the potentials describing the interactions of particles
in proteins and biomolecules. For ceramics he modeled the brittle failure behavior of a typical
ceramic and simulated explicitly the set-up of corresponding high-speed impact experiments.
It was shown that this multiscale particle model reproduces the macroscopic physics of shock
wave propagation in brittle materials very well while at the same time allowing for a resolution
of the material on the microscale.
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2.4. Monte Carlo (MC) simulations

Monte Carlo (MC) methods/simulations are a set of simulation techniques that rely on repeated
random sampling to compute their results. They are often used in computer simulations of
physical and mathematical systems. These are also used to complement theoretical derivations.
Monte Carlo methods are especially useful for simulating systems with many coupled degrees
of freedom, such as fluids, disordered materials, strongly coupled solids, and cellular struc‐
tures. They are widely used in business (calculation of risk), mathematics, (evaluate multidi‐
mensional definite integrals), Space exploration, and oil exploration (predictions of failures,
cost overruns and schedule overruns) [1, 38].

Howell [39] explained in detail the use of Monte Carlo method in radiative heat transfer
problems. He used the method for computations of complex geometries, configurations, and
exchange factors, inverse design, packed beds, and fiber layers, etc., and also explained the
use of related algorithms (READ, REM, Markov Chains, etc.). A similar study was also
conducted by Zeeb [40] and Kersch (1993) [41]. Modest [42] used various implementations of
the backward Monte Carlo method for problems with arbitrary radiation sources. His focus
area was backward Monte Carlo simulation. He included small collimated beams, point
sources, etc., in media of arbitrary optical thickness and solved radiative heat transfer equation
with specified internal source and boundary intensity.

Frijns et al. [43] used Monte Carlo simulation to discuss and solve problems of heat transfer in
micro and nanochannels. They proposed and utilized a combination algorithm of Monte Carlo
and molecular dynamics simulation to argue about its effectiveness.

Figure 5. Schematic view of the coupling algorithm. Left: MD steps; right: MC steps. The particles that have been as‐
signed to molecular dynamics have a light color, whereas the MC particles are dark [43]
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Steps of performing simulation are: I) define an initial condition. II) Assign particles to MD or
MC part. III) Distribute over MD and MC codes. IV) Compute new positions and velocities.
V) Update the particles in the buffer layer. VI) Start over with step III.

An extensive use of Monte Carlo in gas flow problems is explained by Wang and co-workers
[44, 45, 46]. They used direct simulation MC for simulation of gas flows in MEMS devices. They
examined orifice and corner flow using modified DSMC codes and showed that the channel
geometry significantly affects the micro gas flow [44]. For orifice flow, the flow separation
occurred at very small Reynolds numbers while in corner flow, no flow separation occurred
even with a high driving pressure. The results were found to have good agreement with
continuum theory and existing experimental data. In a later study, they used the same methods
to discuss and solve the problem of gas mixing in micro channels [45]. Very high Knudsen
numbers were used. The simulation results show that the wall characteristics have little effect
on the mixing length. The mixing length is nearly inversely proportional to the gas tempera‐
ture. The dimensionless mixing coefficient is proportional to the Mach number and inversely
proportional to the Knudsen number. They also extended the use of their codes to heat transfer
and gas flow problems in vacuum-packaged MEMS devices [46] and found to have good
results in explaining the heat transfer and gas flow behavior on chip surfaces.

2.5. Langevin dynamics

Langevin  dynamics  is  an  approach  to  the  mathematical  modeling  of  the  dynamics  of
molecular systems. The approach is characterized by the use of simplified models while
accounting for omitted degrees of freedom by the use of stochastic differential equations.
[1]. In philosophy, the Langevin equation is a stochastic differential equation in which two
force terms have been added to Newton’s second law to approximate the effects of neglected
degrees of freedom. One term represents a frictional force, the other a random  force [47].
They are used in biology, chemistry,  engineering, etc,  to formulate solutions of complex
problems. Antonie [48] used LD methods to investigate influence of confinement on protein
folding. He used MATLAB to formulate code of equation developed using LD methods.
The model developed and then its  programming was found effective.  A similar type of
study was also conducted by Lange et al [49].

Quigley [50] discussed the advantages of using LD in constant pressure extended systems and
showed it to be effective technique for simulating the equilibrium isobaric–isothermal
ensemble. They analyzed canonical ensemble, Hoover ensemble, and Parrinello–Rahman
ensemble and showed that despite the presence of intrinsic probability gradients in this system,
a Langevin dynamics approach samples the extended phase space in the correct fashion. Wu,
Li and Nies [51] applied Langevin dynamics method to the problem of cross-linking into
polymer networks. Commercially available software package GROMACS 4.0 was used for
simulation. Their study revealed that cross-linking is associated with effects such as changes
in thermodynamic stability of reacting mixture or the presence of nanoparticles. This also
facilitated the study of macromolecules.
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2.6. Normal mode (harmonic) analysis

Normal mode (harmonic) analysis is a method of simulation in which the characteristic
vibrations of an energy-minimized system and the corresponding frequencies are determined
assuming its energy function is harmonic in all degrees of freedom. Normal mode analysis is
less expensive than MD simulation, but requires much more memory [52]. These are exten‐
sively used in science and engineering to model, simulate and solve engineering problems.
Magyari [53] used this method to examine the convection model of the fully developed flow
in a differentially heated vertical slot with open to capped ends. He found that the method is
quite transparent and has algebraic and computational efficiency. It is shown that dimension‐
less temperature field and the velocity field scaled by the Grashof number are characterized
by only two physical parameters; also, capped slot is an ideal heat transfer device. Schuyler et
al., [54] used the same method to Cα – based elastic network model (Cα – NMA) of protein
analysis and “present a new coarse grained rigid body based analysis (cluster NMA). This new cluster
NMA represents a protein as a collection of rigid bodies interconnected with harmonic potentials. This
produces reduced degree of freedom (DOF) equations of motion (EOMs), which even in the case of large
structures enable the computation of normal modes to be done on a desktop PC” [54]. This new cluster
NMA proved to be very effective for protein analysis. Similar type of studies have been done
by Hinson [55] in France and showed that normal mode analysis is advantageous as no
sampling is required, enables fast calculations and is simple to use. However, it suffers from
the drawback of exhibiting inaccuracies in certain cases and is limited to single-well potentials
and thus offers no possibility to study conformational transitions explicitly.

Figure 6. “Overlay of average neurotensin structures. The relative orientation of the structures minimizes the RMSD between the
C _ atoms. The green structure is obtained from state A, and the two yellow structures are obtained from state B. The parts of the
side chains that were overly distorted due to the averaging were removed. The N terminus is oriented towards the upper right
corner”. [49]
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Figure 7. Elastic network model [55]

2.7. Stimulated annealing

“Simulated annealing (SA) is a random-search technique which exploits an analogy between the way
in which a metal cools and freezes into a minimum energy crystalline structure (the annealing process)
and the search for a minimum in a more general system; it forms the basis of an optimization technique
for combinatorial and other problems” [56]. It has attracted significant attention as suitable for
optimization problems of large scale, especially ones where a desired global extremum is
hidden among many, poorer, local extrema. The method has proved effective in solving
problems such as traveling salesman problem in N cities, designing complex integrated
circuits, etc. In the latter case it has proved effective in arranging several hundred thousand
circuit elements on a tiny silicon substrate in an optimized way so as to avoid/minimize
interference among their connecting wires. “SA’s major advantage over other methods is an ability
to avoid becoming trapped in local minima. The algorithm employs a random search which not only
accepts changes that decrease the objective function (assuming a minimization problem), but also some
changes that increase it” [57].
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3. Modeling and simulation of heat transfer — Applications

Modeling and simulation of heat transfer phenomena is the subject matter of various recent
studies in many technical and/or engineering applications. It has helped a great deal in
operation, achieving enhanced results, increasing efficiency, and optimizing processes. It is
one of the basic engineering techniques used in analysis of engineering problems/processes
during initial steps/stages of design. This section highlights this significance of heat transfer
in various engineering applications via modeling and simulation approach.

3.1. Introduction

Heat transfer analysis has made its distinct position among engineering analyses carried out
for any technical/engineering problem/application at first hand. Providing initial data, it paves
the way for in-depth analysis and incursion into the problem solving technical intimacies. Its
use has gained more importance and popularity especially after the introduction of computer/
simulation techniques [2, 3]. Ironically, its use started in complex engineering problems such
as determining the heat transfer profile of single crystal turbine blades, determining heat
transfer coefficients for material(s) in tube and shells heat exchangers for measuring and
enhancing process efficiency [3] and then extended to simpler situation and scenarios.

3.2. Modelling & simulation of heat transfer in process industry

Process industry is one of the major industries that utilise heat transfer and thermodynamic
studies to operate and optimize its processes. Equipment such as Heat Exchangers, Boilers,
Evaporators, Dryers, Condensers, Ovens, Reboilers, etc., rely and heavily make use of heat
transfer studies for their optimum and efficient operation. Several tools such as FLUENT,
Modelica, FEMLAB, APROS (Powerful dynamic simulation), BALAS (Conceptual process
design), ChemSheet (Process Chemistry), KilnSimu (Rotary Kiln Simulator), etc., are being
frequently used to model and simulate the process engineering parameters of different units/
unit operations [58].

3.2.1. Boilers

Heat transfer of boilers is extensively studied as it helps immensely in finding the parameters
and determining the process efficiency of equipment as well as suggesting its design improve‐
ment. Bordbar and Hyppänen [59] explained the use of modeling for problem of radiation heat
transfer in a boiler furnace. Temperature and heat flux within the furnace and on the heat
surfaces was investigated. They used CFD method for solving velocity field of combusted fuel
from the burner using some empirical equations and found that use of CFD on the model
developed conforms to measured data and greatly helps in achieving the results.

Earlier, Zeeb [60] used the Monte Carlo method to study the same problem in axisymmetric
furnace and got good results. Gómez, Fueyo and Díez, used the same CFD method to solve a
model for the calculation of “shell-side flow and the shell-side, tube-side and tube-wall, thermal fields,
and of the shell-tube heat-exchange in convective zone of power station 350 MW boiler. The model allows
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for several arbitrarily-interconnected heat-exchanging elements to be simulated in a flexible manner.
The model has been validated with the simulations of a real power-station convective zone for different
loads, and the agreement between calculated and plant data has been satisfactory” [61]. Sørensen et al.
[62] used modeling and simulations to check, measure, optimize, and improve the perform‐
ance of a fire tube boiler. Model covers effect of flue gas and the water-/steam sides. Various
sub-models form final “overall model for the complete boiler. Sub models have been defined for the
furnace, the convection zone (split in 2: a zone submerged in water and a zone covered by steam), a
model for the material in the boiler (the steel) and 2 models for resp. the water/steam zone (the boiling)

Figure 8. An illustration of our simplified model of the furnace, The names that we used of different parts of the fur‐
nace with the volume and surface zones, the position of the burners in the front and rear walls. [59]
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and the steam. The dynamic model has been developed as a number of Differential-Algebraic-Equation
systems (DAE). Subsequently MATLab/Simulink has been applied for carrying out the simulations”
[62]. A full-scale experiment was carried out to verify the simulated results and they are found
to be in good agreement. In a similar study [63], modeling and simulation was applied for
optimizing the dynamic performance of water tube boiler installed on board ship Coral
Princess.

In this study, the object function to be optimized takes the weight of the boiler and its dynamic
capability into account. “The dynamic model for simulating boiler performance consists of a model
for the flue gas side, a model for the evaporator circuit and a model for the drum. The dynamic model
has been developed for the purpose of determining boiler material temperatures and heat transfer from
the flue gas side to the water-/steam side in order to simulate the circulation in the evaporator circuit
and hereby the water level fluctuations in the drum” [63]. As in previous study, DAE is used to
develop and MATLAB is used to simulate the model. The results are found to be in good
agreement with experimental data.

Figure 9. (a) Radiative heat flux distribution on the front wall of the furnace (Btu / ft2hr). (b) Radiative heat flux distri‐
bution on the side wall of the furnace (Btu/ ft2hr). [59]
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3.2.2. Heat exchanger

Heat transfer and its modeling and simulation for heat exchangers have been nicely reported
in various excellent studies. Dafe., [64] presented the use of FLUENT for CFD codes used to

 
 

Figure 10. Coral Princess at sea and boiler installed on ship [63]
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solve problems of heat transfer in plate heat exchangers. The work was carried out to determine
the effect of channel geometry and flow conditions on the heat transfer. Two PHE’s, one with
wave geometry and the other with chevron design were studied. Temperature of the wall was
kept constant, water was used as the working fluid, and the mass flow rate varied to study the
effect of Reynolds number. Simulated Reynolds number range is 100 – 25, 600.

Figure 11. Plate Heat Exchanger [64]

It was efficiently shown that choice of PHE geometry is a strong function of application.
Convective design is shown to give better convective properties for low Reynolds number
applications while at higher Reynolds numbers chevron design gives better convective
properties. Tomas et al., [65] described the use of object-oriented heat exchanger models for
simulation of fluid property transitions. The models were written in Modelica. Three models
were developed and employed, namely, Model 1: instantaneous property change; Model 2:
Ideally mixed volume; Model 3: Transition port delay. Simulations showed that Model 3 is the
best for determining computational performance as well as affording flexibility in fluid
dispersion modeling. Othman, et al. [66] used CFD as a tool in solving and analyzing problems
of heat transfer in shell and tube heat exchanger. Gambit 2.4 was used as tool for simulation.
Same experimental parameters at constant mass flow rate of cold water varying with mass
flow rate at 0.0151 kg/s, 0.0161 kg/s and 0.0168 kg/s of hot water were used. The CFD model
is validated by comparison to the experimental results within 15% error.
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3.2.3. Condensers

Heat transfer in condensers is vastly discussed and has been in practice since long for solving
efficiency problems and determining process parameters. Various research and industrial
studies have explained the use and application of heat transfer via modeling for condensers.
Corberan and Melon [67] developed a model to predict the behavior of the finned tube
condenser and evaporators that work with R-134a. For simulation of evaporator and condens‐
er, many of the phase change heat transfer coefficient correlations are considered and the most
recommended correlations are used. The experimental study to validate the model has been
carried out in a small air-conditioning unit with cross-flow air refrigerant type heat exchangers.
The model is capable of predicting the heat transfer of an evaporator or condenser with
accuracy of ±5% in the studied range. Qureshi et al. [68] developed a mathematical model of
evaporative fluid coolers and evaporative condensers to perform a comprehensive design and
rating analysis. A fouling model was used to investigate the risk based thermal performance
of evaporative heat exchangers. It is solved by Engineering Equation Solver (EES). It showed
“that thermal effectiveness of the evaporative heat exchangers degrades significantly with time
indicating that, for a low risk level (pZ0.01), there is about 66.7% decrease in effectiveness for the given
fouling model. Furthermore, it is noted that there is about 4.7% increase in outlet process fluid
temperature of the evaporative fluid cooler. A parametric study was also performed to evaluate the effect
of elevation and mass flow rate ratio on typical performance parameters such as effectiveness for rating
calculations” [68].The model was well validated by experimental results. Acunha Jr et al. [69]
further discussed this problem using FLUENT. They studied the air and water behavior inside
an evaporative condenser operating with ammonia as the refrigerant fluid. The “air flow is
modeled as a continuous phase using the Eulerian approach while the droplets water flow is modeled as
a disperse phase with Lagrangian approach. The coupling between pressure and velocity fields is
performed by the SIMPLE algorithm. The pressure, velocity and temperature fields are used to perform
qualitative analyses to identify functional aspects of the condenser, while the temperature and the relative
humidity evolution contributed to verify the agreement between the results obtained with the numerical
model and those presented by equipment manufacturer” [69]. It was shown that use of deflectors
with different angles along the air inlet may attenuate the effects caused by vortex in the
entrance region, and hence improve the heat transfer in tubes located immediately above this.
Overall results were found to be in good agreement. Lee et al., [70] in a recent study reported
the use of modeling and simulation for heat transfer related problems in a simple shell and
tube condenser for a longitude baffles for a moderately high temperature heat pump. A
simulation method was developed and used to carry out size determination and performance
rating of S&T condenser. A good agreement is observed between computed values and
experimental data. The deviation (CV) is within 3.16% for size estimation and is within 1.02%
for performance rating.

3.2.4. Ovens

Therdthai, et al. [71] used 3D CFD modeling and simulation for the determination of temper‐
ature profiles and airflow patterns in continuous oven used for baking process. It was used to
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predict dynamic responses during continuous baking process. “According to the simulation
results, the heat supply could be reduced whereas the airflow volume should be increased. With this
modification, the weight loss of bread was reported to be reduced by 1.4% with an acceptable crust color
and a completed baking as indicated by its internal temperature” [71]. Flick et al. [72] used modeling
for determining heat transfer and fluid flow inside pressure cooker. A 3D CFD code was
developed and is used to reproduce the experimentally observed trends and some experi‐
mentally difficult to characterize phenomena (fluid flow).

Figure 12. Geometry and mesh of pressure cooker [72]

Further aim of the work is to use numerical simulation for the choice of operating conditions
and equipment design which was achieved nicely. Similarly, Sargolzaei et al. [73] applied 1D
finite difference and 3D computational fluid dynamic models on the hamburger cooking
process. Three different oven temperatures (114, 152, 204°C) and three different pressures (20,
332, 570 pa) were selected and nine experiments were performed. An optimum oven temper‐
ature in the range of 114°C to 204°C was proposed. Effect of oven temperature on weight loss
is more than pressure. Decreasing oven temperature and increasing cooking time can increase
uniformity of temperature distribution in the hamburger, and therefore, microbial safety will
increase as well as product quality. The CFD-predicted results were in good agreement with
the experimental results than the finite difference (FD) ones. But finite difference model was
more economical due to longer time needed for CFD model to simulate (about 1 h). Several
other authors used CFD codes for modeling and simulation of heat transfer problems in ovens
and found them to be very effective in predicting the results and optimizing process. [74, 75]

3.3. Modeling and simulation of heat transfer in manufacturing industry

Heat transfer studies have also been extensively carried out in manufacturing engineering
processes. The models developed, their simulations, and data generated from them have
helped immensely in defining process parameters and increasing process efficiencies. Proc‐
esses such as Casting, Welding, Machining, Powder Metallurgy, Forging, Rolling, Extrusion,
Plastics forming have been extensively studied by heat transfer models to improve and
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optimize their performances. Various commercially available general – purpose and custom
built software have been used to perform simulations.

3.3.1. Castings

Heat transfer and its modeling and simulation approach have been extensively applied to
foundry technology and processes. Determination of time of solidification, prediction of
solidification pattern and structure, improvement of gating system, furnace and mold design
are the most important areas in which heat transfer has been applied. Sabau et al. [76] presented
heat transfer analysis of direct chill (DC) cast process of ingot using boundary conditions.
“Heat transfer phenomena such as (a) direct contact of liquid metal and mold, (b) air gap between mold
and ingot surface, (c) water cooling on rolling and end faces of the ingot, (d) ingot contact with the
bottom block, and (e) water intrusion between the bottom block and ingot were analyzed. Data on solid
fraction and temperature evolution were compared at points located on the end face for the two cases in
which heat transfer conditions (a) were assumed to be the same on both ingot faces, and (b) were assumed
to be different on the two ingot faces and in the corner. Small differences in solid fraction were observed
while temperature distribution showed significant differences when more appropriate heat transfer
boundary conditions were used on the end face and corner regions” [76]. Rafique et al. [77] applied
modeling and simulation to the problem of heat transfer during solidification of liquid metal
in investment casting mold using C++. A mathematical model was developed using standard
transport equations incorporating all heat transfer coefficients to calculate the time for
solidification of metal in casting and computer simulation of the model was carried out in C+
+ to validate the model.

 
 

Figure 13. Investment casting tree a) with thermocouples b) schematic [77]
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Figure 14. Effect of time on metal temperature (simulated and measured from pyrometer) [77]

The computed results were found in good agreement with experimental data paving the way
for process operation, optimization and improvement. Ramírez-López et al. [78] discussed the
problem of heat transfer and modeled it using C++ in continuous casting process. “The
algorithms developed to calculate billet temperatures, involve the solutions of the corresponding
equations for the heat removal conditions such as radiation, forced convection, and conduction according
to the billet position through the CCP. This is done by a simultaneous comparison with the kinematics
model. A finite difference method (Crank-Nicholson) is applied to solve the two-dimensional computa‐
tional array (2D model). Enthalpy (HI, J) and temperature (TI, J) in every node are updated at each step
time” [78]. The results are compared with the surface temperature of three steel casters under
different operating conditions and found to be in good agreement. Hardin et al. [79] developed
a 3D simulation model for continuous steel slab caster. The temperature predictions are
validated using pyrometer data from an operating caster. The stress simulation is based on a
visco-plastic constitutive equation for steel, where the semi-solid mush is treated as a com‐
pressible porous medium. The stress predictions show regions in the slab where hot tears and
cracks are likely to form.

3.3.2. Welding

The application of heat transfer phenomena on welding and joining processes have been
studied to check, determine and ascertain its effect on welding process, weld design, deter‐
mination of weld structure and effect of process control parameters on weld formation. Hu et
al. [80] described heat and mass transfer during gas metal arc welding using a unified
comprehensive model. Based on this, a thorough investigation of the plasma arc characteristics
during the gas metal arc welding process was conducted incorporating all parameters such as
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interactive coupling between arc plasma; melting of the electrode; droplet formation, detach‐
ment, transfer, and impingement onto the work piece; and weld pool dynamics. The assumed
Gaussian distributions of the arc pressure, current and heat flux at the weld pool surface in
the traditional models were shown not to be representative of the real distributions in the
welding process. In the second part of this study [81], the transient melt-flow velocity and
temperature distributions in the droplet and in the weld pool were calculated. They simulated
the crater formation in weld pool as well as the solidification process in the electrode and in
the weld pool after the current were turned off. The predicted droplet flight trajectory is in
good agreement with published data. Takemori et. al. [82] studied the numerical simulation
of the heat transfer on the compressor during the welding process. It is used to determinate
housing and internal components temperatures of the compressor during the sealing welding.
A lumped parameter model was used to study various welding variables initially. After that,
the best welding process was analyzed in detail using a numerical solution of a 3D transient
model. All the monitored temperatures during the simulation were found very close to the
temperatures measured experimentally, thus validating the model. Daha, et al. [83] discussed
the problem of heat transfer in keyhole plasma arc welding of dissimilar steel joints (2205 –
A36) using 3D heat transfer and fluid flow model. An adaptive heat source is proposed as a
heat source model for performing a non-linear transient thermal analysis. Temperature
profiles and solidified weld pool geometry are presented for three different welding heat input.
The reversed bugle shape parameters are proposed to successfully explain the observations.
The model was also applied to keyhole plasma welding of 6.8 mm thick similar 2205 duplex
stainless steel joint for validation. The simulation results were found in good agreement with
independently obtained experimental data.

3.3.3. Machining

Machining processes have been studied by heat transfer methods and their use has increased
lately with the introduction of modeling and simulation techniques. Their use has made easier
the defining process, determining its parameters, driving its efficiency and optimization.
Processes such as facing, turning, milling, shaping, grouching, honing have been modeled to
investigate effect of process itself, material, lubricant, etc. as a function of heat transfer process.
Åkerström [84] discussed the problem of heat transfer associated with thermo-mechanical
forming of thin boron steel sheets into ultra-high strength components via modeling and
simulation. The objective is to predict the shape accuracy, thickness distribution, and hardness
distribution of the final component with high accuracy. Method based on multiple overlapping
continuous cooling and compression experiments (MOCCCT) in combination with inverse
modeling (mechanical response) and a model based on combined nucleation and growth rate
equations (austenite decomposition) was developed and used. FE – code LS – DYNA was used
for simulating these models. The results were compared for forming force, thickness distri‐
bution, hardness distribution, and shape accuracy/springback with experimental values and
found to be in good agreement. Iqbal et al [85] discussed the problem of interface heat transfer
coefficient for finite element modeling of high-speed machining. They used an improved heat
transfer coefficient for heat generation and frictional contact, derived from an experimental
setup, consisting of an uncoated cemented carbide pin rubbing against a steel workpiece while
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the latter was rotated at speeds similar to the cutting tests. This “pin-on disc” set-up had
temperature and force monitoring equipment attached to it for measurements. Results show
that the estimated interface heat transfer coefficient decreases at low rubbing speeds and then
becomes approximately constant for high rubbing speeds. At these low rubbing speeds, the
estimated values show a dependence on temperature. Interface heat transfer coefficient for a
range of rubbing speeds of the dry sliding process is produced from modeling and simulation
results and found to be in good agreement with experimental values. In a similar study [86],
they used and developed a Lagrangian finite element code DEFORM 2D for studying same
phenomena and found it to be useful. Ma et al. [87] discussed and applied FE analysis on
thermal characteristics of Lathe Motorized Spindle. The structure feature of the spindle was
introduced defining two major internal heat sources of motorized spindle with the aim to
calculate the heat transfer coefficients of the major components of the lathe spindle. “A 2D
temperature field model has been developed with finite element method. Based on it, the temperature
field and temperature rises of the spindle have been simulated and the reasonability of temperature
distribution of the spindle unit has also been discussed. The results yielded reference for evaluating the
thermal behavior of the high speed NC motorized spindle and proved to be effective practically”. [87]

3.3.4. Forming processes

Forming processes, in general, such as rolling, forging, extrusion have been vastly studied by
heat transfer methods and their modeling and simulation. This comprises the main area of
heat transfer application in metal forming industry and processes related to it. These studies
have revealed in great detail the discrepancies (defect formation and its causes, energy
inefficiency, etc.) in processes and helped increase their efficiency and optimization. Behrens
[88] discussed the modeling and simulation of friction and heat transfer models in hot forging
processes. Two representative forging tests were carried out; the forming load and surface
temperature distribution were recorded incorporating effects such as prevailing normal stress
and shear yield stress of the workpiece material, the temperature and surface roughness of the
tool and workpiece as well as the relative sliding velocity. By means of these data, the models
were appropriately extended and adjusted using the software FORGE ®.

The application of the extended models allows for a more accurate description of the interac‐
tion at the contact interface and delivers more realistic results. Rabbah et al. [89] explained the
use of modeling and simulation of heat transfer along a cold rolling system. “They used a semi
analytical solution for the work roll subjected to predict transient thermal profiles of work rolls with
multiple cooling / heating zones. It was derived from the heat balance equation using the finite difference
method and Runge-Kutta method. Numerical simulations are based on both recursive calculation
methods and iterative methods” [89]. The model suggested is used for the numerical simulations
in rolling using the work roll temperature distribution within a very short computing time.
The thermal profile development depends primarily on the cooling water flow. Thus, the
cooling conditions (fluid temperature) and the corresponding heat transfer coefficients are
very important in the model adjustment process. The objective of the study was the develop‐
ment of a control law to reduce to the maximum the deformations of both the strip and the
work rolls which was simulated efficiently. Parvizian et al. [90] discussed the modeling and
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simulation of aluminum alloys during extrusion, cooling and further forming processes.
Individual steps are combined into multi-stage processes in order to optimize the production
process as a whole. “A number of aspects of the structural simulation as well as that of extrusion as
a thermomechanical process are considered. These aspects include contact and adaptive mesh refinement,
heat transfer inside the billet, heat transfer between the workpiece and the container, frictional dissipa‐
tion, mechanical energy and surface radiation” [90]. Commercial finite-element program ABAQUS
and an external remeshing software incorporate the effects of python scripting and mesh
refinement respectively. The achieved results were in good agreement.

3.4. Modeling and simulation of heat transfer in defense applications

Application of heat transfer phenomena in defense applications such as determination of
efficiency of engines, their design and material design, performance, and selection; determi‐
nation of heat transfer profiles of guns, barrels and shells; design and selection of suitable high-
performance materials (composite structures and their design), etc., has been a major field of
study. Many excellent studies explain in detail the application of heat transfer principles and
their simulation approaches as applied to defense applications. Wu et al. [91] explained the
phenomena of heat transfer in a 155 mm compound gun barrel cooled by midwall cooling

Figure 15. Finite element results based on the developed method [88]
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channels. “Finite element analysis (FEA) method was employed to validate the results obtained by
theoretical analyses. The present study showed: (1) natural air cooling is ineffective for transferring the
heat out of the barrel because the combined convection and radiation heat transfer coefficient is relatively
small; (2) forced midwall cooling has great heat extraction capability and is able to keep the chamber
temperature below the cook-off temperature by increasing the heat transfer coefficient; (3) an optimal
flow rate should be selected to balance the cooling efficiency and the pressure loss” [91]. A similar study
conducted by Mishra et al. described an accurate modeling of gun barrel temperature variation
over time to assess wear and the number of shot fires needed to reach cook-off. “Using lumped
parameter methods, an internal ballistics code was developed to compute heat transfer to the gun barrel
for given ammunition parameters. Subsequently the finite element method was employed to model gun
barrel temperature history (temperature variation over time). Simulations were performed for a burst
of nine shots and the results were found to match satisfactorily to the corresponding experimental
measurements” [92]. An important and unique advantage of the developed scheme is that it
easily couples internal ballistics simulations with the finite element methods and also accu‐
rately calculates gun barrel temperature history and wear calculations. Sutar et al. explained
unsteady heat transfer in externally heated Magnesio Thermic reduction reactor. “Simulations
were carried out using Anupravha, a computational fluid dynamics (CFD) and heat transfer solver to
study the temperature profiles inside the reactor including its lining. The results are studied for both
preheating and reaction stage which gives an idea about the reaction temperature and molten mass inside
the reactor proving present study’s significance for correct design of reactor thereby preventing nuclear
radiation to the surroundings” [93]. Numerous other studies review the use of modeling and
simulation techniques for heat transfer analysis in military, defense as well as strategic
applications [63, 76, 94 – 96].

3.5. Modeling and simulation of heat transfer in energy applications

Heat transfer via modeling and simulation has been rigorously applied in energy applications
(energy generation and production methods) for process identification, operation, improve‐
ment and optimization. It has been applied in all areas of energy methods (source tapping,
method determination and generation of power from source, conversion of power to energy
and its distribution, etc.) and all field of energy generation and production (thermal, hydral,
wind, geothermal, solar, fuel cell, nuclear, etc.) and has generated excellent results coupled
with capital saving. Schimon et al. [97] modeled and simulated different components of power
plant and associated heat transfer phenomena using Modelica. The heat transfer for the heat
exchanger component was modeled by calculating the heat transfer coefficient in dependency
on the flow velocity of the medium in the pipes. Dymola (a Modelica based tool) was used to
perform simulations. The models were realized with time domain differential equations and
algebraic equations. Bandyopadhyay [98] presented modeling and simulation of heat transfer
phenomena in solar thermal power plants. Models developed were based on the fundamental
conservation algebraic equations along with phenomenological laws and simple representa‐
tive equipment characteristics whose simulations were carried out. Different detailed equip‐
ment characteristics including thermal stresses, time variations of components etc. were
incorporated in the developed models and then were simulated for control and optimization.
Ramousse et al. [99] presented a fuel cell model that takes into account heat transfer in MEA
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and bipolar plates along with gas diffusion in the porous electrodes, water diffusion, and
electro-osmotic transport through the polymeric membrane. Heat and mass transfer phenom‐
ena in the cell are combined with “coupled charge and mass transfers in the electrodes, considered
porous to construct the model. The results show that thermal gradients in the MEA could lead to thermal
stresses at high current densities. The feeding gas temperature influence on the cell temperature is also
important” [99] and shown to bear significance on overall cell performance. Yuan et. al [100]
extended the use of modeling and simulation to similar problems in PEMFC and SOFC. They
further used modeling and simulation and predicted convective heat transfer and pressure
drop in flow ducts of fuel and the oxidant.

3.6. Modeling and simulation of heat transfer in miscellaneous applications

Apart from the above branches, heat transfer and its modeling and simulation is also applied
in various other fields of engineering and technology such as electronics, environmental
engineering, biomaterials and biomedical engineering, etc., to take advantage of process
modeling, operation, and optimization. Guérin et al. [101] used finite volume approach to
model and simulate the heat transfers between the different environmental elements to
synthesize realistic winter sceneries. They simulated snow fall over the ground, as well as the
conductive, convective, and radiative thermal transfers according to the variations of air and
dew point temperatures, the amount of snow, cloud cover, and day-night cycles.

Figure 16. Synthetic overview of winter scenery generation process (high altitude partially frozen lake) [101]

The model also takes into account the phase changes such as snow melting into water or water
freezing into ice and yielded good results and inferences. Lakatoš et. al. (2006) [102] used
FEMLAB to simulate heat transfer and electromagnetic fields for the development of protected
microcomputer prototypes. Heat field was extended and simulated from heat sources inside
a monitor case along with electromagnetic fields in electronic systems. The temperature
dependence on time was interpreted along with value of steady temperature. Elwassif et. al.
developed and used a bio heat transfer model for getting information on the thermal effects
of DBS using finite element models to investigate the magnitude and spatial distribution of
DBS-induced temperature changes. “The parameters investigated include stimulation waveform,
lead selection, brain tissue electrical and thermal conductivities, blood perfusion, metabolic heat
generation during the stimulation and lead thermal conductivity/heat dissipation through the elec‐
trode.” [103]. It was shown that depending on stimulation/tissue parameters, temperature of
surrounding tissue is increased by to 0.8°C in clinical DBS protocols.
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4. Conclusions

Heat transfer studies comprise an important part of engineering analysis for any system
ranging from automotive to process to energy applications. These are first hand analyses in
any engineering problem/application related directly and/or indirectly with heat. Lately,
modeling and simulation techniques and use of high-speed computers have greatly facilitated
the thermal and heat transfer related analysis. More and more models are being developed,
tested and used to ease out the calculations involved in the process also yielding direct results
and even predicting future trends and auxiliary data. The present chapter deal with and
explained in detail this field of engineering in a rational and practical way. Modeling and
simulation of heat transfer phenomena as developed and applied is presented in various
engineering applications. New and novel processes (investment casting, numerical machining,
fuel cell technologies etc.) have also been discussed. The chapter draws attention to the use of
modeling and simulation techniques and use of simulation packages (C++, MATLAB ®
SIMULINK ®, Modelica, FLUENT, SolidCAST, COMSOL Packages, etc.) for solving heat
transfer related problems of conventional and advanced processes, at the same time encour‐
aging the reader to develop his/her own models for specific engineering problem/application.

Author details

Muhammad Musaddique Ali Rafique

Address all correspondence to: mrafique001@ikasle.ehu.es

Interdisciplinary Research Center in Biomedical Materials (IRCBM), COMSATS Institute of
Information Technology, Lahore Campus, Raiwind, Lahore, Pakistan

References

[1] Wikipedia, the free encyclopedia, Accessed April 17, 2012.

[2] Subramanian, K., et al. Mathematical modeling and simulation of reciprocating compres‐
sors – a review of literature, Math Model ApplComput. 2010, 1, 81–96.

[3] Rohde, J and Jeppsson, A, “Literature review of heat treatment simulations with respect to
phase transformation, residual stresses and distortion,” Scandinavian Journal of Metallur‐
gy, 2000, 29(2), 47-62.

[4] Poulikakos, D., Arcidiacono, S., and Maruyama, S., Molecular dynamics simulations in
nanoscale heat transfer: a review. Microsc Thermophysic Engin 7, 2003, 181-206.

Heat Transfer Studies and Applications250



[5] Zhuomin Zhang, Nanotechnology Heat Transfer, 1st Edition, McGraw Hill Education
EMEA, Berkshire, UK, 2007

[6] Åström, K. J. et al. Evolution of Continuous-Time Modeling and Simulation, The 12th Eu‐
ropean Simulation Multiconference, ESM'98, June 16--19, 1998, Manchester, UK

[7] Sokolowski, J. A., and Banks, C. M., (Eds.), Principles of Modeling and Simulation: A
Multidisciplinary Approach, John Wiley & Sons, Inc., N. Y., 2009

[8] IBM Research — Deep Blue Available at http://www.research.ibm.com/deepblue/
watch/html/c.shtml Accessed 2008 Jan 2

[9] Young J. P. History and Bibliography of War Gaming. Department of the Army; Bethes‐
da, Maryland, 1957.

[10] Link Simulation & Training. Available at http://www.link.com/history.html Accessed
2008 Jan 2.

[11] Ören TI. (2005 — Invited Tutorial). Toward the Body of Knowledge of Modeling and
Simulation (M & SBOK), In Proceedings of I/ITSEC (Interservice/Industry Training,
Simulation Conference); 2005 Nov 28 – Dec 1; Orlando, FL. pp. 1 – 19.

[12] Levitt, M., Protein folding by restrained energy minimization and molecular dynamics, J.
Mol. Hiol. (1983) 170, 723-764

[13] Micheletti, C. and Maritan, A., A study of energy minimization techniques applied to pro‐
tein design, http://arxiv.org/abs/cond-mat/9808154v1 Aug 14, 1998

[14] Sutton, A. P. et al., Direct free energy minimization methods: Application to grain bounda‐
ries, New methods for modeling processes within solids and at their surfaces, Philo‐
soph Transact: Physic Sci and Engin, (1992) 341, (1661), pp. 233-245

[15] Lwin, Y., Chemical equilibrium by Gibbs energy minimization on spreadsheets, Int J Engin
Ed. 2000, 16 (4): 335 – 339.

[16] Veksler, O., Efficient Graph Based Energy Minimization Method in Compute Vision, PhD
Thesis, Cornell University, Ithaca, N. Y, 1999.

[17] Boykov, Y., Veksler, O., and Zabih, R., Fast approximate energy minimization via graph
Cuts, IEEE Transactions on Pattern Analysis and Machine Intelligence, 2001, 23 (11).

[18] Szeliski1, R. et al. A Comparative Study of Energy Minimization Methods for Markov Ran‐
dom Fields, In A. Leonardis, H. Bischof, and A. Prinz (Eds.): ECCV 2006, Part II, LNCS
3952, © Springer-Verlag Berlin Heidelberg 2006, pp. 16–29.

[19] Kim, J., Kolmogorov, V. and Zabih, R., Visual correspondence using energy minimization
and mutual information, Proceedings of the Ninth IEEE International Conference on
Computer Vision (ICCV 2003) 2-Volume Set (2003)

[20] Nikolova, M., Energy minimization methods, In Otmar Scherzer (Eds.), Handbook of
Mathematical Methods in Imaging, 1st edition, Springer (2011).

Modeling and Simulation of Heat Transfer Phenomena
http://dx.doi.org/10.5772/61029

251



[21] Onofrio, D. and Tubaro, S., A model based energy minimization method for 3D face recog‐
nition, 2005 IEEE International Conference on Multimedia and Expo, (ICME 2005) pp.
1274-1277, 2005.

[22] Standard, J. M., Energy minimization methods, Chemistry 380.37, Department of chem‐
istry handouts, Illinois State University, (2011)

[23] Allen, M. P. Introduction to Molecular Dynamics Simulation, computational soft matter:
from synthetic polymers to proteins, Lecture Notes, N. Attig, K Binder, H Grubmuller, K
Kremer (Eds.), John von Neumann Institute for Computing, Julich, NIC Series, Vol.
23, ISBN 3-00-012641-4, (2004) pp. 1-28.

[24] Principles and Engineering Applications of Molecular Dynamics Simulations, Course
151-0267-00L, ETH Zurich, Switzerland, 2011.

[25] Hedman, F., Algorithms for Molecular Dynamics Simulations – Advancing the Computa‐
tional Horizon, PhD Thesis, Stockholms Universistet, Stockholm, Sweden, (2006).

[26] van Gunsteren, W. F. et al., Computer simulation of molecular dynamics: methodology, ap‐
plications, and perspectives in chemistry, Anger Chem Lnr Ed Engl (I990) 29, 992-I023.

[27] McKenzie, M. Computational Chemistry Molecular Dynamics: Programming to Pro‐
duction, Presentation, HPC, Louisiana State University, (2011).

[28] Karplus, M., and McCammon, J. A., Molecular dynamics simulations of biomolecules, Na‐
tur Struct Biol., 2002, 9, 646 – 652.

[29] Kovalskyy, D. et al. A Molecular dynamics study of the structural stability of HIV-1 pro‐
tease under physiological conditions: the role of Na+ Ions in stabilizing the active site, Pro‐
teins: Struct, Funct, and Bioinform (2005), 58: 450–458.

[30] Kupka, S. "Molecular Dynamics on Graphics Accelerators". Central European Semi‐
nar on Computer Graphics for Students 2006.

[31] Maruyama, S., Molecular dynamics method For microscale heat transfer, In W. J. Minko‐
wycz and E. M. Sparrow (Eds.), Advances in Numerical Heat Transfer, Vol. 2, Taylor
& Francis, New York, Chap. 6, pp. 189-226..

[32] Maruyama, S. A molecular dynamics simulation of heat conduction of finite length single
walled carbon nanotubes, Microscale Thermophysi Engin, (2003) 7:41–50.

[33] Xinwei Wang and Xianfan Xu, Molecular Dynamics Simulation of Heat Transfer and
Phase Change During Laser Material Interaction, J of Heat Transf, Transac ASME, April
2002, Vol. 124.

[34] David T.W. Lin and Yuh-Chung Hu, A Molecular Dynamics Study of Thermal Ablation,
Proceedings of the 1st IEEE International Conference on Nano/Micro Engineered and
Molecular Systems January 18, 21, 2006, Zhuhai, China

Heat Transfer Studies and Applications252



[35] Krivtsov, A. M., et al., Molecular dynamics investigation of heat conductivity in monocrys‐
tal materials with defects, Proceedings of XXXV International Summer School-Confer‐
ence APM2007, 264 – 276.

[36] Krivtsov, A. M., et al. Molecular dynamics simulation of mechanical properties for poly‐
crystals materials, Mater Phys Mech (2001), 3, 45-51.

[37] Steinhauser, O. M. Introduction to molecular dynamics simulations:applications in hard
and soft condensed matter physics, In. Lichang Wang (Ed.), Molecular Dynamics – Stud‐
ies of Synthetic and Biological Macromolecules, ISBN 978-953-51-0444-5, Intech Pub‐
lishers, 2012

[38] Wittwer, J.W., "Monte Carlo Simulation Basics" From Vertex42.com, June 1, 2004,
http://www.vertex42.com/ExcelArticles/mc/MonteCarloSimulation.html

[39] Howell, J. R., The Monte Carlo method in radiative heat transfer, J of Heat Transfer,
Transactions of ASME, 1998, 120, 548 – 560.

[40] Zeeb, C. N., Performance and Accuracy Enhancement of Radiative Heat Transfer Modeling
via Monte Carlo, Colorado State University, Fort Collins, Colorado, Fall 2002.

[41] Kersch, A., et al., IMA Reprint Series # 1110, March 1993.

[42] Modest, M. F. Backward Monte Carlo simulations in radiative heat transfer, J. Heat Trans‐
fer, 2013, 125 (1), 57.

[43] Frijns, A. J. H., Nedea, S. V. and van Steenhoven, A. A., Molecular dynamics and Monte
Carlo simulations for heat transfer in micro- and nanochannels, I J Multiscale Comput En‐
gin, 2006, 4(3), 391–397.

[44] Wang, M., et al. Simulations for gas flows in microgeometries using the direct simulation
Monte Carlo method, Int J Heat Flu Flow 2004, 25 975–985.

[45] Wang, M., et al. Gas mixing in microchannels using the direct simulation Monte Carlo
method, Int J Heat Mass Transf. 2006, 49 1696–1702.

[46] Liu, H., et al. Monte Carlo simulations of gas flow and heat transfer in vacuum packaged
MEMS devices, Appl Thermal Engin, 2007, 27, 323 – 329.

[47] http://cmm.info.nih.gov/intro_simulation/node24.html Accessed June 2, 2012

[48] Antonie, O. Langevin dynamics of protein folding: influence of confinement, Masters De‐
gree Project, Scuola Internazionale Superiore di Studi Avanzati, SISSA, Trieste, Italy
(2007)

[49] Lange, O. F., and Grubmüllera, H. Collective Langevin dynamics of conformational mo‐
tions in proteins, J Chem Phys 2006, 124, 214903 DOI: 10.1063/1.2199530

[50] Quigley, D., and Probert, M. I. J., Langevin dynamics in constant pressure extended sys‐
tems, J Chem Phys, 2004, 120, 11432 doi: 10.1063/1.1755657

Modeling and Simulation of Heat Transfer Phenomena
http://dx.doi.org/10.5772/61029

253



[51] Rongliang Wu, Ting Li and Erik Nies Langevin dynamics simulation of chain crosslinking
into polymer networks, Macromol Theory Simul. 2012, 21, DOI: 10.1002/mats.201100088

[52] http://cmm.info.nih.gov/intro_simulation/node26.html Accessed June 8, 2012

[53] Magyari, E. Normal mode analysis of the fully developed free convection flow in a
vertical slot with open to capped ends, Heat Mass Transf 2007 43:827–832, DOI
10.1007/s00231-006-0162-2

[54] Schuyler, A. D., et al., Normal mode analysis of proteins: a comparison of rigid cluster
modes with Cα coarse graining, J Mol Graphics Model 2004, 22, 183–193

[55] http://dirac.cnrs-orleans.fr/plone/Members/hinsen Accessed June 29, 2012

[56] Busetti, F. (2003). Simulated annealing overview. 2003 163.18.62.64/wisdom/Simulat‐
ed%20annealing%20overview.pdf, Accessed June 29, 2012.

[57] Press, W. H., Flannery, B. P., Teukolsky, S. A., and Vetterling, W. T. Numerical recipes
in FORTRAN 77: The art of scientific computing, Ch – 10, The Cambridge University
Press, 1986 – 1992

[58] Modeling and Simulation for Process Industry, VTT Technical Research Centre of Fin‐
land, Vuorimiehentie 3, Espoo P.O.Box 1000, FI-02044 VTT, Finland

[59] Bordbar, M. H., and Hyppänen, T, Modeling of radiation heat transfer in a Boiler Fur‐
nace, Adv. Studies Theor. Phys., 2007, 1 (12), 571 – 584.

[60] Zeeb, C. N., Two dimensional Radiative Heat Transfer in Combustion Gases via Monte Car‐
lo, Thesis, Colorado State University, Fort Collins, Colorado (1996).

[61] Gómez, A., Fueyo, N., Díez, L. I., Modelling and simulation of fluid-flow and heat transfer
in the convective zone of a power-generation boiler Appl Thermal Engin 2008, 28, 5-6, 532.

[62] Sørensen, K., et al. Modeling and simulating fire tube boiler performance The 44th Confer‐
ence on Simulation and Modelling, Västerås, Sweden, September 18-19 2003.

[63] Sørensen, K., et al. Modeling, simulating and optimizing boiler heating surfaces and evapo‐
rator circuits The 44th Conference on Simulation and Modelling, Västerås, Sweden,
September 18-19 2003.

[64] Dafe,.E., Numerical Simulation of Heat Transfer and Pressure Drop in Plate Heat Exchang‐
ers Using Fluent as CFD Tool, Master Degree Thesis, ISRN: BTH – AMT- EX – 2008/D –
11 – SE, Department of Mechanical Engineering, Blekinge Institute of technology,
Karlkrona, Sweden, 2008.

[65] Skoglund, T., et al. Dynamic object-oriented heat exchanger models for simulation of fluid
property transitions, Int J Heat Mass Transf 2006, 49, 2291–2303.

[66] Othman, K. H., et al. CFD Simulation of Heat Transfer in Shell and Tube Heat Exchanger,
Bachelor Degree Thesis, Faculty of Chemical and Natural Resource Engineering, Uni‐
versiti Malaysia Pahang, Malaysia, 2009

Heat Transfer Studies and Applications254



[67] Corberan, J.M. and Melon, M.G., Modeling of plate finned tube evaporators and condens‐
ers working with R134a, Int. J. Refrig 1998 21 (4) 273-284.

[68] Qureshi, B. A., et al., A comprehensive design and rating study of evaporative coolers and
condensers. Part I. Performance evaluation, Int J of Refrig 2006, 29, 645–658

[69] Acunha, Jr., A. C., et al. Numerical simulation of air – water flows in an evaporative con‐
denser, Engenharia Térmica (Therm Engin), June 2009, 8, (01) 24-30.

[70] Tzong-Shing Lee and Jhen-Wei Mai. Modeling and simulation of the heat transfer behav‐
iour of a shell-and-tube condenser for a moderately high-temperature heat pump, In Dr. Ani‐
mul Ahsan (Ed.), Two Phase Flow, Phase Change and Numerical Modeling, ISBN:
978-953-307-584-6, InTech, Austria (2011).

[71] Therdthai, N., et al., Three-dimensional CFD modelling and simulation of the temperature
profiles and airflow patterns during a continuous industrial baking process, J Food Engin,
2004, 65 (4) 599 – 608.

[72] Flick, D., et al. Modeling heat transfer and fluid flow inside a pressure cooker, The 17th Eu‐
ropean Symposium on Computer Aided Process Engineering – ESCAPE17, 2007.

[73] Sargolzaei, J., et al. Modeling and Simulation of Hamburger Cooking Process Using Finite
Difference and CFD Methods. Int. J. Ind. Chem., 2011, 2 (1) 52-62.

[74] Hussain, S., et al. 2-dimensional CFD Simulation of the air flow inside a lemang oven, Int J
of Engin Sci Technol, 2011, 3 (9), 7103 – 7107.

[75] Rek, Z., et al. Application of CFD Simulation in the development of new generation heating
oven, Strojniški vestnik – J Mech Engin 2012 58 (2) 134-144.

[76] Sabau, et al. Heat Transfer Boundary conditions for the numerical simulation of the DC
casting process. In Alton T. Tabereaux (Ed.) Light Metals TMS (The Minerals, Metals &
Materials Society), 2004.

[77] Rafique, M. M. A., et al., Modeling and Simulation of heat transfer phenomena during in‐
vestment casting, I J Heat Mass Transf 2009, 52, 2132–2139.

[78] Ramírez-López, A., et al., Simulation of heat transfer in steel billets during continuous
casting, Int J Min, Metall Mater, August 2010, 17 (4) DOI: 10.1007/s12613-010-0333-5

[79] Hardin, R., et al. Three dimensional Simulation of heat transfer and stresses in a steel slab
caster Proceedings of the 4th International Conference on Modeling and Simulation
of Metallurgical Processes in Steelmaking, Paper No. STSI-71, Steel Institute VDEh,
Düsseldorf, Germany, 2011.

[80] Hu. J., et al., Heat and mass transfer in gas metal arc welding. Part I: The arc, International
Journal of Heat and Mass Transfer 50 (2007) 833–846

[81] Hu. J., et al., Heat and mass transfer in gas metal arc welding. Part I: The metal, Int J Heat
Mass Transf 2007, 50, 808–820.

Modeling and Simulation of Heat Transfer Phenomena
http://dx.doi.org/10.5772/61029

255



[82] Takemori, C. K., et al., Numerical Simulation of Transient Heat Transfer During Welding
Process, International Compressor Engineering Conference at Purdue, July 12-15,
2010.

[83] Daha, M. A., et al., Numerical modeling of heat transfer and fluid flow in keyhole plasma arc
welding of dissimilar steel joints. Int. J. of Engin. Sci. and Technol (IJEST) February 2012,
4(02), 506 -518.

[84] Åkerström, P., Modeling and Simulation of Hot Stamping, Doctoral Thesis, Department
of Applied Physics and Mechanical Engineering, Division of Solid Mechanics, Luleå
University of Technology 2006 30, ISSN: 1402-1544, ISRN: LTU – DT – 06/30 – SE

[85] Iqbal, S. A., An investigative study of the interface heat transfer coefficient for FE modeling
of high speed machining. Proc. IMechE: J. Engin Manufact, 2008, 222 Part B, 1405 -1416.

[86] Iqbal, S. A., et al., A Sensitivity Study Of The Effects Of Interface Heat Transfer Coefficient
On FE Modeling Of Machining Process For A Wide Range Of Cutting Speeds, The 6th In‐
ternational Conference on Manufacturing Research (ICMR08) Brunel University, UK,
9-11th September 2008.

[87] Ma., P., et al., Finite element analysis on thermal characteristics of lathe motorized spindle,
Adv Materi Res, 2011, 311 – 313 2434 – 2439.

[88] Behrens, B. –A., et al., Numerical and experimental investigations on the extension of fric‐
tion and heat transfer models for an improved simulation of hot forging processes, Int J of
Materi Forming, 2009, 2, 1, 121 – 124 DOI: 10.1007/s12289-009-0618-2

[89] Rabbah, N., et. al. Modeling and simulation of the heat transfer along a cold rolling system,
Lat Am Appl Res, 2009 39, 79 – 83.

[90] Parvizian, F., et al., Application of adaptive method in thermomechanical modeling and sim‐
ulation of extrusion of aluminum alloys, The 8th.World Congress on Computational Me‐
chanics (WCCM8), 5th European Congress on Computational Methods in Applied
Sciences and Engineering (ECCOMAS 2008), June 30 –July 5, 2008, Venice, Italy

[91] Wu, B., et al, Heat transfer in a 155 mm compound gun barrel with full length integral mid‐
wall cooling channels, Appl Therm Engin 2008, 28, 881–888.

[92] Mishra, A., et al., A Novel Scheme for Computing Gun Barrel Temperature History and Its
Experimental Validation, J Pressure Vessel Technol 2012, 132, (2012), 061202 – 1 –
061202 – 6

[93] Sutar, H., et al., Computational simulation of unsteady state heat transfer in externally heat‐
ed magnesio thermic reduction reactor: an overview, Int J Chem Engin and Appli, June
2011, 2(3).

[94] Qingyan, Xu., et al. Progress on modeling and simulation of directional solidification of su‐
peralloy turbine blade casting China Foundry, 2012, 9(1).

Heat Transfer Studies and Applications256



[95] Morrison, C., et al., Modeling Heat Transfer in the Space Shuttle Thermal Protection Sys‐
tem, New Mexico Adventures in Supercomputing Challenge, Report (2004).

[96] Sozer, E., et al. Modeling of Fluid Dynamics and Heat Transfer through porous media for
liquid rocket propulsion, 43rd AIAA/ASME/SAE/ASEE Joint Propulsion Conference &
Exhibit, 8, 11 July 2007, Cincinnati, OH.

[97] Schimon, R., et al. Simulation of components of thermal power plant, The Modelica Asso‐
ciation, Modelica, Sep 4 – 5th, 2006, 119 – 125.

[98] Bandyopadhyay, S. Modeling, Simulation and Optimization of Solar Thermal Power
Plants, Presentation, Indian Institute of Technology, Bombay, March 2008.

[99] Ramousse, J., et al. Modeling of heat, mass and charge transfer in a PEMFC single cell, J
Power Sources 2005, 145, 416 – 427.

[100] Yuan, J., et. al, On the heat and Mass Transfer Phenomena in PEMFC and SOFC and mod‐
eling approaches, In B. Sundén & M. Faghri (Eds.) Transport Phenomena in Fuel Cells,
Ch – 4, pp. 133-174, WIT Press, 2005 ISBN 1-85312-840-846.

[101] Guérin, N. M. E., et al., Heat transfer simulation for modeling realistic winter scener‐
ies, EUROGRAPHICS 2010 / T. Akenine-Möller and M. Zwicker, 2010 29 (2).

[102] Lakatoš, J., et. al., Simulation of heat transfer and electromagnetic fields of protected micro‐
computers, Adv in Electrical and Electronic Engineering. 2006, 5 (3), 281-286.

[103] Elwassif, M. M., et. al. Bio-heat transfer model of deep brain stimulation-induced
temperature changes, J. Neural Engin. 2006, 3, 306–315.

Modeling and Simulation of Heat Transfer Phenomena
http://dx.doi.org/10.5772/61029

257




