Utilizing Composite Elements for Advanced Mesh Coarsening of

Heat Flow Simulation of Laser Powder Bed Fusion

7@,_,_7‘ PER | AD IW%
-em ALTA i~
‘: W s

g

UNIVERSITYOF
BIRMINGHAM

School of Metallurgy and Material Sciences

Miles H. T. S. Fan

March 2025

Word Count: 33,479



UNIVERSITYOF
BIRMINGHAM

University of Birmingham Research Archive

e-theses repository

This unpublished thesis/dissertation is copyright of the author and/or third
parties. The intellectual property rights of the author or third parties in respect
of this work are as defined by The Copyright Designs and Patents Act 1988 or
as modified by any successor legislation.

Any use made of information contained in this thesis/dissertation must be in
accordance with that legislation and must be properly acknowledged. Further
distribution or reproduction in any format is prohibited without the permission
of the copyright holder.



Abstract

Laser Powder Bed Fusion (LPBF) Additive Manufacturing (AM) is a layer-by-layer
method of manufacturing netshape parts from metallic powder. This geometric freedom
of manufacture allows new and complex geometries to be realised in many industries.
However, due to the potential complex geometries and sequential application of the laser
heat source this leads to complex thermal distribution. This can cause issues when there
is a dramatic change in cross sectional area in part geometry, as the same parameters that
produce 100% density in large bulk can cause manufacturing defects in thin sections. In
order to overcome this issue, industry is adopting thermal simulation to predict possible
problem areas of the build. However, current part sized thermal solutions are computa-
tionally expensive, taking many hours to compute, oftentimes comparable to the build
time itself.

In this work, simulation techniques are proposed to overcome some of the limitations
of the current thermal simulations and reduce the time of simulation of full build size
parts. The first of these techniques establishes a benchmark simulation that leverages the
power of parallel computing on modern consumer graphics cards, resulting in a seven-
fold increase in simulation speed. The model is validated through comparison to physical
experiments. The results suggest that the method of solution of the heat equation can
predict meltpool geometries for given parameters. However, the accuracy of the meltpool
geometries is heavily dependent on the volumetric source term for the laser. The heat
source used here was most accurate for prediction of conduction mode meltpools.

The novel technique shown in Chapter [7| proposes a way to overcome the current limi-

tation of mesh coarsening within a single material phase of a volume of mixed material



types. The method developed herein calculates the hybrid properties of a powder/solid
volume to be established on creation of the element on coarsening. Suggestions are also
made to how this calculation can be performed with minimal impact on the overall sim-
ulation time.

The techniques outlined herein show a marked improvement in macroscopic heatflow
simulation speed over the standard techniques discussed in literature. It is speculated
that through a combination of these techniques, developments in machine learning, and
software development techniques, faster-than-real time heat flow simulation of AM is

achievable.
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Chapter 1

Introduction

1.1 A Brief Introduction to LPBF

Additive manufacturing is a production technique for the manufacture of netshape
parts through layer-by-layer application of material. This technique began in 1988 with
a patent by Charles Hull for the first Sterolithography Apparatus (SLA) [1]. This than
began a decades long journey which led to the US Additive Manufacturing industry being
valued at $20.37 billion USD in 2023 [2]. In this time there have been many variations
on the technology since the original. SLA being focused on production of parts in light-
reactive thermoset resins, the earliest systems were focused on polymers. It wasn’t until
1995 that the first metallic machine was developed by the Fraunhofer Institute [3]. This
was the birth of Laser Powder Bed Fusion (LPBF). The LPBF process can be broken

down into a number of steps:
1. A CAD file of the part to be created is created;

2. the CAD file is sliced into a sequence of 2D layers of a predetermined thickness

(hereafter referred to as the build file);

3. the LPBF machine applies a layer of powder equal to the predetermined layer thick-

ness onto the build plate;

4. the machine then melts the powder layer as according to the instructions set in the
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build file;
5. the build plate is then lowered by the predetermined layer thickness;

6. steps 3 to 5 are repeated until there are no more remaining layers.

The exact details of the physics of this process are discussed in further detail in Sec. 2
An advantage of manufacture via this layer-by-layer approach is that complex geometries
such as internal structures and lattice morphologies can be achieved where other methods
of manufacture fail. These novel complex geometries then introduce novel challenges that
must be overcome. Due to the complex geometries now possible come complex thermal
histories that can cause defects and build failures. As the cost of raw material for LPBF
is somewhat elevated when compared to wrought stock used in subtractive methods [4,5].

Thus, the impact of a failed production run is higher in LPBF.

1.2 Thermal Simulation of LPBF

In order to prevent these build failures due to thermal phenomena, great effort has
been put into modeling the thermal flow during LPBF. These simulations are performed
prior to the build to identify problem areas of processing. Once a problem area is identi-
fied, the laser parameters of this section can be adapted to reduce the thermal load of the
problem section. However, where thermal simulations of entire part sized builds reduce
the cost of failed builds, they currently add huge overheads in time. Current approaches to
build-sized simulation are limited to CPU based programming paradigms, and are there-
fore inherently limited by computational hardware. In order to attempt to overcome this
speed limitation, some thermal simulation products heavily simplify the build volume.
Autodesk Netfabb’s simulation package, simulates a single vector of the relevant material
and parameters, then from the results of this simulation attempts to infer the heat flow
in the entire part |[6]. Whilst this approach does reduce computational time, due to the
inference from a single small simulation, this method can fall short in extremely complex
geometries, such as lattice structures. In these cases, due to the reduced cross-section of

the solid, the reduced thermal conductivity of the powder, and the constant transition
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of solid to powder; heat conduction away from the part is greatly reduced. Hence, heat
within the part is retained, and as the build progresses, fatal defects can occur in the
solid due to overheating. These extremes can be difficult to predict when the simulation

methodologies simplify the build to such an extent.

1.3 Research Motivation

Thus, a simulation methodology that allows a near full solution of the heat equation
for the build volume and leverages hardware optimisation strategies to achieve this in
time faster than that of CPU based simulations is proposed herein. By utilising this
method of simulation a high accuracy prediction for heat distribution within the part can
be predicted. This can also be obtained in a time faster than real-time, reducing the

time limitation of the current thermal simulations whilst avoiding the fiscal cost of failed

builds.



Chapter 2

Background

2.1 Powder Bed Fusion (PBF)

2.1.1 Process

Production of consolidated parts using PBF can be achieved by the use of two distinct
technologies: Selective Laser Melting (SLM) [7,8] and Selective Electron Beam Melting
(SEBM) [9,10]. Both utilize a layer-by-layer build approach but achieve the heating of the
powder bed in very different ways, and thus are subject to varying phenomena in varying
amounts [11]. Both manufacturing processes can be broken down into three general steps:
pre-processing, manufacture, and post-processing. Pre-processing requires the manipu-
lation of a digital representation of the final component (usually a stereolithography file
produced by a CAD software). The CAD representation of the part is broken down into
constituent layers that are to be produced during manufacturing. This is often performed
by software specific to the AM machine being used, and contains the production parame-
ters that are to be used throughout the build. It is this ‘sliced’ file that is passed into the
machine for manufacture. Depending on the geometry of the part being produced, it is
sometimes required to add ‘support structures’ to the CAD file, prior to slicing. Due to
the nature of manufacturing parts layer by layer, there are limits to the length and angle
of any overhanging structure. If these limits are exceeded, then supporting structures

must be added and built to prevent geometric inaccuracy in the finished part, an example
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of support structures is given in Fig. 2.1} The manufacturing process for both SLM and
SEBM are shown in Figure [2.2]

Figure 2.1: Example of Support Structures Used for a Hemispherical Build. Taken
from .

Both processes involve the component to be built layer-by-layer on a substrate plate
(usually, but not limited to, the same material as the powder being used). A fine layer
of powder is mechanically spread across the substrate, and is melted by the heat source
beam as per the instruction embedded in the pre-processed digital file. In order to ensure
the integrity of the component, melting must be induced in previous layers in order for
the layers to consolidate upon solidification [14]. After a single layer is complete, the
substrate is lowered by the layer thickness and another layer of powder is spread on top
and the component is built up layer-by-layer. Some processes utilize a “preheat” step in
which a heater or the heat source beam is used to raise the temperature of the powder bed
before melting occurs. The benefit of doing so is discussed in Section Once manu-

facturing is completed, the component must be separated from the substrate plate, and

-5 -
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Figure 2.2: The SLM and SEBM Manufacturing Process with some of the Melting Phe-
nomena Highlighted

any support structure that was needed for manufacture. This, plus any heat-treatment
required, is performed in the post-processing step. Due to the requirement of a full layer
of powder to be applied across the build plate every layer, any build that utilizes the full
build height of the build volume of a PBF machine must require an entire build volumes’
amount of metal powder. The volumes of powder required to do so, quickly raises the
cost of manufacturing substantially [15]. Thus, the recyclability of the powder becomes
a large factor in the reduction of the costs of PBF manufacturing.

Due to the differences in the technologies required for SLM and SEBM, the solutions to
this problem will likely differ just as much. SLM, as the name suggests, utilizes a high
power laser to melt the powder bed . The control of the laser beam beam is performed
using a system of actuated mirrors and lenses. Due to the utilization of a photon beam,

SLM manufacturing can be conducted under an inert gas atmosphere, such as Argon.
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Whereas, SEBM utilizes an electron beam in order to melt the powder bed; and due to
the short mean free path of electrons in gaseous environments, the build chamber must be
held at high vacuum [16]. However, recent commercially available SEBM systems, utilize
a very low pressure gaseous environment, that may be used to help prevent undesirable
events, such as powder smoke. It is due to the variations in the manufacturing tech-
nologies of these two processes that the many thermophysical phenomena present have

varying impact on the manufacturing when compared.

2.1.2 Thermophysical Phenomena

Figure [2.2] (bottom) shows that there are many physical phenomena that are present
in the melt region during the manufacture of PBF manufactured parts. Each of these phe-
nomena contribute to the stability of the manufacturing process and the final component

integrity.

2.1.2.1 Absorptivity

Both SLM and SEBM utilize high energy beams to heat the powder, and thus the
first thermophysical phenomenon involved in the manufacturing process is the energy
transfer mechanic due to beam/powder interaction. The laser used in SLM, relies on
photon/powder interaction for the energy transfer of the manufacturing process. Thus,
the amount of power transferred from the beam to the powder bed is reliant on the
absorptivity of the powder [17].

The relationship between the absorption of energy of an incident beam of light, at angle

and S or P polarisation and a flat surface is given generally by the Fresnel equations [18]:

A -1 cosh — (n? — sin?0)'”?
o cost + (n? — sin26)'/2|’
A =1 n?cost — (n* — szjnze)i/z ' (2.1)
n2cosf + (n? — sin?6)'/

Where n is the complex wave impedance of the flat surface in question. The equations

(Eqn. 2.1) were used to formulate ray-tracing experiments performed by the Lawrence
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Livermore National Laboratory (LLNL) of the US. It was found that using this method-
ology, the effective absorptivity of a metal powder is higher than that of a flat opaque
surface of the same material [19]. As the inhomogeneous surface of the powder causes
incident light to be reflected from the uneven surface of the powder bed, resulting in
some of the photons being reflected further into the open-pore system of the powder.
Thus, the laser penetration into the powder bed can be comparable to the powder layer
thickness |20]. This results in a higher fraction of the incident energy being absorbed by
the powder bed when compared to a flat surface of equal area. This is also confirmed by
Gusarov and Kruth [21]. The implication of laser penetration into the bed means that
the laser must be represented as a volumetric heat source in the powder bed, instead of
a surface heat source.

However, in both these experiments, powder particles are assumed to be perfectly spheri-
cal, which is not always the case for metallic powders. Whilst perfectly spherical powders
are ideal to maximize the flowability of the powder for equivalent powder size distribu-
tions, current manufacturing methods cannot guarantee purely spherical powder particles
without spheroidal particles and satellite particles [22]. Also, the results from both these
studies are dependent on a specific particle size distribution, therefore implying that
two metallic powders of identical elemental composition, but with different particle size
distributions can have differing absorptivity values. Furthermore, the formulation of a
ray-tracing methodology disregards wave phenomena, simplifying the ray as a constant
beam of energy [18]. Therefore, Eqn. can be considered an average that does not
account for individual photon behaviour. This is not a method of solving the Maxwell

equations [23]:

Vb =0, (2.2)

Vxe:—%.— (2.3)

and as such, photonic interactions such as destructive interference and diffraction are not
taken into account.

Direct measurement of the absorptivity of powder samples can be performed, but requires
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specialist equipment to do so, as demonstrated by Trapp et al. [24]. Thus, the data for
specific alloys and powder distributions is not well known. As a result, absorptivity
remains one of the greatest sources of uncertainty in the simulation of LPBF process.
Trapp et al. measured the temperature rise of a sample of powder compared to the
measured input energy of a laser, using thermocouples in a thermally isolated environment.
In these experiments, the powder layer thickness was taken to be nominally 100 um, which
is much larger than those utilised in the LPBF of full density parts. Gusarov and Kuth [21]
showed that the absorbtivity of a powder layer is dependent on layer thickness, therefore
the measured absorptivities of Trapp et al. should be considered an upper bound value
for stainless steel of that specific composition, for that specific size distribution, for that

specific wavelength of laser being utilized.

2.1.2.2 Heat Conduction

The absorbance of the of photons by the powder particles occurs within the first few
nanometers of the powder particle, energy is then distributed into the the particle, and to
other powder particles in powder bed through conduction mechanisms [17]. If two powder
particles are to be considered spheres of radius R; and Ry, with temperatures and thermal
conductivities 717, T, A1, and Ay respectively, then the adjacent powder particles can be
considered to have a circular contact area in the z-y plane (illustrated in Figure [2.3)).
Heat conduction due to the solid-solid contact is governed by the Laplace equation (in

cylindrical coordinates) [20]:

Pr 10 or
oT 1o /0Ty _ 2.4
822+7”87“ (Tar) 4
Where 7 is dimensionless temperature:
(T +A2) = T+ 22T2)) [ag (1, — Ty), z<0
__ : (2.5)
(T(A1 + A2) — (M Ty + >‘2T2))/>\1(T2 —T1), z2>0



2.1. POWDER BED FUSION (PBF) CHAPTER 2. BACKGROUND

Al

solid phase

Figure 2.3: Adjacent Spherical Powder Particles with Point Contact [20]

thus the thermal resistance, X, of the solid-solid contact can be evaluated as [20]:

rdr. (2.6)

z=0

1 . 27'(')\1)\2 /oo (97'
0

YA+ 0z

However, there remains a space adjacent to the solid-solid contact area, (in which the
surrounding gaseous atmosphere occupies) where the distance between the two sphere
surfaces is shorter than the mean free path of the gas. Therefore, conduction of heat
between the two spheres due to the gas must also be considered. This was investigated
by Gusarov et al. in 2009 [20] and is shown below. For any pair of points on the two

contacting spheres with equivalent x and y coordinates, the distance, between them is

given by:
R+ R
= M (2.7)
2R Ry
Thus, the heat transfer coefficient at distance r > a from the z axis is defined as:
h 1 1 1 1
= (2.8)

ho 21+ 2[1+ ()R

- 10 -
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Where ¢/y is the ratio between the the distance between equivalent points on the surface

on the spheres and the mean free path of the gas:

_ pRiRy(9y—5) (%)1/2
R E R - D \er) M 2

2ym(9y = 5) (2.10)

3(vy—1)

Thus the conductivity of the powder bed depends on the packing density of the powder and

the gaseous environment of the processing chamber, by utilizing Eqn. 2.6] and Eqn. [2.8]

and integrating across the powder bed an explicit expression for the effective thermal

conductivity of the bed:

Ae _ [N |1
Ze “In(1+L)+In(1+ VL
= Sl (1+ )+n(+\/_)+1

-1

1
7 , (2.11)

where
B 3(y+1)
 4y/7(9y —5)Kn

and Kn =1/D is the Knudsen number [20].

(2.12)

This is corroborated by Chin et al. [25] who showed that the measured conductivity of
the powder was tightly correlated with the gaseous properties of the atmosphere, and
only loosely correlated with the metal powder properties. Although, the applicability
to the LPBF process of the effective thermal conductivity of a powder measured in a
steady gaseous environment must be questioned. Firstly, the work by Chin et al. was
performed to a maximum temperature of 473 K. This is incredibly limited in scope,
especially when compared to the temperatures the powder bed is exposed to during LPBF.
At higher temperatures new phenomena become more dominant. For example, at elevated
temperatures, the contact area between powder particles can become increased due to
partial sintering. Therefore, the dominant transport of heat between particles could shift
to direct solid /solid conduction rather than through the gas medium as assumed by Chin et
al.. This then limits the applicability and generalizability of the conclusions they have

drawn. Secondly, Chen, Vastolaz, and Zhang [26] showed that non-uniformity in the gas
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flow throughout a build chamber directly impacted the defect density and build quality
of parts manufactured in the same build, and gas flow across the powder bed varies from
machine to machine. Therefore, when considering the thermal properties of the powder
for SLM are to be considered, it must be considered that they will vary from machine to
machine, due to the varied design in inert gas flow management in the build chamber. It
must also be considered that during the laser processing of the material, metal vapour
accumulates immediately above the melt [27]. The rate of vapour build-up is dependent
on the energy deposited into the powder bed, and the ability of the gaseous flow in
the chamber to advect the vapour away. The accumulated vapour is able to disrupt the
gaseous cross-flow of the chamber, therefore the thermal conductivity of the powder would
not be so closely correlated with the conductivity of the gaseous atmosphere as shown by
Chin et al. [25).

Furthermore, if a heated bed is being utilized, the powder bed is held at an above-
ambient temperature, thus reducing the required laser power to melt the powder. If the
heated bed is above the powder sintering temperature but below the solidus temperature,
partial sintering occurs in the powder bed. This increases the contact area between the
powder particles, increasing the thermal conductivity of the powder bed [28|. Also, during
the LPBF of many metallic alloys, low boiling temperature elements are volatilized and
form a plume that interacts with the gas flow in the process chamber [29]. This causes
fluctuations in the gaseous atmosphere, which could induce localised variations in the
thermal conductivity of the powder, as per the results of Chin et al. [25]. The gaseous
flow within the build chamber can even vary wildly between machines produced by the
same manufacturer, as demonstrated by Figure 2.4, Thus, showing that the properties

observed in one machine will not be the same as those observed in another.

2.1.2.3 Radiation

The reality of additive manufacture means that a consolidated part cannot energet-
ically be considered a closed volume: the part will lose heat to the machine chassis via

conduction, and radiation; and to the gaseous atmosphere through convection. Once heat
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Figure 2.4: Flow concepts of GE Additive Concept Laser M2 (generations prior to Series
4) machine, (a) and (b), and GE Additive Concept Laser M2 Series 4 machine, (c¢) and
(d). Image credit: GE Additive taken from

has been input into the powder bed, the raise in temperature of the heat affected zone
(HAZ) causes heat loss by radiation. The radiation loss from a heated body (across all

wavelengths), in Watts per unit area, is given by the Stefan-Boltzmann Law :
J(T) = eoT™. (2.13)

Where ¢ is the emissivity of the body, for a perfect “black-body” ¢ = 1, whereas for a
“grey-body” 0 < € < 1; and ¢ is the Stefan-Boltzmann constant:

2okt

_ _ -8 —217—4

The value of the Stefan-Boltzmann constant comes from the derivation of the Stefan-
Boltzmann Law from Plank’s Law, thus the derivation of both laws is intrinsically linked.

The derivation of Planck’s Law was first proposed by Bose in 1924 . Planck’s Law,

calculates the energy emitted per unit area of a given body at temperature 7', and is as

- 13 -
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follows:

8mThv®3 1 .
E@wT)=)_ =V " (2.15)
S

where h is Plank’s constant, ¢ is the speed of light in a vacuum, v is the frequency of
the quanta of type s, enclosed by volume V', k is the Boltzmann constant, and 7' is the
temperature of the volume. The form presented by Bose presents Planck’s Law applied at
an atomic level. When considering the macroscopic application of Planck’s Law, a shape
factor must be applied, as a body can only radiate energy from its surface, and any energy
radiated into the body is irrelevant. The shape factor is one of a hemisphere, and gives
Planck’s Law in an alternative form [32]:

2hv? 1
c2 e 17

Ew,T) =

(2.16)

Thus, the Stephan-Boltzmann Law (2.13)) is a solution to the definite integral of Plank’s

Law ([2.16]) over all frequencies of quanta, for a given temperature [33]:

o0 * /2hv? 1
J(T):/O E(v,T)dv:/O ( g thS/kT_Jdv. (2.17)

Materials used in PBF do not act as perfect “black-bodies” (¢ # 1), thus the emissivity

of the materials must be ascertained. The emissivity of a “grey body” (e4) is related to

the emissivity of a black body (g4,) via the absorptivity:

Egb = QEpp. (2.18)

The absoprtivity of a material and how it is measured is discussed in Sec. 2.1.2.1]

ASTM C835-06 [34], specifies a standardized method for measuring the hemispherical
emissivity of materials. However, the standard is only valid to 1400 °C. Temperatures
greater than this are used in the manufacture of parts, such as Tungsten, with a liquidus
in excess of 3000 °C [35,36]. Thus, using values obtained through the methods outlined in
the standard to predict radiative losses during PBF should be deemed as extrapolation,

and treated with due apprehension.
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In addition, the emissivity of metal alloys have been shown to be a function of tem-
perature [37], which would imply that there would be a variation in heat loss due to
radiation as the build time increases during LPBF. However, this also does not take into
consideration, that at the elevated temperatures oxide layer formation occurs on many
alloys [38,139]. Oxide layers change a materials ability to radiate photons, especially at
lower wavelengths in both steels and aluminium alloys [40,/41], thus the measured photon
release of these materials at higher temperatures, may be higher than expected. Thus the
use of virgin or reused powder in the LPBF process will effect the thermal behaviour of
the build.

Furthermore, as shown in the work by Bidare et al., during SLM, laser interaction with
the powder bed produces a “shielding plasma” which interacts with the laser beam [42].
The interaction of the laser and the plasma, proves that the plasma has a “lensing” effect
on electromagnetic radiation [43|. Thus, any radiation produced by the heated material
would equally interact with the plasma. This would cause any surface temperature read-
ings from pyrometry to be attenuated through this plasma, and affect the accuracy of the

readings.

2.1.2.4 Convection

Heat loss due to radiation occurs in both SLM and SEBM; however, in SLM heat loss
due to convection of the of the inert gas atmosphere used in the manufacturing process
dominates the heat loss from the top surface [44]. Due to SEBM being performed under
a high vacuum, this effect is not considered to be present.

Natural convection is caused by the buoyancy induced by variation in temperature through-
out a fluid. The governing relationship for heat losses for a heated body in a cool fluid
was first proposed in an anonymous letter from Sir Isaac Newton to Philosophical Trans-
actions in 1701 [45]. Whilst no formal equations were presented, it stated that the rate
at which heat was lost from the body was directly proportional to the magnitude of the

difference in temperatures of the body and the fluid. Mathematically this is represented
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thus:

Q = hA(T; — T)), (2.19)

where () is the heat flux, A is the heat transfer coefficient, A is the area of the heat transfer
surface, T’ is the fluid temperature, and 7T} is the temperature of the body’s surface. This
was corroborated by others following its publication [46]|47]. However, it wasn’t until
1817 in which Dulong and Petit showed that this was not valid for large temperature
differences, and that an exponent factor should be incorporated [48]. Thus a renewed

relation was proposed:

Q = hA(Ty — T,)". (2.20)

As a characteristic property of SLM is the presence of large thermal gradients [49]
Eqn. 2.20] should be utilized, over the original Newtonian form. Both the heat trans-
fer coefficient h and the scaling exponent B are dependent on the physical set-up of the
system, thus must be derived from experimental data. Thus, the work of Li et al. [50] in
deriving experimental values for h for common SLM alloys; this was based on the work of
Gouge et al., who devised a multi-scale Finite Element (FE) thermal model with powder
layer deposition [51]. Li et al. used this model to derive equivalent h values for the various
sides of part-sized builds of various sizes. However, the governing equation used for the
multi-scale FE:

nP
T=Tot o,
+ pCphstov

(2.21)
does not recognise that the values for p and C,, are temperature variant, therefore validat-
ing numerical results against numerical data, without physical data should be called into
question. Thus, the accuracy of the h values obtained by Gouge et al. [51] is not without
doubt. The temperature values should be compared to real build temperature values for
further validation.

Eqn. 2.20]is used to describe the loss of heat due to naturally induced convection. How-
ever, as Figure (of Section 2.1.2.2) and Bitharas et al. [29] the gas in the process

chamber does not begin as a static ‘Brownian’ environment, but is a dynamic, forced

flow. Therefore, convection is not induced naturally due to the thermal gradients of the

- 16 -
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process. As a result, h values should be calculated on an ad hoc basis, for each material

and machine.

2.1.2.5 Hydrodynamics

Once the powder bed is exposed to the laser or electron beam, localized melting
occurs, and as such this melt pool is subject to it’s own set of hydrodynamic and thermal
phenomena. The geometry of the melt pool is subject to many phenomena, convection
is effected by the viscosity of the fluid. It is also influenced by other such phenomena
such as gravity, buoyancy, surface tension, capillary, Marangoni effects, and evaporation
pressure [52|. Whilst there are numerous physical phenomena within the liquidus region,
it has been shown in studies of Laser Beam Welding, that Marangoni effects dominate
the mass transfer within melt pool [53].

The Marangoni Effect is the name given to the mass transfer phenomenon in which a fluid
flow is induced by a surface tension gradient mass flows from areas of low surface tension
to high surface tension. This phenomenon was studied in detail by Carlo Marangoni in
his doctoral thesis, published in 1865, from which the effect was given its name [54].

The surface tension of a fluid is dependent on the temperature and composition of the

fluid [55]. Thus, the change in surface tension of a fluid (do) is given as:

Oo do
do = =T + Z (a—cidq> : (2.22)

where T is temperature in Kelvin, and ¢; is the concentration of a single chemical species
present in the fluid’s surface. This gives rise to the thermal dependence of surface tension,

denoted by ~:
do

vl (2.23)

’y:

The absolute value is used in order to maintain the positive domain of the Marangoni
number. From Eqn. [2.23]a boundary condition for the free surface of a liquid/gas interface
can be derived:

[1(Vu + Vul)|.n =V,T, (2.24)
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where p is the dynamic viscosity of the fluid, w is the fluid velocity, and n is the normal
vector to the free surface. This boundary condition can then be used in conjunction with

the Navier-Stokes Equations [56]:

p (88—1; + u.V’u,) = —Vp+ V.(u(Vu + (Vu)") — ;M(V.U)I) + F, (2.25)

to derive a solution to fluid flow induced by surface tension gradients. Here, p is the fluid
density, w is the fluid velocity, p is the fluid pressure, and F is any external force acting
on the fluid. In PBF the laser heat source induces thermal and compositional gradients at
the point of impact, driving the Marangoni Effect in the melt pool, as shown by Eqn. [2.22]
When applied to the problem of Laser PBF, the surface Marangoni flows cause convection
currents in the melt pool, accommodating further heat transfer throughout the melt pool
and into the solid part. Due to it’s dependence on the concentration of all chemical species
present, FEqn. [2.22] also shows that not only the alloying elements can contribute to the
formation of such fluid flows, but also alloy impurities must also be considered [57].

The non-trivial contribution of these impurity elements to the overall Marangoni flow is
well documented in its effects on the welding of metal alloys [53,57-59]. Here, it shows that
it is possible for sufficient concentrations of sulphur can cause a reversal in the Marangoni
flows within a melt pool, which in turn, affects the melt pool geometry:

Le et al. showed that in 316 stainless steel, the transition from a positive to a negative
surface tension gradient occurred from 13 ppm of sulphur to 156 ppm [57]. This implies
the existence of a meta-stable point where a specific concentration of sulphur, could
cause there to be no surface tension gradient. Thus, there would be no Marangoni flow
at all and heat transfer through the melt pool would be dominated by conduction and
buoyancy effects. The effect of sulphur concentration on the surface tension gradient is
well documented in steel systems [60,(61], and in Inconel718 [62]; but whether a similar

observation can be made in other alloy systems is a topic for further investigation.
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Figure 2.5: Schematic diagram of fluid flow patterns within the melt pool for: (a) negative
surface tension gradient, and (b) positive surface tension gradient [57]

2.1.2.6 Solidification

Once there is no more heat input from the laser, heat transfer away from the melt
pool occurs due to conduction, convection, and radiation. Whilst Marangoni convection
helps to reduce the magnitude of the temperature gradients within the liquidus region;
the melt pool still loses heat to the gaseous environment, the bulk of the component, the

substrate plate, and even the surrounding powder through the mechanisms described in

Sections 2.1.2.2- 2.1.2.3l These temperature gradients serve as the driving force for the
transformation process of liquid to solid.

The start of this process begins with nucleation. Nucleation occurs when the free energy of
a solid phase is lower than that of the liquid phase. The transformation from solid to liquid
does not occur instantly, thus a liquid has the potential to hold a state of undercooling
or supersaturation.

The formation of nuclei in the body of a melt without any influence from outside material
is referred to as homogeneous nucleation |63]. Not all nuclei go on to form grains during
solidification in the melt there are clusters of atoms which could go on to form embryos but

this only occurs if they are energetically preferable. If the clusters of nuclei are assumed to
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be spherical the associated change in free energy associated with the solid /liquid interface

is given [64]:
4arr3

AG = AG; + AGy = 4nriy — 3

AspAT. (2.26)

Here the equation is the sum of two terms: AG; is the associated interface energy of
the solid/liquid interface formed; and AGy is the difference in free energy associated
between the solid and liquid phases. The free energy associated with the solid/liquid
interface is defined by its shape and the interface energy, in this case the atom clusters
are assumed to be spherical, thus the shape of the interface is given as 47r?, where r
is the radius of the sphere. This is then multiplied by =, which is the interface energy.
The difference in free energy between the solid and liquid phases is given by the term
AGYy, again, assuming the cluster is spherical in shape the volume of the cluster is given
as 47° /3; this is then multiplied by As; (the entropy of fusion per unit volume), and AT
(the variation in temperature from liquidus). For any temperature above liquidus, AGy is
always positive, therefore it is always energetically favourable to remain in a liquid state.
Once temperature decreases below liquidus, AGy becomes negative and transformation
to solid state is supported. On further inspection of [2.26] it can be seen that the left term
has an 72 dependency, and the right term has an 7® dependency; therefore this results
in a function with a turning point of maximum AG. The value for both the maximum
AG and the corresponding radius at which this occurs can be calculated via the use of

calculus, which yields:

167 V3
A omo — . ) 2.2
G 3 (As;)2AT? (227)
and

Re=RsAa7 = AT
Here, T'y; is known as the Gibbs-Thompson coefficient, and is equal to 7st/(as;). Equation
(2.27)) is known as the required activation energy for homogeneous nucleation, and equa-
tion is known as the critical radius of nucleus required to form an embryo.
It is often the case that there are foreign bodies interacting with the melt, whether this

be solid particulate suspended in the melt, or the wall of a mould or crucible. In the case
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of LPBF it is the edge of the meltpool itself, that acts as a foreign substrate for the melt.
These foreign bodies can act to facilitate the nucleation of embryos for solidification, and
is known as heterogeneous nucleation . The outline of the process of heterogeneous

nucleation is shown in Fig @

Vst
)

‘ '}’f ’Tf'
W// 5

oreilgn substrate//
.

Figure 2.6: The Nucleation of a Spherical Solid Cap at a Liquid-Substrate Interface

Resolving the forces parallel to the substrate surface, a relationship between the surface

energies and the wetting angle, 6, is obtained:

Y= Vfs + Vs cos 0. (2.29)

This is known as the Young-Laplace Equation . If 0 is such that v¢ > v¢s + v, the
preferable state is for the solid cap to form a thin layer across the surface of the substrate,
separating the substrate form the liquid. Whilst this does not prevent nucleation, it is
not the orthodox schema and must be treated separately. If 8 is such that v¢5 > v + v
then the preference is for the solid cap to separate from the foreign substrate to form
a spherical particle in the melt, no longer contributing to heterogeneous nucleation, but

homogeneous nucleation. The final case is for 6 that satisfies:

‘_Vﬂ s g (2.:30)

Vsl
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43

In this case, when 0 < 0 < 5 the surface is considered to be “wetted” and the change in

volumetric Gibbs Free Energy is given by:

AG = V:@(Gs - Gl) + Asl’}/sl + Afs(’}/fs - P)/fl)7 (231)

where V; is the volume of the solid nucleus; and Ay and Ay, are the surface areas of the
nucleus-liquid and the nucleus-substrate interfaces, respectively. Using trigonometry, and
substituting g, — ¢ = —As;AT an expression for the change in Gibbs Free Energy for

heterogeneous nucleation for undercooling AT

473

AG = (47r7"2”ysl — AszT> f(8). (2.32)

Here, f(0) € [0, 1], where f(#) is a ratio between the volume of the nucleus and the volume

of a sphere with identical radius of curvature, in terms of 6:

V, (2 + cos0)(1 — cos 0)?

10) = i = - . (2.33)

If the expressions for homogeneous (2.26)) and heterogeneous ([2.32)) nucleation are to be
compared, it can be seen that the Gibbs Free Energy of heterogeneous nucleation is a
factor of f(6). As with homogeneous nucleation, calculus is applied to find the required

activation energy, and critical radius for heterogeneous nucleation. This yields:

167 Vo

AGheter - AGhomof(€> = 3 (ASf)QATQ

f£(0), (2.34)

and

275 2T
R — Vst !

- _ el 2.
°T As;AT ~ AT (2:35)

As can be seen, the critical radius is independent of 6 and is therefore the same as
with homogeneous nucleation; and the activation energy is less than the homogeneous

activation energy by a factor of f(). Therefore, it is always the case that it requires less
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energy to induce nucleation heterogeneously. Thus, in the context of LPBF, the grain
growth is much more likely to begin at the melt pool boundary and proceed into the
center of the melt pool.

Further, solid-state changes of this microstructure can be achieved through previous layers
being exposed to the HAZ of the current layer ,. This can often result in the
recrystallisation of the meltpool grain structure so that overall columnar grain growth is
observed, with the column aligned with the build direction (z axis) as was observed by

Carter et al. [69], and is considered characteristic of PBF manufacturing.

2.1.3 Manufacturing Defects

There are a number of defects that can occur during the LPBF of metallic alloys;
namely Lack of Fusion (LoF) porosity, Gas Porosity, Keyhole Porosity, and Cracking.
2.1.3.1 Lack of Fusion Porosity

LoF porosity occurs when insufficient melting occurs in the powderbed to form a
continuous melt pool, thus unmelted powder particles can be observed in the part’s cross-

section, as is shown in fig.

Figure 2.7: Lack of fusion porosity in CM247LC, taken from

LoF porosity can occur for a number of reasons; insufficient energy deposition of the
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beam in the powderbed, discrepancies in the powder packing density of the powderbed,
or surface chemistry of the powderbed.

There have been numerous studies on the minimum threshold for energy deposition dur-
ing LPBF to achieve maximum density parts [71-73]. However, there lies a challenge in
quantifying a universal index for the energy deposition into a powderbed, due to the high
number of machine and process parameters that change from manufacturer to manufac-
turer; and the numerous different alloy systems employed in LPBF. The common indices
utilized for energy deposition in PBF are the series of expressions for Energy Density (F).
There are three energy densities in common use, linear, area, and volumetric; each one

incorporates different process parameters:

P

EF=— 2.36
" (2.36)
P

E = 2.
P

EF=—. 2.38
hud ( )

Here, P is the laser power in watts, u is the laser scanning speed in mms~—!, h is the
laser hatch spacing in mm, and d is the layer thickness in mm. It is this reason that

each Energy Density is reffered to as linear, area, and volumetric; as each one has units

2 3

of Jmm™, Jmm™2, and Jmm ™3 respectively. Carter et al. used area energy density
to empirically derive an optimised processing parameters for a number of Nickel-based
Superalloys the threshold for maximum density parts can be seen in fig. 2.8

Carter et al. were able to propose a threshold for minimising porosity in a number
of Nickel-based Superalloy systems. However, due to the lack of material information
utilised in the expression of energy density there is little applicability to alloy systems
beyond the Nickel-based Superalloys of the study. The same limitations apply to Tan et
al. [72], Letenneur et al. [73] and any other attempt to use energy density as a universal
measure to transfer alloy systems between different LPBF machines. As the downfalls

of the Energy Density criteria are well known [74-77], others have attempted to derive

other indices to fulfill its intended purpose that incorporates more information about the
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Figure 2.8: Graph of Area Porosity vs Area Energy Density, taken from

alloy system, and the machine system. Specific Enthalpy (2H/an,) was developed for Laser
Beam Welding, and incorporates thermophysical properties, such as thermal conductivity;
and machine properties such as laser spot size. Hann et al. provide a derivation of
the Specific Enthalpy expression. The formula for Specific Enthalpy is a solution to the

energy balance equation:

[ n2pexarset
(AzAY)AZAH e = / %(Aw&y)dt
- /SapAHmaxdt. (2.39)

Here, the first term of Eqn.[2.39 is the energy input into the volume, and the second
term is the heat lost through conduction. As can be seen in Eqn. the first term
incorporates more machine information in the form of the laser spot size (o), and more
material information in the form of the material’s absorptivity (7). The second term also

incorporates further material information in the form of the material’s thermal conduc-
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tivity (a) and the density (p). There is also incorporation of the term S, the ‘Conductive
Shape Factor’. The conductive shape factor is well known in the study of solutions to the
heat flow problem, and is a ratio between the surface area of the isotherms between two
isothermal surfaces and the distance between the two isothermal surfaces, and is depen-
dent on the geometry of the problem. In the case of simple geometries, the shape factor
is trivial, and can be derived through inspection; for more complex geometries, the shape
factor must be calculated through numerical methods [79]. Hann et al. relate the depth of

heat conduction during the time of heating via the relationship defined for ‘early regime’

2
Az~ [a x . (2.40)
u

Here, « is the thermal conductivity of the material, ¢ is the spot diameter, and u is the

heating given by Bejan [79]:

scanning speed; by making this substitution and solving for 2 /n,, Eqn. becomes:

AH 1 nP
h 1+ S'"VFo phyvVmaocsu’

(2.41)

where S’ is the ‘average shape factor’, and Fo is the Fourier Number. However, Hann et
al. provide no explanation as to the expected value or derivation for S, nor how the shape
factor has been averaged. Due to the integrals of Eqn. [2.39) being with respect to time,
one can ony assume it is the time averaged shape factor. This still leaves the problem of
selecting a reasonable approximation for the shape factor.

If a “best estimate” for the shape factor is attempted, then according to the work con-
ducted into the absorptivity of metallic powder beds [19,/20], it would be most suitable
to model the laser heat source as an isothermal volume embedded into the surface of a
semi-infinite medium. However, none of the common expressions for such shape factors
are bound over the domain of the time integral. Therefore, a lack of expansion on the se-
lection of a conductive shape factor, and the accompanying method of averaging, renders
this index for predicting material behaviour during AM not fit for purpose.

Due to the pitfalls of the energy density criteria, and the lack of suitable replacement,

extensive design of experiment (DOEs) are required per material prior to part produc-
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tion. During which, many different processing parameters are trialed to produce simple
geometry parts. These are then sectioned and examined for defects to establish which
processing parameters are optimum for part density. As the range of parameters is so
varied, these DOEs may need to be repeated several times. Each one consuming material
and time, adding to the overall expense of part production. Once, parameters have been
established for a single material, on a single machine, then a DOE need not be performed
again. However, as shown earlier, factors such as gas flow, vary between upgrades, there-
fore, theoretically, DOE must be performed after any machine changes also. Consuming

more material, and time.

2.1.3.2 Gas Porosity

Another form of porosity defect is referred to as gas porosity. Gas porosity is char-
acteristically smaller than LoF porosity, and has a spherical morphology. In LPBF, gas
porosity can be introduced to the part prior to processing (via powder manufacturing) [80]
or during the build process. Inert gas atomisation, is a popular method for producing
stock powder for the AM process. During inert gas atomisation, a droplet or stream of
molten material is exposed to a jet of high pressure inert gas. The surface tension causes
the stream to break into spherical particles that solidify, and can be collected. By alter-

ing the pressure of the gas jet, one can modify the size distribution range of the powder

particles that are formed [81].

Figure 2.9: SEM Micrograph Showing Gaseous Porosity in Metallic Powder Produced by
Gas Atomisation [82]

There are two accepted methods for gas pore formation in metallic powders: entrapment,
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and dissolution. Gas entrapment occurs when the inert gas forms a bubble within the
molten metal, the molten metal then solidifies around the gas. An example of such a pore
can be seen in Fig. 2.9] Gas porosity can also form when the inert gas used for atomisation
is dissolved in the molten metal by the high pressure of the jet, then during solidification,
the gas is forced out of the metallic matrix and into the inter-dendritic space, forming a
pore. While gas pores formed via both mechanisms are spherical in shape, those formed
via dissolution tend to be of smaller diameters than those formed via entrapment.

Both entrapment and dissolution porosity is possible during LPBF due to the inert atmo-
sphere required for processing. In order to predict the level of gaseous porosity present in
the final part would require prior knowledge of the gas porosity content of the feedstock
powder, an exact knowledge of the fluid flow dynamics of both the inert atmosphere and
the molten metal, and the thermal history of the build. Such calculations would require
high fidelity, high-capacity, large-throughput, multi-physics simulations, and as such are
innately incompatible with industrially relevant timescales, with the current technology

available (explored in Sec. 2.3)).

2.1.3.3 Keyhole Porosity

The purpose of the heat source in EB and LPBF is to, of course, melt selected areas
of powder in the powder bed. A side-effect of the elevated temperatures of these areas
is the evaporation of low boiling-point elements present in the alloy system. There are
those which are there by design, for example, aluminium, and those that are unavoidable,
such as sulphur and phosphorous impurities. When these species are evaporated from the
melt, the momentum carried by the vaporised atoms result in a recoil pressure exerted
normal to the molten surface [83]. The greater the rate of evaporation, the greater the
recoil pressure exerted onto the surface of the melt. This can cause the surface of the
liquid phase to bow inward, causing a gas cavity. The size and shape of the gas cavity
is determined by the recoil pressure of the evaporated elements, the hydrostatic pressure
and the surface tension of the liquid phase [27]. Should a sufficient amount of evaporation

be maintained then the dominant process for heat transfer into the material transitions
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Figure 2.10: Diagram of typical keyhole meltpool morphology. Taken from [83]

from conduction dominant, to fluid low dominated; these modes of heating are referred
to as Conduction-mode and Keyhole-mode respectively.

During keyhole-mode processing, the melt pool takes on a very distinct shape, as shown
in Fig. 2 after which keyhole-mode is named. As shown in Sec. 2.1.2.5 the motion
of the liquid region is heavy dependent on the chemical species present. Thus, as the
beam travels across the surface of the powder-bed the chemical species will vary, and as
shown by [57-59], even small variations in ppm concentration of species such as sulphur
can have large effects on the fluid flow of the melt. Thus, it can be difficult maintaining
a stable keyhole. Should instability cause the keyhole to collapse, it is easy for the gas
within the cavity to become trapped as the molten metal encloses around the gas of the
cavity, and the solidifies. Defects caused in this way are referred to as keyhole porosity,
and are characteristically orders of magnitude larger than gas porosity.

Prediction of the transition of processing mode from Conduction-mode to Keyhole-mode
has been the subject of extensive investigation [78,83-85], using a multitude of indices
from Energy Density (eqns. 230 237, 2.38)), to Specific Enthalpy (eqn. [Z41]). The range
of values that processing mode transitions has proved to be dependent on many factors,

including both material properties, and processing properties [84]. However, it can also
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be shown that in a simplified case, where the thermal field of a volume is represented by

the Rosenthal’s Solution adapted for a moving heat source [86]:

AP V(r+€)
T="1T BT 2.42
ot 27rkr€ ’ ( )

the temperature of any point can be represented as a summation over time of the pre-
vious Rosenthal solutions. it can be deduced that the starting temperature (7p) of the
subsequent laser vectors is a summation of the starting temperature of the volume and
the contribution from previous laser exposures. Thus, each subsequent laser exposure
is subject to a “preheating” effect. This means that for constant laser parameters, the
processing mode may transition from conduction to keyhole due to geometry and build
strategy. Alternatively, when keyhole mode is desired, the keyhole may grow unstable
and lead to build defects due to the preheating phenomena. This is shown by the work
of Zhao et al. of Virginia Tech. University geometric accuracy of constant processing pa-
rameters decreased as laser vector length became shorter due to the reduced time between
subsequent laser vectors due to the increased preheating experienced [87]. Thus, any in
order to calculate the processing mode beforehand, not only should material properties
and laser parameters be considered, but also geometry and scanning strategy. In this case,
it may be more desirable to simulate the thermal field of the build in order to identify

areas where overheating may occur.

2.1.3.4 Cracking

One of the many characteristic parts of the PBF process is the formation of incredibly
high thermal gradients, and cooling rates in the produced part. Due to these intense
gradients, PBF produces parts with exceptionally high levels of residual stress. Depending
on the material used in production, unless these residual stresses are mitigated, or relaxed,

they may cause the part to warp/distort or crack. Types of cracking can be seen in

Fig. 2.11]
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Figure 2.11: Types of Cracking Found in the Additive Manufacture of Metals through
Powder Bed Fusion. Taken from [88].
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2.1.3.4.1 Solidification Cracking Solidification cracking occurs during the liquid
to solid transformation of the alloy system during processing. As the solidification front
propagates into the liquid meltpool, the change in density from liquid to solid produces a
negative hydrostatic pressure that is exerted on the molten metal. If sufficient pressure is
exerted, cavitation can occur in the molten metal, causing multiple microscopic voids to
nucleate. These pores then act as initiation sites for microcracks which then propagate

and interconnect, forming one large defect in the bulk upon cooling .

2.1.3.4.2 Liquation Cracking Liquation cracking occurs in the HAZ surrounding
the heat source/material interaction. The elevated temperature in the HAZ causes local-
ized melting along grain boundaries (or areas of lower interface energy). The hydrostatic
pressure generated by the introduction of liquid at the boundary causes stress in the
boundary. If this hydrostatic pressure overcomes the yield stress of the material, then
deformation occurs and the crack propagates along the boundary .

The presence of certain chemical species can increase the probability of localised melting.

Such chemical species include low melting point oxides, sulphur, phosphorous, and boron.
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As mentioned previously, LPBF is commonly performed under an inert gas shielding at-
mosphere, and EPBF under vacuum, however, due to powder production technologies,
and the increased surface area to volume ratio of the metallic powders, each powder par-
ticle usually possesses a stable oxide layer. Some alloy systems such as 300 series stainless
steels and aluminium alloys are designed to possess a stable oxide layer in order to improve
the corrosion resistance of the alloy. Any oxide present in the powder before processing
acts as a source of oxygen for reaction during processing. Thus, even in a perfect atmo-
sphere, processing via PBF can produce low melting point oxides, which will encourage

liquation cracking.

2.1.3.4.3 Cold Cracking Another mechanism for cracking that is driven by the
highly anisotropic heat distribution in LPBF is cold-cracking [91]. Due to the anisotropic
heat distribution within the processed part high levels of residual stress is induced withing
the solidified metal. Upon cooling the geometry drives non-uniform shrinkage and distor-
tion within the part. If the stresses induced exceed the ultimate tensile stress of the alloy
then to relieve the residual stresses cracking ensues. This mechanism of cracking can be
somewhat overcome through the selection of processing parameters. However, aggrega-
tion of the build geometry to identify problematic areas is either left to the experience of
the engineer or requires lengthy, iterative simulations to be performed to find the correct

parameters.

2.1.3.4.4 Ductility-Dip Cracking Ductility-Dip cracking is a mechanism that is
only observed in the additive manufacture of nickel-base super alloys [92]. The mechanics
of ductile-dip cracking is not very well understood. However, it has been described as
“creep-like”, and occurs at a temperature range that increases intragranular motion but
too low to induce dynamic recrystallisation |92]. Therefore, this temperature range is
usually 0.5 to 0.7 times the solidus temperature of the alloy, at which there is usually a

sharp drop-off in ductility [93].
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2.1.3.4.5 Strain-Age Cracking Due to the point-wise application of energy and the
layer-by-layer production method of parts with PBF AM, a single point within the part
will undergo a repeated cycle of heating and cooling. Once solidified, it is possible that
a point within the part will be raised above the aging temperature of the alloy system.
Precipitation-strengthening alloys such as some nickel-base super alloys are particularly
susceptible to a type of cracking called “Strain-Age Cracking” when this occurs [90].
Precipitation-strengthening alloys develop precipitates above the aging temperature which
aid with dislocation pinning, which increases strength. However, this increase in strength
comes at the cost of the ductility of the material. Hence, without initially relieving the
high residual stress, also characteristic with PBF AM, a reduction in the ductility may
cause cracking to occur in the solid state during the build process if the residual stresses
were to exceed the ductility of the alloy. Carter et al. showed that these cracks are most

likely along grain boundaries that align with the build direction [94].

2.1.4 300 Series High Alloy Stainless Steels and 316L

Stainless Steels are a staple material in all industries, with the stainless steel industry
itself expected to exceed a net worth of $182 Billion USD by 2027 [95]. While most of this
growth is expected to be due to the infrastructure/construction industries due to rapid
urban expansion worldwide, a considerable part of the growth is due to the petro-chemical
industry [96]. The petro-chemical industry has utilized stainless steels for many years due
to its excellent corrosion resistance in the chemically extreme environments caused by the
caustic substances used. Due to rising pressure globally, i.e. The Paris Agreement [97], on
industries to increase energy efficiency and reduce carbon emissions, fossil fuel companies
have turned to additive manufacturing to optimise burn rates and tooling production in

order to meet these goals [98].

2.1.4.1 Chemical Composition and Phases

Stainless steels, via the addition of Chromium, were discovered in 1913 by Harry

Brearley whilst investigating novel steels for rifle barrels. Whilst Iron/Chromium alloys
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had been commonplace throughout the previous century, it was the discovery that at
0.3wt.% Carbon and 13wt.% Chromium the resultant alloy was resistant to etching and
corrosion at ambient conditions. This alloy became the basis for the 400 series stainless
steels which are still in wide use today.

Concurrently, in Germany, Iron/Nickel alloys were in circulation as tarnish-resistant, but
lacked the required corrosion resistance. It was at this time that a patent was filed for
an Iron/Nickel/Chromium alloy with improved corrosion resistance over the standard
Iron/Nickel alloys. These alloys became the basis for the 300 series of austenitic stainless
steels.

In the Iron/Chromium binary system, the introduction of increasing amounts of Chromium
leads to increased corrosion resistance. At the 12wt.% Chromium a threshold is met where
the alloy is able to sustain a thin, passive, protective layer of CryO3 Chromium Oxide at
room temperature. This oxide layer prevents any potential corrosive species from coming
into contact with the bulk. Hence, the excellent corrosion resistance that is characteristic
of stainless steels.

Between 42-50wt.% Cr the alloy system forms an intermetallic tetragonal sigma phase
that is hard and brittle, and is detrimental to the corrosion resistance of the system. The
phase diagram for the Iron/Chromium system can be seen in Fig. Commercially,
the range of weight percent Chromium that is of interest on the phase diagram is between
12wt.% and 25wt.%. However, due to the ability of Chromium to encourage the formation
of inter-granular carbides, it is also desirable for any Iron/Chromium system to possess
very low Carbon levels (of the order of <0.2wt.%) as these carbides would reduce the
corrosion resistance. The Iron/Carbon phase diagram is shown in Fig. 2.13

From Fig. and [Z13] it can be seen that a low-Carbon, Iron/Chromium alloy would
present as an alpha, body centered cubic (BCC), ferritic alloy at room temperature.
However, due to the properties of ferritic steel when used in fabrication processes such
as welding, they are susceptible to microstructural changes in the HAZ. This can lead to
compromised corrosion resistance and embrittlement post fabrication. Therefore, in order

to overcome these shortcomings, a way to retain the gamma, face centered cubic (FCC),
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austenitic structure at room temperature is required.

As mentioned earlier, in the 1910s a patent was filed for an Iron/Chromium/Nickel alloy
with excellent corrosion restistance. The addition of Nickel to the Iron/Chromium binary
suppresses the austenite to ferrite transformation to sub-zero temperatures. Allowing the
system to retain a stable fully-austenitic microstructure. The AISI dubbed “300 series”
of stainless steels is based on this quarternary system of Iron, 0.02-0.2wt.% Carbon, 17-
20wt.% Chromium, and 8-12wt.% Nickel.

The AISI 316L is also referred to as 1.4404 in the UK, the specification of which is given by
BS EN 10088-3:2005. The composition specification is given in Table 2.1l As can be seen
from this specification, there are additional elements added beyond the base quarternary
system. The 300 series were designed to be fully austenitic stainless steels preferable for
any application that required fabrication via welding. Therefore the additional elements
added to the base quarternary system are to improve weldability and discourage phase
changes due to the elevated temperatures and fast cooling rates of welding. Molybde-
num’s inclusion into the system increases resistance to pitting corrosion, especially in
chloride and sulphurous environments. Silicon is added to reduce the surface tension and
increase the fluidity of the molten alloy, however, is a ferrite forming element and can pref-
erentially oxidize to form "slag spots” during processing, therefore many stainless steels
limit inclusion of Silicon to 0.75 wt.%. Sulphur and Phosphorous are included to improve
weld penetration during processing, they do this by encouraging greater marangoni flow
in the liquid region, increasing heat transfer into the bulk. However, high Sulphur and
Phosphorous content steels are prone to the precipitation of Sulphide and Phosphide type
inclusions upon welding, thus the need for Manganese. Manganese is added to increase
strength, toughness, and hot working properties of the alloy by reacting with the Sulphur
to create Manganese Sulphide inclusions. It is also an austenitic promoter to increase the
stability of the alloy across all working temperatures, it is even used as a replacement for
Nickel in the AIST 200 series steels. Finally, Nitrogen, like Nickel, is an austenite forming

element. It also increases yield strength, and increases pitting resistance.
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Table 2.1: Composition Specification for 3161/1.4404 Austenitic Stainless Steel. Taken
from [101]

Element wt.% Present
Carbon (C) 0.0 - 0.03
Chromium (Cr) 16.50 - 18.50
Molybdenum (Mo) 2.00 - 2.50

Silicon (Si) 0.0 - 1.00
Phosphorous (P) 0.0 - 0.05
Sulphur (S) 0.0 - 0.03
Nickel (N) 10.00 - 13.00
Manganese (Mn) 0.0 - 2.00
Nitrogen (N) 0.0-0.11
Iron (Fe) Balance

2.1.4.2 Thermophysical Properties

2.1.4.2.1 Enthalpy and Specific Heat Capacity The values for enthalpy were
measured via Power-compensation Differential Scanning Calorimetry (PDSC). The full
method for measurement can be found in the work of Mills and Richardson [102].

Due to the complexity of the measurement apparatus, and the need for controlled heat
input and measurement, it is not recommended that homemade apparatus is not used.
Provided that the correct method of operation is used according to the manual provided
by the machine manufacturer, the error in values should be within 1%. Sources of error
in this process are introduced by unsuitable samples, incorrect machine calibration, or
inadequate data processing [103].

In PDSC two pans of the exact same composition and dimensions are prepared. Pans are
usually made of platinum, however other materials such as alumina and yttria are also
used. A sample of of the material to be measured is placed in one of the two pans. PDSC
requires two pans, as both pans are thermally isolated, and the temperature of each is
raised at a constant predefined regime (usually between 5 to 40 Kmin~'). The powers
required to raise the temperature of each pan are compared, revealing the thermophysical

properties of the sample. The captured signal can be described:

S=1I+KAC (2.43)

S =1+ K(AC, +mycpy). (2.44)
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Where I is the power required to maintain the chamber at a given temperature, i.e. the
isothermal losses of the machine chamber. The exact value of I is unimportant due to
measurements being a difference between the two chambers as the temperature changes.
What is of note is that the value of I is temperature dependent and therefore must be
calibrated across the entire temperature range. The remainder of Eqn. shows that
the majority of the signal comes from AC' the difference in specific heat capacities of each
chamber, multiplied by K, the linear conversion coefficient. Eqn. [2.44] expands to show
that the difference between the specific heat capacities of the chambers is a sum of the
differences in specific heat capacities of the empty pans (AC,), the mass of the sample
or calibrant (m,, where x = s or z = ¢), and the specific heat capacity of the sample or

calibrant (c,,, where z = s or x = ¢). Thus:

S, =1+ KAC,, (2.45)
s =14+ K(AC, + mycys) and (2.46)
Se =1+ K(AC, + mccy). (2.47)

Ideally, the sample pans should be of the exact same mass in order to reduce the effect on
the signal. Modern manufacturing practices can assure mass variation on sample pans be
no greater than +0.01g. Therefore, the value of K can be easily measured by the use of
the calibrant signal. The calibrant being a sample of material of known mass and known

specific heat capacity, is compared to the signal of the empty pan:

Se — Se = Kmecpe

K== 5 (2.48)

mMeCpe

Common materials used for calibration of DSC machines are pure Nickel or Gold. Whilst
the value of K is temperature independent, it is somewhat effected by rate of change
of temperature, and is sometimes represented as K,T. Calibration of the DSC machine
should be done frequently to ensure the accuracy of the conversion signal.

Comparing the signals from the empty pan and the unknown sample (x = s) yields and
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expression for the unknown specific heat capacity:

Cps = . (2.49)

Combining this with Eqn. [2.48] an expression for the specific heat capacity of the sample

is finally obtained:

Se — S, me
_ . 2.50
. Cp ( )

C

P Sc - Se
Therefore, the Enthalpy vs Temparature curve for the sample material can be trivially

obtained via the numerical integration of the specific heat capacity vs temperature curve

obtained via the DSC method.

dH
Cps = de therefore
H,(T) = / ¢odT
Se — S, me
- Me . aT. 2.51
/ Sc - Se ms C;D ( )

2.1.4.2.2 Thermal Conductivity/Diffusivity The standard method for measure-
ment of the thermal diffusivity of metals is via Laser Flash Analysis (LFA) and the
procedure is outlined in ASTM standard E1461-13 [104]. The equipment setup used for
measurement is shown in Figure [2.14]

LFA is based on calculating the thermal conductivity of a homogeneous sample of known
dimensions, by increasing the temperature of one side of the sample, and measuring the
time required for the opposing side of the sample to increase in temperature. The sample
is encased in a furnace, so that the thermal conductivity can be measured over a range
of temperatures, typically room temperature to 1650 degrees Celsius. The temperature
increase is applied through a short pulsed laser, and the temperature rise is measured via
infrared optical sensor.

The calculation for the thermal diffusivity of a material by LFA is based on the solution

to the diffusion equation for a thermally insulated solid of uniform thickness, L, first



2.1. POWDER BED FUSION (PBF) CHAPTER 2. BACKGROUND

IR sensor

iris
Ge lens
CaF, window

transmitted
energy

PC control
and
_data acquisition

water cooling

laser pulse

fused silica
window

laser shutter

(Nd:Cr:GGG)
1.06 um laser

Figure 2.14: Diagram of Laser Flash Analysis Equipment. Taken from [105]

published by Carslaw and Jaeger in 1959 [106]:

L L
1 2 —n’rlat
T(x,t) = E/T(:U,O)d:c—i—zz exp an; X cos nZI/T(:L’,O) cos ?dw , (2.52)
0 n=1 0

where « is the thermal diffusivity of the sample. Parker et al. [107] proposed the flash

method to overcome the downfalls of previous methods:

1. Contact methods of heating and measurement introduces sources of error due to the
thermal mass of the heat source and measurement probes altering the temperature

distribution of the sample.

2. The short timescale between heating and measurement would minimise the error

introduced to the results due to the cooling of the sample.

3. The method of heating could occur in a vacuum instead of an inert atmosphere

which removes any heat loss due to atmosphere.
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They also showed that for the initial conditions proposed in the LFA method Eqn. [2.52]
can be used to calculate a.

Considering a laser pulse of intensity P 7W/m? incident on the front surface (z = 0) of
the sample (with absorptivity 7), is instantaneously absorbed uniformly by depth g of
material (where g < L). Then the temperature distribution at time ¢t = 0 of the sample

can be represented:

png, O<zx<g
T(z,0)=4¢"" (2.53)
0, g<zx <L

where p is the sample density, and ¢, is the sample heat capacity. Substituting this initial

condition into Eqn. 2.52] yields:

T(z,t) =

n7rg 2.2 t
1 +22 (sm /1) cos 2L exp nra >] . (2.54)

,ocp nmg/L L L?

For opaque materials ¢ << L, the ratio 9/L is of the order of magnitude ~ 10° as discussed
in [2.1.2.1], then a small angle approximation can be made for the sinusoidal term, thus
the temperature measured at the reverse side of the sample x = L against time, is given

as:

T(L,t) =

1+2 Z ( " exp #)] . (2.55)

This result can be expressed dimensionlessly, via two parameters:

Pcp

T(L,1)

V(L,t) = , and (2.56)
M
2t
W= (2.57)

where T); is the maximum temperature expressed at the rear side of the sample. Combin-
ing Eqns. [2.55] 256 and 257, and solving for «, the expression for the thermal diffusivity

of the sample:

(2.58)
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where t,, is the time taken for the rear surface of the sample to reach n percent of its
maximum temperature; k,, is a coefficient that is dependant on the percentage n at which
the thermal diffusivity is calculated for. Typically, n is 50 %, thus k, is taken to be

1.3879, as was first proposed by Parker et al. [107]:

L2
o =1.3879". (2.59)
t50

However, in order to confirm the validity of any measured LFA result, ASTM E1461-13
recommends confirming « over a range of values of n from the recorded temperature vs

time curve; and as such, provides a table of the calculated values for k,, for a range of n:

Table 2.2: Table of values for k£ with corresponding n. Taken from [104].

W) ke %)k
10 0.066108 60 0.162236
20 0.084251 66.67 0.181067
25 0.092725 70 0.191874
30 0.101213 75 0.210493

33.33 0.106976 &0 0.233200
40 0.118960 90 0.303520
50 0.13879

As outlined earlier, the use of an infrared thermometer (IRT) is desirable in LFA as
due to the sensor not requiring to be in contact with the specimen, the thermal mass
of the sample is not altered by the process. IRTs measure temperature by the variation
in radiation of a heated body in accordance with the Stefan-Boltzman Law discussed
in Section 2.1.2.3] However, as shown in Eqn. 2.13] the radiation of a body due to it’s
temperature is dependent on the emissivity (¢) of the surface. Therefore, the IRT must be
calibrated to accommodate the emissivity in measurement, thus can be a source of error
in such calculations [108]. Especially in the case of AISI 316L where the alloy system is
designed to naturaly produce an oxide layer for corrosion resistance, but this will alter
the emissivity of the surface.

ASTM E1461-13 states that samples should typically be 10 to 12.5 mm in diameter, but a
range of 6 to 30 mm are reported to also produce reliable measurements [104]. Regulation

of sample thickness is less stringent, due to the required compromise between limiting
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error:

e Too thin a sample results in the sample not being representative of bulk material,

and the resulting value of thermal conductivity being of low accuracy.

e Too thick a sample increases the time taken for the opposing side of the sample
to reach the desired temperature rise, thus lowering the accuracy of the measured

time.

e Too thick a sample results in the length of laser pulse required for the desired

temperature rise to increase, thus increasing temperature losses.

Therefore the standard suggests that samples to be of 1 to 6 mm thickness, with the
maximum allowable variation in thickness of the sample being within 1%.

Error due to the analogue to digital conversion, and by baud rate of data capture is
considered to be negligible in this process, as the sampling rate is minuscule in comparison
to the target rise time outlined by ASTM E1461-13 (10 to 1000 ms) [104].

The largest source of error incurred by LFA is due to the thermal diffusivity of the material
itself. As the method of measurement relies on a temperature differential between the
two sides of the sample, the sample itself is never at a homogeneous temperature once
the laser pulse is fired. This means that the thermal conductivity distribution throughout
the sample matches that of the thermal distribution, and thus the thermal conductivity
measured is that of a sample of indeterminate average temperature. In order to overcome
this issue, the procedure for LFA is set so that the sample thickness should result in
as near a homogeneous temperature distribution as possible upon measurement. Also,
that the desired temperature rise seen at the opposing side of the sample is no more than
4 degrees Celsius. This means that the gradient of thermal conductivity with temperature
is minimal, whilst the radiative emission measured from the sample is of significant signal
to noise ratio. The results of Chapman et al. showed that when taken into consideration,

the uncertainty of the LFA process is no more than 1.4% [105].
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2.1.4.3 Additive Manufacturing of SS316L

Due to the development of AISI 316L stainless steel for weldability, there was a nat-
ural progression for early adoption following the advent of Direct Metal Laser Sintering
(DMLS) by EOS, who filed a patent for this process in 1995 |109]. This process was
validated using Cobalt-Chrome, and Titanium due to the difficulty in processing these
materials using traditional processing techniques. However, less than a year later Fraun-
hofer Institute for Laser Technology, presented work in which a full part was produced
from AISI 316L via laser processing, without the need for a polymer binder [110]. Thus
began a two and a half decade journey into the microstructural, and mechanical property
optimization of AISI 316L via direct laser fabrication.

In 1998, Keicher showed the comparative mechanical properties of AISI 316L manufac-
tured via Laser Engineered Netshaping (LENS), their results are summarised in Table 2.3]
[111]. This showed from very early in the process development that the properties of AISI
316L could match, or even exceed that of wrought material. However, Keicher makes no
mention of quantifying the density/porosity of the produced samples, thus it is unknown

what dependent variables the processing parameters were optimised for, if any.

Table 2.3: Summary of Mechanical Properties of AISI 316 SS, manufactured by LENS.
Taken from [111]

Plane Orientation Ultimate Tensile Stress Yield Stress Elongation
wrt Tensile Direction (MPa) (MPa) (% in 2.54 cm)
316 SS Perpendicular 793 448 66

316 SS Perpendicular 793 448 51

316 SS Parallel 807 593 33

316 SS Anneal bar 586 241 50

In 2004, Kuth et al. published a paper regarding the Selective Laser Melting (SLM) of
irom-based powders and the effect of varying laser powers and scan speeds on the resul-
tant part quality [112]. This is regarded as being the pioneering work on the processing of
steels, such as AISI 316L, in what would become LPBF. These results were corroborated
over the next half decade by numerous authors [113,/114], however, the expanse of aca-

demic work on this area did not exceed 200 W laser power. Whilst parts of >99 % density
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could be produced, due to the limited power of the machines available in the academic
sector, build rates were incredibly slow and throughput could not match traditional man-
ufacturing technologies in most industrial sectors. It is also worth noting that due to the
powder atomisation methods in use, the stock powder in use during the LPBF of met-
als, contains innate porosity, discussed earlier (2.1.3.2), and the use of ambient /slightly
positive pressures in the LPBF process, it is difficult to produce parts of 100 % density
without adopting post-treatment processes.

Following the work of Kuth in proving the processability of AISI 316L stainless steel
powder without need for a binder material, academic focus shifted to the microstructural
characterisation of part produced in this way, the relationship to the initial processing pa-
rameters, and the resultant mechanical properties. It was during this paradigm shift, that
academia discovered and accepted the “characteristic”, columnar microstructure that is
produced by the layer-wise heat application to LPBF parts [69]. The presence of these
columnar grains, aligned with the build direction were confirmed in AISI 316L [115], there

were also two findings of the work of Saeidi et al. that were also worthy of note:

1. That there was a proportion of retained delta ferrite found in grain boundaries of

the as-built parts (Figure 2.15]).

2. That within grain boundaries is an intragranular network of dislocations that result
in a markedly higher microhardness value than wrought, or annealed AISI 316L
(Figure [2.16)).

The presence of the delta ferrite phase in the as-built AISI 316L parts was confirmed by
Sun et al., and is believed to be due to the phase transition of 316L from delta ferrite to
gamma austenite upon cooling. The fast cooling rates characteristic of LPBF prevent the
complete transformation of the delta phase to gamma phase and a minute fraction (less
than 0.4 % by area) is retained [116].

Saeidi et al., later the same year, further elucidated the characteristics of the intra-granular
cellular network observed in Figure [2.16lc. Through XRD analysis, it was shown that the
intra-granular cell boundaries observed in the previous work, had a higher concentration of

Chromium and Molybdenum than the centers of the cells [117]. The results of this analysis
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S0pm

Figure 2.15: Phase distribution EBSD of 316L sample produced by LPBF showing
austenitic structure (blue), with minute fraction of retained ferritic structure (red). Taken
from [115]

can be seen in Figure 2.17] However, due to the limitations of XRD analysis, the full range
of alloying elements in the 316L system could not be quantified, and there may also be
varying concentration of the lighter/trace elements of the alloy system in these regions
also. In the same work, Saeidi et al. also show that the crystallographic orientation of
these intra-granular cells did not differ significantly enough from each other to constitute
separate grains, hence the lack of resolution of the cellular structure in the EBSD analysis
performed in the prior work. This was corroborated by Liu et al. who also confirmed
the presence of a higher concentration of Manganese at the cell boundaries [49]. Thus,
it was believed that due to the incredibly high cooling rates of consolidated parts during
LPBF, grains solidify according to the “cellular” regime [65], this causes microsegregation
of Chromium, Manganese, and Molybdenum at cell boundaries with minimal angular
offset between adjacent cells. This results in a network of dislocation tangling within the
as-built part that raises yield stress with minimal effect on ductility [49]. The sTEM
work performed by Liu et al. showed that the dislocation network of the intra-granular
structure in the as-built parts, possessed a high concentration of twin boundaries that
had previously not been observed in 316L that had not been deformed via cold-rolling or
hot-torsion worked [118119], thus the existence of such twin boundaries in 316L produced

by LPBF without deformation is unique to this manufacturing process [49,[117].
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Figure 2.16: SEM images of 316L produced by LPBF showing the intragranular disloca-
tion network. Taken from [115]

It wasn’t until 2020, when Bertsch et al. elucidated the formation mechanisms of the high
dislocation concentrations observed by the previous works of Saeidi et al. and Liu et al..
Bertsch et al. found that the primary formation of the dislocation network was in fact due
to the thermal expansion and shrinkage that occurs by the successive application of laser
heat input across the surface of the part; the microsegregation observed by Saeidi et al.
and Liu et al. effects the scale, orientation, and structure of the dislocation network, but
is not itself a method of dislocation formation; finally, it was found that by altering the
thermal history of select areas of the build area through manipulation of the processing
parameters and geometry, the dislocation network could be manipulated and gradiented
microstructures could be achieved [120].

Thus, from these results, it is evident that the ability to predict, design, and optimise the
microstructures within a part manufactured in AISI 316L via LPBF would be of immense
value to academia and industry, and that this is possible with thermal field simulation of

sufficient accuracy.
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0.5 um

Figure 2.17: XRD Elemental Maps of 31610 Produced by LPBF. Taken from ||

2.2 Numerical Methods

The various thermophysical phenomena discussed in the previous sections (2.1.2))
occur over a range of spacial and temporal scales. It is for this reason that a single
method of numerical simulation will not suffice for all phenomena. Numerical methods

utilized for LPBF are normally categorised into three classes based on length scale :
e Microscopic,
e Mesoscopic,
e Macroscopic.

Whilst there are no firm rules on the exact length scale that defines each of these, it is
accepted that: microscopic scale refers to simulation where resolution less than a tenth of
the radius of a single powder particle is required; mesoscopic scale refers to simulations
where resolution of individual powder particles are required; and macroscopic scale refers

to simulations concerned with scales greater than that .
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2.2.1 Microscopic Scale Methods

Microscopic methods are best utilised for microstructural prediction, due to the scale
of dendrite formation and concentration fronts. There are two methods of simulation at

this scale:
e Cellular Automata

e Phase Field Method

This section will briefly introduce these methods and how they have been applied to the

problem of simulating LPBF.

2.2.1.1 Cellular Automata (a.k.a. Lattice-Boltzmann Model

In 1963, Neumann and Ulam put forward the model of “cellular spaces” as a way
of predicting cellular reproduction in biology [121,|122]. In 1991, Hesselbarth and Gobel
introduced an alternative to the JMAK method of simulation, utilizing a version of this
biological model of recrystallization that marked a significant step forward in modelling
theory [123]. A step that is still in use to this day. This innovation was the Cellular
Automation (CA) or Cellular Automata Method. This method is easily applied in both
two and three dimensions. For brevity, it shall be explained in two and the extrapolation
into three should be trivial. The simulated area is spatially discretized into “cells” of
shape that are able to be tessellated (commonly squares or hexagons). Nucleation sites
are distributed according to the thermophysical system of the volume, e.g. randomly
distributed according to the thermal field, or the fluid flow of the volume. The cells im-
mediately surrounding the nucleation sites are defined as the “neighbourhood”, there are
multiple accepted neighbourhood shapes that are used. The shape of the neighbourhood
is considered a variable that is to be selected based on the known solidification behaviour
of the material in question, and shall be discussed in further detail later. At each timestep,
the state of each cell is defined by the states of all the cells in its neighbourhood in the
previous time step. In this way, cellular automata can show the solidification of the molten

metal, and the microstructural evolution of the matrix during LPBF.
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2.2.1.1.1 Neighbourhood Selection There are two major considerations to be made
when configuring a CA simulation, the first being the neighbourhood geometry. Selection
of the neighbourhood has a profound impact on the grain shape and growth rate [123].
Possible neighbourhoods are shown in Fig.
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Figure 2.18: Definition of Possible 2D Cellular Neighbourhoods: (a) von Neumann, (b)
Moore, (c) 7-cels-neighbourhood and (d) 25-cells-neighbourhood. (The centre cell is re-

garded as part of the neighbourhood, because the new state depends on its old state.)
Taken from [123].

There is no standard protocol for selection of the correct neighbourhood for CA modelling.
However, in the majority of cases the simplicity of the von Neumann or Moore neighbour-
hoods are sufficient. The von Neumman neighbourhood also converges with the spatial

descretization of the solutions of the diffusion equation for isotherms (), which is com-
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monly the predominant driving force for recrystalization behaviour in metallic systems.

Hence, an excellent starting point.

2.2.1.1.2 Cell Transition Rules Beyond the selection of cell geometry and cell
neighbourhood organisation, the other major proportion of CA modelling is defining the

behaviour of the cells themselves. This is categorised in two parts:
e the number and kind of states each cell can take, and

e the rules that define the transition of a cell from one time step to the next

2.2.1.2 Phase Field (PF) Methods

Phase field methods explicitly describe the state of a material through an “order
parameter” (¢). The basis of these methods are very well described in the review published
by Qin and Bhadeshia in 2010 [124]:

Consider a precipitate forming within a matrix of an alloy system, the states of matter
can be categorised into three parts: the precipitate, the matrix, and the interface that
separates the two. The order parameter (¢) is used to define the state at each point of the
system through time. In this example, ¢ = 1 represents the precipitate, ¢ = 0 represents
the matrix, and 0 < ¢ < 1 represents the interface. The interface is therefore located by
the range values at which the order parameter lies within this range within the volume,
the spatial range of this range defines the width of he interface. The “phase field”, from
which the method derives its name, is the set of values of the order parameter across the
entire volume. Thus, the total free energy of the volume, GG, can be described purely in
terms of ¢. The driving force for the evolution of the structure of the volume are the
thermodynamic forces, thus the phase field methods rely on high fidelity thermal data in

order to produce high fidelity results.

2.2.1.2.1 The Order Parameter In the example above, ¢ has a clear macroscopic
physical meaning, which is not always the case. In two phase systems it is easy to imagine

that ¢ represents the precipitate/matrix/interface or the liquid/solid/interface. However,
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in general N phased systems, where ¢; represents the order parameter for each phase.
Where ¢ = 1 represents where the N** phase exists and ¢ = 0 represents where it does
not, rather than a specific state of matter. In this generalised example, if ¢, is the matrix

then at any given location:

Z ¢ =1 (2.60)

The order parameter can also be represented in vector form, Hoffman and Cahn express
the order parameter as the variation of interfacial energy as a function of interface ori-
entation [125]. Such approaches can allow for the prediction of crystal shape formation

over time [126}/127]. An example of this is shown in Fig.

2.2.1.2.2 Thermodynamics The order parameter must be coupled to a thermody-
namic functional, and it is this functional that is the driving force for any phase change
in the system. Traditionally, if the volume is non-isothermal, then an entropy functional
should be used, Gibbs Free Energy or Helmholtz Free Energy should be used for isothermal
volumes [124]. However, Penrose and Fife showed that due to the energy flow associated
with temperature variation, energy density and order parameter can be consistently de-
fined for non-isothermal volumes [128]. Combining this with the work of Wheeler et
al. (that showed that in the non-isothermal case the gradient energy coefficient can be
approximated as a non-constant [129]), allows free energy approach to be used for the

non-isothermal problem. This is the most definitely the case for LPBF.

2.2.1.2.3 Computational Method The governing equations for Phase Field Meth-
ods are commonly taken to be the time-dependent Ginzburg-Landau Equations |130]. In
the use case of LPBF where liquid phases and solid grains are both explicitly tracked,

two order parameters must be considered. One to track the liquid phase ({), and one to
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Hf Ti

Figure 2.19: Surface Rendering of Calculated Liquid/Nucleus Interface Energies for a
Range of Elements. Colormapping Corresponds to Relative Values of Interface Energies,
with Blue being the Lowest and Red being the Highest. Taken from [127].

track solid grains of varying orientations (¢;):

8¢Z(T7t) _ 5F(C7¢17T)
o L, {—5@(7',75) :| (2.61)
o¢(r,t) 0F(C, ¢:,T)

o=t S 202

These equations relate the gradients of the N present field variables (where ¢ =0,..., N)
of orientation, r, and time, ¢, to the gradient between the total free energy, F', of the field
variable at temperature, T'. L is a kinetic coefficient of the phase interface mobility. The

total free energy at temperature 7' is given:
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F= [ (oo + fyna) dV (2.63)
flocal = fphase + fgrain (264)
fonase = mp {(1 = ¢)?0(7) + C*[1 = (7)]} (2.65)
o(1) = %{1 —tanh [0(7 — 1)} (2.66)

n

[ lz((¢i>4—@2)+722<¢i>2<¢j>2+}1+<1—<>2 (@] (267)

i=1 j=1 i=1 =1

faraa = (V) + (V) (2.68)

Here, 7 is the ratio of temperature (7) to liquidus temperature (7;); 6 is a constant that
ensures ¢ is 0 when 7 is greater than 1. x, and x, are L/S and grain interface gradient
coefficients respectively; while m, and m, are functional coefficients of the mass of the
liquid and solid phases respectively.

In the case of non-isothermal volumes, such as LPBF, these governing equations must
also be coupled to a thermodynamic model in order to feed the phase field model with
the required information, such as temperature or fluid flow. Both thermal field and phase
field models can be handled with finite difference or finite element methods.

If handled explicitly, the maximum time-step that can be taken by the phase field model

1S:
1(Aa)?

At <
2 D

(2.69)

Here, Ax is the smallest spatial resolution of the phase field model, and D is the total
dimension on the volume of the phase field simulation [127]. This equation shows that in
order to resolve the spatial detail required for microstructural visualisation Az needs to
be in the range of 1 — 10um. In the example of a commercially available system such as
the Renishaw RenAM 500Q®, which has a build volume of 250 x 250 x 350 mm, D would
therefore be 350 mm. Therefore, if attempting to simulate a full build, At would be of the

range of approximately 1.4 picoseconds; when compared to the approximate build time
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for a full height build upwards of 72 hours, this leads to the number of full loops of the
phase field algorithm to be 1.8144x10'7. Even if a single loop were to take only a single
millisecond, this means that this total number of loops would take approximately 5.75
billion years. Obviously this is not realistic.

In order to reduce the number of calculations the spatial resolution could be increased,
however doing this reduces the information that can be gleaned from the phase field
model. Also, due to the coupling of the phase field model to the thermal field model,
even if the computation speed of the phase field model were to be highly optimised, it
would still be limited by the speed of the thermal field model it was coupled to. So would
therefore benefit from techniques to increase the speed of computation of a thermal field

model.

2.2.1.2.4 Phase Field Modelling of Laser Powder Bed Fusion PFM have been
used to tackle numerous problems within the LPBF process, from microstructural evolu-
tion, to in-situ alloying [131-134].

Recently, in 2012, Li et al. of McMaster University in Canada used PFM coupled with
a conduction only thermal FEM simulation to investigate the in-situ alloying process of
p-Titanium alloy Ti-185. the flowchart of the methodology can be seen in Fig. [2.20] In-
situ alloying is the process of producing parts from blended elemental powders, the aim
being that the process will alloy the constituent elements into the desired composition on
processing [135]. Li et al. were able to show using PFM that by simulations of identical
geometries produced via pre-alloyed powder versus in-situ alloying do no achieve similar
microstructures due to elemental powders causing higher concentrations of dendrite in-
hibiting elements such as Iron, Aluminium, and Vanadium. However, it must be noted
that by utilising a “conduction only” thermal model for this PFM seems counter-intuitive
to the aim of the experiment. If the final goal of the work was to track concentrations of
the alloying elements a process, which at its core, is a mass flow problem, then the omission
of fluid-flow (bulk mass flow) from the thermal model is naive. Especially, considering
in Sec.2.1.2.5 it was discussed that even a part per million change in concentrations

of impurity elements such as Sulphur of Phosphorous can lead to complete reversal of
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Marangoni effects in the melt pool. An effect which would have profound impact on the
mixing of the molten elements and thus the final concentrations of each element.
Another application for the order parameter in PFM is to represent alternate states of

¥
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Figure 2.20: Flowchart showing the numerical implementation of the PF, FEA, and Nu-
cleation Modules to simulate the LPBF process. Taken from [131].

matter, instead of solid/liquid, instead Phase Field Damage models (PFDMs) use the or-
der parameter to represent fully intact material and fully damaged material. Thus, PFM
can be used to predict fracture mechanics [136]. Li et al. of the University of Sydney
applied PFDMs to the LPBF problem due to the highly columnar and anisotropic mi-
crostructure of as-built parts produced . PFDM was applied in order to predict both

the stress/displacement curves and crack propagation for a number of various failure sce-
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Figure 2.21: Schematic of crack propagation specimens. Designed to achieve complex
crack paths. Taken from [134]

narios, as shown in Fig. [2.21] Li et al. were able to achieve reasonable agreement between
numerical and experimental results in both stress/displacement and crack path predic-
tion (Fig. [2.22), even resolving the correct order of failure of each section of geometry. It
should be noted, that Li does discuss that further work is required in the investigation
into the uncertainty of this approach. It is possible that some of the discrepancy between
the numerical and experimental results is due to the effect of any post-processing under-
gone by the physical test specimens, as Li et al. expand very little on this. The as-built
surface will have stress amplifiers such as surface porosity, that are not taken into account
by the numerical model. There will also be stochastic factors in the production method
that are not accounted for also, such as powder spreading inconsistencies, and the effect
on energy input of the laser by spatter produced during the processing of adjacent parts
disrupting the powder bed. These effects should be quantified, and/or handled through
the introduction of the appropriate noise into the PFDM in order to bring the physical

results more into line with the numerical results.
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Figure 2.22: Comparison of numerical and experimental results for various specimens
built at various orientations relative to the build direction. Taken from [134]

Quantifying and predicting the surface finish of the as-built LPBF part can also be ad-
dressed with PFEM. Li et al. of the University of Connecticut, apply PFM to the problem
of wetting and balling of molten metal to unmelted powder of the powder bed in order to
predict the affect of processing parameters on the final part surface finish . In this
application, the order parameter is used to represent the state of the argon atmosphere,
the metal powder, and the substrate, as can be seen in Fig. 2.23] Li et al. conclude that
this approach to PFM results in a numerical simulation that agrees with thermophysical
phenomena, i.e. that at low to medium energy density, balling is dominant and Marangoni
effects are secondary; as energy density is increased, wetting and Marangoni effects be-
comes more dominant and balling is no longer observed. It should, however, be noted
that whilst the application of the PFM is valid and the observation agrees with what

would be expected from the thermophysical phenomena, due to the simplification of the
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Figure 2.23: Schematic of selective laser melting of a horizontal layer of equal-sized metal
powders placed on top of the substrate and surrounded by argon gas. Phase field vari-
ables ¢1, ¢9, and ¢3 indicate the volume fractions of argon gas, metal powders, and the
substrate, respectively. D represents the width of the computational domain, and the
Gaussian beam is featured by its irradiation intensity H and a characteristic spot radius
a. Taken from [133]

problem the powder bed no longer represents an industrially relevant system. Therefore,
the model requires further development before any conclusion from the approach can be
applied to a real-world problem. In order to overcome this limitation of this model, a
suitable method of powder bed generation needs to be adopted. These algorithms are

commonplace in the Mesoscopic Scale Methods, and shall be elucidated next.

2.2.2 Mesoscopic Scale Methods

Mesoscopic methods are employed when phenomena that are of the scale of individual
powder particles are being quantified, such as the capillary action of the liquid melt into
the powderbed, or the wetting of the meltpool on the surrounding powder. In order
to quantify these phenomena, the powder bed cannot be approached stochastically, the
powder particles themselves, must be defined and handled explicitly. Therefore, they are

reliant on the how a representative volume of the powderbed is generated.
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2.2.2.1 Powder Bed Generation

These methods describe the way in which the generation of a representative volume

of powder is performed. In general, these methods can be categorised in two ways:
e the "Rainfall” Method,

e and the Discreet Element Method (DEM).

2.2.2.1.1 “Rainfall” Method Meaken and Jullien formalised the use of spherical
fractal generators to propose the restructured rainfall method in 1988 [137]. In this algo-
rithm, a basal line is established, then spherical particles of the selected size distribution
are sequentially ”dropped” onto the basal surface. Under the effect of gravity each pow-
der particle is allowed to come to rest at a local minimum potential energy. If the basal
surface is reached the particle moves no further, should a particle come into contact with
another particle, it is allowed to freely rotate until a local minimum or the basal surface is
found. Once all particles are placed, the algorithm then subtracts particles from the layer

in order to achieve the desired packing density. This process is illustrated in Fig. [2.24]

‘o @ © b oo

Figure 2.24: Tllustration of the Rainfall Method of Powderbed Generation. (a) Schematic
of the Rain Modelfor Random Packing with Rotations. (b) Powderbed Produced by the
Rain Model. (c¢) Adjusting the Relative Density by Removing Some of the Particles. (d)
Cross Section of a Real Powderbed (Titanium Alloy.) Taken from [138].
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2.2.2.1.2 Discrete Element Method Discreet Element Methods or DEMs are pow-
erful methods of handling volumes of powder particles, whilst handling each particle ex-
plicitly. These methods have been utilised across many industries in which the behaviour
of powder is of interest, from Powder Metallurgy, to Animation, Pharmaceuticals, and
even soil engineering [139-142]. In this method, each powder particle is explicitly resolved

with each force acting on it. The forces common to the DEM are:
e contact force,
e rolling resistance,
e friction,
e and gravity.

The former three, act between powder particles, and between powder particles and the

processing environment. Each powder particle is subject to Newton’s second law [140]:

M, = Ié; (2.71)

where F'; and M ; are the force and momentum of any particle selected at random, m is
the mass, and [ is the moment of inertia of said particle. If sufficiently small a timestep
is taken (At), #; and @; can be assumed to be constant before and after the time, ¢ [142].

The linear and angular velocities can be represented:

t _At Fz
AR L L <—> At (2.72)
m
: A M,
I = iy (—) At. (2.73)
m

Therefore, the position of particles can similarly expressed:

pP = gt A (2.74)

1

WP = Gt P AL (2.75)

7
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A criterion must be put in place to discern whether two particles come into contact. This
is done by calculating the distance between each particle, and if any of these are less than
the sum of their respective radii, then a collision is assumed to have occurred (Eqn. [2.70)),
a collision is also assumed to have occurred if the position of a particle is within a radius
of the volume boundary.

|01 + Oq| <71 + 12 (2.76)

Once a collision is detected, the contact force must be calculated so that the velocities

and momentum can be updated:

Fe=F"+) dF* (2.77)
F = ko u,n (2.78)
dF® = —kai,dt. (2.79)

Here, the contact force F'¢ can be resolved into the normal force F¢™ and the shear force
F<%; k, and ky are the elastic normal and shear stiffness respectively; u,, is the overlap
distance derived in Eqn. 2.76; n is the normal unit vector; and s is the shear velocity.
Due to the variation in particle size, elasticity k is calculated from the macro-scale Young’s

modulus F,,, and Poisson’s ratio v:

rira
T1+7’2

ke = vk, (2.81)

k, = 2E,, (2.80)

In order to quantify the rotation of the particles, thought must be given to the rolling
MT™ and twisting M* moments of each particle. As these are the resolved components of

the rolling resistance M"¢%:

M"™® = M" + M"* (2.82)
M" = k,w" (2.83)
M = k,nt. (2.84)
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Here, k,, k;, 7., and m; are the rotational and torsional stiffness, and the rotational and
torsional vectors. All these equations currently describe a perfectly elastic system, with
no energy dissipation. Therefore, regardless of the length of simulation, the system will
stay in motion. Therefore, terms must be added to allow the energy dissipation through
friction and damping. One such source of energy dissipation is the contact shear force,
as this is reduced by inter-particle friction. Hence, a coefficient of friction ¢ must be
introduced.

Fe > F® = Ftan¢. (2.85)

max

Each particle is also subject to gravitational force:
F9 = —mg. (2.86)

However, these may not be sufficient to produce numerical stability for convergence to

quasi-steady state, thus another source of non-viscous damping is also added [143},/144]:
F{ = —Qsgn(#])| Fil, (2.87)

where (2 is the damping coefficient, and sgn is the sign function. The damping coefficient
is selected by the operator in order to converge the solution within a reasonable time,
however this does create a somewhat artificial result. Thus, the final equations that need

to be solved for each particle are:

F™ 4+ dF* + F9 + F{ = mi (2.88)

M™® + ) (r;) x F* = Ii;. (2.89)

As previously stated, these equations are required to solved for each particle at each
timestep. As the number of particles increases the scale of computational load grows at a
rate greater than O(n). This is incredibly limiting on the scale of final volume that can be
simulated. A benefit of DEM simulation is that as forces are resolved explicitly, a greater

accuracy can be achieved by adding terms to simulate the effect of the recoating method
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on the powder bed, making simulations more representative of the conditions within the
build chamber.

It is also of note that this simulation is not in itself the ends with respect to the AM
process. DEM is required to generate the powderbed, on which further simulation is
required. Thus, increased computational load and time at this stage is detrimental to

industrial relevant timescales.

2.2.3 Macroscopic Scale Methods

In order to resolve individual powder particles the numerical methods utilised for
these simulations require meshes of resolution approximately 10% the mean particle size.
Typically the particle size distribution (PSD) of powders utilised in LPBF is 15 to 45 um
for non-reactive materials and 15 to 63 pm for reactive materials [145]. This would mean
the resolution of the mesh would need to be between 2 to 4 um. A full build volume of 250
x 250 x 350 mm? this would represent 2.734375 x10' and 3.41796875 x10'* elements.
This would make the computational load for the build gargantuan, and not viable for
industrial use. A way to overcome this limitation is to treat the powderbed as a continuum
with stochastic representation of key properties. However, this approach, in its pursuit
of simplifying representation of the problem, disregards surface representation. This is

handled instead by adjustment of the values that govern the laser/powder interaction.

2.2.3.1 Continuum Modelling

With continuum modelling, multiple powder particles are now represented within
a single element. Due to this, the model requires the introduction of a new material
phase for the properties of the powder. These properties differ from the properties of the
bulk [20].
As was discussed in Sec.2.1.2.2] the effective thermal conductivity of the powderbed
can be related to the gas contained between the metallic powder particles due to the
lack of inter-particle contact area [146|. However, Gusarov et al. also proposed a model

with the thermal conductivity of the powderbed being derived from the conduction from
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inter-particle contact area [147]. This work showed that when the powderbed approaches
the the sintering temperature the increased contact area between the powder particles
becomes non-negligible as previously assumed. This is also shown to be the case for
powderbeds in which the powder recoating method applies a compressive force to the

powder.

2.2.3.1.1 Melt Pool Geometry Many of the applications of continuum modelling
are focused on approximating the geometry of the meltpool immediately beneath the in-
cident laser. Much of continuum modelling requires the solution of the heat equation [4.1].
This also requires taking into account any thermal sinks in the system, such as the ra-
diative losses from the powder bed surface ; and convective losses to the gaseous
atmosphere . As was discussed in Sec. [2.1.3.3] when the laser melts the powder
and subsequent layers, some of the alloying elements are vaporised. This does incur an
enthalpy loss but many continuum models do not quantify this loss but still result in
reasonable agreement with Monte Carlo simulations [11]. However, Loh et al. show that
the ability to ignore the losses due to evaporation is alloy specific. In their work the
Aluminium alloy AA6061 was shown to lose almost 50% of the processed material due
to evaporation, illustrated in Fig. [2.25] Therefore, the omission of these losses may not
always be an appropriate decision. As the meltpool geometry can be inferred from the
isotherms of the heat equation solution at each timestep, such simulations can be heavily
simplified, and provide the best basis on which fast thermal solutions can be validated.

Another possible simplification that can be applied to continuum modelling is the omis-
sion of hydrodynamic forces. This omission removes the need for tracking flow of mass
as well as the flow of heat. This has some accuracy implications as was discussed in
Sec. 2.1.2.7] the presence of minor elements such as sulphur and phosphorous can affect
the liquid flow in the molten metal which has direct implications on meltpool geome-
try [57]. However, as shown by numerous studies, this approach can produce sufficiently

accurate results [149;/150].
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Figure 2.25: Illustration of the Proportion of Melt to Evaporation in AA6061. Taken
from [148|
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2.2.3.1.2 Residual Stress and Distortion Due to the inhomogenous distribution
of thermal field during building of a part, there can be an inhomogenous distribution of
residual stresses left in the finished part. This can lead to physical distortion in the final
part. Therefore, solution of the thermal field can be used to predict distortions in the
final part so that they may be compensated, or laser parameters can be adapted to reduce
distortion [151]. Distortion in as-built parts remains a prominent issue in maintaining part
compliance in industrial projects and continued work in residual stress calculation [152].
The most market dominant method of distortion calculation is the Inherent Strain (IS)
method. The origins of the IS method comes from welding technologies, developed with
Ueda et al. [153]. IS was repurposed for AM in 2014 by Keller and Ploshikhin |154], with
multiple variations on the method being developed [155]/156]. These derivative methods
all require coupling to an FEM simulation. Variation between these methods comes from
how strongly the IS method is coupled to the FEM simulation. The FEM simulation is

fed into the governing equations of the IS method:

m:ry:gww = V(k(t) - VT(2,y.2,0)) + Q(z.y, 2.1) (2.90)
V.o=0 (2.91)

o = De“ (2.92)

g =g 4 g et (2.93)

e = a(T)(T - Tp) (2.94)

Full details of the application of the IM method to the AM process is outlined in the work
of Gouge et al. [157], including the validation using industry benchmark parts (shown
in Fig. 2.26). However, it is clear that every derivative and variant implementation of
the IM method requires an independent thermal simulation to be coupled with, whether

strongly or weakly.

e The original IS method was uncoupled from the thermal analysis, and the heat equa-
tion is used purely to calculate the temperature increase from initial temperature

Ty due to the source term.
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e A weakly coupled IM method solves the thermal FEM analysis in its entirety to
inform the thermal strain matrix. However, the updated displacement matrix is not

used to update the node positions of the thermal FEM analysis.

e A strongly coupled IM method also solves the thermal FEM analysis in its entirety,
as with the weakly coupled. However, the thermal FEM node positions are updated
from the new displacement positions, producing a feedback loop with the thermal

FEM.

Thus, the accuracy and speed of the distortion prediction is heavily dependent on the

thermal simulation it is coupled to.
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Figure 2.26: Deformation Validation Results. Taken from [157]

2.3 Computational Hardware

Development of simulation algorithms and development of the computational hard-
ware that is used to perform these simulations go hand-in-hand. Therefore to discuss the

state of the art of one without discussion of the other would be remiss.
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2.3.1 Graphical Process Units

As early as 1951, at the Massachusetts Institute of Technology (MIT) in the US, the
Whirlwind I was a vacuum tube based device able to rendering 3-dimensional images for
use as a flight simulator for the US Navy during the cold war [158]. Whilst this was one
of the very early use of technology to generate 3D representations, it is a far sight from
the Graphical Processing standards that are familiar today. The predecessors of today’s
processsors would not arrive until a quarter of a century after Whirlwind I, when RCA
released the "Pixie” chip [159]. However, these consumer chipsets were focused on 2D
rendering rather than 3D images.

It was the 1990s that saw the shift from a focus on 2D to 3D graphics with the release
of 3DFx’s Voodoo 1 graphics card in 1995 [160]. This was a dedicated to 3D images, and
was a separate component that could be installed into a PC, and the second edition of
this product, the Voodoo 2, had three chips to allow concurrent processing of multiple
textures in a single pass. This is the first use of concurrent processing, that could be
recognisable in comparison to modern graphics cards.

The term Graphics Processing Unit (GPU) was first coined and used by NVIDIA in 1999
with the release of the NVIDIA GeForce 256. The first in the ” GeForce” line, that contin-
ues as part of the NVIDIA dominance of the GPU landscape. As part of that trajectory,
in 2007, NVIDIA released the CUDA Development Environment, the first widely adopted
programming paradigm for GPUs. How this differed from conventional CPU program-
ming is shown in Sec. [2.3.2]

The capability of modern day GPUs, when compared top their early predecessors, are
order of magnitude more streamlined and functional. Since this point, two major manu-
facturers have dominated the GPU market, NVIDIA and AMD (formerly ATI Technolo-
gies Inc.). The latest generation of GPUs utilise production transistor technologies of the
order of approximately 10 nm, as compared to the 220 nm process used for the GeForce
256. This results in modern day GPUs possessing in excess of 76 billion transistors on the
NVIDIA RTX 4090, and 58 billion on the AMD Radeo RX 7900 XTX. This makes the 17

million of the GeForce 256 seem paltry in comparison [161-163]. The latest generation of
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NVIDIA and AMD GPUs are rated 83 and 61 trillion FLOPS (TeraFLOPS of TFLOPS)
respectively [162,/164]. This constant growth and refinement of GPU technology has al-
lowed huge advancements in numerical, data driven technologies, including simulation,
machine learning, and data science. Advancements that could not have been handled

practically with conventional CPU computation.

2.3.2 Parallel Computation

In order to conceptualise parallel computing, one must first understand its predeces-

sor of serial (or sequential) computing. Consider a simple matrix addition:

T1 Y1 21
T2 Y2 22

+ = (2.95)
Tn Un Zn

where z, y, and z are arbitrary vectors of length n. If one were to calculate z manually,
one would naturally begin by calculating z;, then 2z, and so on. This is reflected in the
early computer architectures and arithmetic logic unit (ALU) design, in which each arith-

metic action was handled individually, one at a time. Represented in pseudocode this is:

Algorithm 1 Pseudocode Representing Sequential Calculation of a Simple Vector Addi-
tion
Require: n > 0
1: N+<0
2: while N <n do
3: ZN & TN T+ YN
4
)

N+ N+1
. end while

As can be seen in , as the number of total elements n increases, so does the calcu-
lation time of z. At the time of the release of the first dubbed “GPUs” the latest CPU
released was the Intel Pentium III single core processor, with a clock speed between 400
MHz and 1.4 GHz and a reported calculation speed of two 32-bit floating point opera-

tions per cycle. This would mean at peak performance the Pentium III could perform

- 70 -



2.3. COMPUTATIONAL HARDWARE CHAPTER 2. BACKGROUND

approximately 2.8 million 32-bit floating point operations per second (FLOPS). This is
sufficient for large arrays of number if simple addition was all that was required. However,
in the case of matrix multiplication, which is well established has a base computational
complexity of @(n?), this would mean that any square matrix with N greater than 141
would require multiple seconds. This is was incredibly limiting for the time, especially
with displays. The human eye can register between 24 and 60 frames per second (FPS)
of a display [165]. Thus, on a simple 512 x 512 pixel display, 24 FPS would require the
calculation of approximately 6.3 million floating point values per second (6.3 Giga-FLOPS
or GFLOPS) which was way beyond the capability of the Intel Pentium III.

Due to the market drive of display hungry applications, a new way of handling such com-
putation was required. Due to the nature of the problem, it was realised that there was
no need to handle these calculations serially, the value of a single pixel is independent
on the value of any other pixel on the display. Hence, if these values can be calculated
concurrently, in parallel, then the time for calculation of the entire display can be reduced
by a factor of how many parallel processors are used. This methodology can also be
extended to the matrix addition problem of Eqn. [2.95 The value of z, is independent of
any other value of z, therefore this is also a calculation that would benefit from concurrent
computing. This revolutionary approach became known as parallelisation.

The modern GPU leverages this parallelisation by implementing multiple simplified pro-
cessing cores, usually referred to as Graphical Processing Clusters (GPCs). Instead of the
full general complexity of a core of a CPU a GPU is streamlined for speed of calculation
rather than varied calculation optimisation of the CPU. The CPU is designed to switch
between instruction sets more frequently, whereas the GPU is optimised for performing
very similar instruction sets across many concurrent cores |[166]. An example of GPU
architecture can be seen in Fig. 2.27]

Not every problem can benefit from parallelisation, and the viability of a problem to be
parallelised must be investigated. Sec.[4.3] will go into full detail on the formation of
the enthalpy approach to solving the heat flow equation. However, from its derivation,

in Appendix A and Appendix B it can be seen that the solution can be represented in
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Figure 2.27: Diagram of GPU Chip Layout of Latest NVIDIA Ada Lovelace Architecture.

Taken from

matrix form. Inspection of these matrix forms is shown in Eqn. [£.26] and From
these, it can be seen that the calculation of change of enthalpy of a single element in the
simulated volume is dependent solely on the surrounding six elements, and is independent
of the remaining elements. This indicates that this is a problem that would benefit from
the application of parallelisation, where a GPU can be programmed that a single core
handles the enthalpy change of a single element, and numerous elements are calculated

at the same time to reduce the calculation time of the entire volume [167].

2.4 Concluding Remarks

The literature reviewed in Chap. [2| and identifies the phenomena present during the
LPBF process, and the numerical methods utilised in order to quantify and predict them.
Based on this literature, it is observed that the LPBF process is an incredibly physically
complex process, spanning nanometers to tens of millimeters. Where a multi-physics,
multi-scale, unified model would require petabytes of computation. Even with the com-
putational power of the latest NVIDIA and AMD GPUs this would all-encompassing
model would be unwieldy for commercially available computing, or incredibly expensive

for cloud based solutions [168].
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In order to make simulation more manageable, phenomena are aggregated via scale: micro-
scopic, mesoscopic, or macroscopic. However, the varied phenomena across these length
scales are thermally coupled. Therefore, a thermal simulation must first be performed, or
calculated alongside the additional phenomena simulations. Thus, the advancement that
would unilaterally improve performance across all simulations would be to improve the
performance of the thermal simulations which all others are coupled with. This will be

the aim of this project, and is further expanded on in Chap. [3|



Chapter 3

Research Aims and Objectives

3.1 Research Aims

The overall aim of this project is to develop techniques for increasing the speed
performance of heat flow simulation of Laser Powder Bed Fusion, that can be used in
conjunction with other established techniques, in order to achieve faster than real-time
simulations of industrially acceptable accuracy. If these techniques are to be considered
viable, they should be able to predict the meltpool geometry of the LPBF process, whilst
outperforming an unmodified simulation in speed.

If successful, these simulation can be used to predict the local thermal history of different
geometries present in production parts to identify areas in which the standard parameters
may cause overheating and potential build failure (Sec. [2.1.3]). This is a useful preventative

tool for Design for Additive Manufacturing (DFAM).

3.2 Research Objectives

In order to accurately evaluate the performance of the coarsening techniques devel-
oped in this project a benchmark must be established for comparison, and this benchmark
must be validated with physical experiment. Therefore the project objectives are as fol-

lows:

1. to produce a base fully fine resolution simulation method to predict the thermal
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flow through a macroscale part (Chap. [6);

2. to validate the performance of this benchmark simulation method through utilising

it to predict the geometry of meltpools at a range of different processing parameters

(Chap. [0]);

3. to develop a method of overcoming the limitation of current coarsening strategies

that cannot coarsen across materials or material states (Chap. [7));

4. to validate the performance of these coarsening techniques via comparison to the

established, validated baseline model (Chap. [7)).



Chapter 4

Simulation Methodology

As shown in Chapter [2], due to how the material is processed in LPBF, the physical
phenomena that arise are almost exclusively thermally driven. Therefore, when simulating
the process, regardless of what methods are undertaken, there is often a need to couple
them to a separate thermal simulation to evaluate the thermal state of the volume before
all else each time step. Therefore, it stands to reason that in order to improve the
performance of these methods, with regard to computational time, when simulating larger
and more industrially relevant volumes, one must address the performance of the coupled
thermal model on which all the other methods stand. This chapter will describe the
computational techniques employed to produce a “baseline” thermal model of the LPBF
process and qualify its fidelity via evaluation of the model’s ability to predict meltpool

geometry.

4.1 The Heat Equation

The distribution of energy within the build volume is given by the Heat Equation,

assuming no heat is lost from the build volume to the wider machine:

: 1
T =aV*T + —F, (4.1)
pc
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where T is the short form of T'(z,vy, z,t) and represents the temperature distribution in
the z,y, z directions and time (¢); a is the thermal diffusivity of the volume; p is the
density of the volume; c is the specific heat capacity of the volume; and F is the source
term. The full derivation of the heat equation can be found in Appendix A. As can be
seen from its derivation the Heat Equation is a second-order linear partial differential

equation. A general second-order linear differential equation can be written in the form:

AlUgg + 20Uy + ClUyy + dug, +euy + fu=g (4.2)

Where the coefficients a,b,c,d,e, and f are known functions of x and y. Here, the subscript
u; represents the first derivative of u with respect to 7. In the case of the heat equation,
the z and y are replaced with the spatial and temporal domains. The general second-order
linear differential equation is presented here in two dimensions for brevity, for how this is
shown in three dimensions, please refer to Appendix B. As with any binomial equation,
the classification of the equation can be obtained by evaluation of the behaviour of the
discriminant, D = b*> — ac: if D < 0, the equation is parabolic; if D = 0, the equation is
elliptic; and if D > 0, it is hyperbolic. Equations can be of mixed type as the discriminant
can vary depending on domain. The Heat Equation (Eqn.[4.1]), sometimes also referred
to as the Diffusion Equation, when expressed in three spatial dimensions, can be written
in the form:

Up = Ugy + o + Uz, (43>

where t represents the temporal dimension. This form of the heat equation represents the

prototype of a parabolic equation.

4.2 Discretization

In order to numerically solve the heat equation for the closed volume that is the
build volume in LPBF, Eqn. must be discretized in all four domains. In the case

of the spatial domains, it is trivial to imagine dividing each orthogonal dimension into
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equal intervals of arbitrary size h. In other words, dividing the entire build volume into
voxels of side length h. Approximation of the second order terms of Equn. [.3] (using this

discretization) is performed via standard finite difference approximation:

—2Uijk + Uit1,5k + Uiz1,ik

Urr (ZL’Z', yja Zk) =~ h2 (44)
— 22Uk + Wik + Uij-1k
Uyy (i, Yj, 21) ’ 22 : (4.5)
Y
—2Ujj + Wi j k1 + Wi jr—1
Uy (Ii, yja Zk) ~ J ;LZJF J . (46)

The temporal domain must also be discretized by approximating Eqn. at time steps of
At and can also be approximated in a similar way through a finite difference approxima-
tion. However, in order to generate a system of equations that will give a finite solution
(given appropriate initial conditions and boundary conditions), there are two approaches

that can be used to perform this finite difference:
e backward difference and,

e forward difference.

4.2.1 Backwards Difference and Implicit Solvers

The backward difference method of finite difference generates a difference equation
utilizing the current term and the previous term in the discrete domain. Hence, the
solution to the current time step is dependent on the solution of the next time step, this
is referred to as an implicit method. For demonstration, consider the one-dimensional
examples of Eqn. [4.3}

Up = Unpy (4.7)

Let ugk) denote them solution at x; = ih and ¢, = kAt. w(z,t), which gives rise to the

difference equation:

(k) (k—1) (k) (k) (k)
N 2 ci=1.n=1k=01,... (48
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Which leads to the identity:

At
k k—1 k k k

uz( ) = ug ) 4 /5l [—2u§ ) ¢ uz(~+)1 + ug_)l] . (4.9)
In order for the solution to Eqn. to be unique, initial conditions and boundary con-
ditions must be defined. If these are defined, and the system of difference equations are

expressed in their natural order, the entire solution can be written in the form of a matrix

equation Ax = b, where:

o)
142 —p
. . O
A= " - Cb=p] (4.10)
'.' t. _u
0
- 1+2u
B

Where p = At/p2. In order to achieve a unique solution to the above matrix equation,
boundary and initial conditions must be provided. At this point, in order to solve the
above equation, one must solve the entire matrix for each time step. This is an implicit
method of solution, one such method is the Crank-Nicholson Method. This is computa-
tionally demanding for each time step and reduces the viability for industrial application
for full build volumes. One advantage of implicit solvers is the stability criteria levied on
the values of p. Due to the requirement of solving the entire matrix backwards through
time the use of temperature dependent properties introduces another complexity. This
introduces a cyclical problem which the properties to be used at ¢ = ¢,,1; are dependent
on the temperature profile at t = t,,. However, in order to calculate the temperature at

t = t, the temperature profile at ¢ = ¢,,,; must be known.
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4.2.1.1 Stability Criteria of Implicit Methods

Referring back to Eqn.[£.10, one may notice that the matrix A is a Tridiagonal

Symmetric Toeplitz (TST) matrix:

1+20 —p a c

. b -,
A p — (4.11)

—u 1+2u b a

The eigenvalues of such matrices is found using the formula:

k
/\k:aiQ\/%cos(N—il), k=1,...,N (4.12)

Where N is the order of matrix A. Thus, the eigenvalues of A are:

km
1420+ 2/ 12 k=1,...,N 4.13
+ 24 LHW<N+J, s (4.13)

and the eigenvalues of A™':

1
14 2p (1—COS(N’“—L))’

k=1,...,N. (4.14)
Combining the fact that p = £ > 0 and 1 — cos*7/v+1 € (0,2), the eigenvalues of A~
are always positive and less than one for every value of . Thus implicit methods are
unconditionally stable for all sizes of discretization in time.

The downfall of such methods in industrial applications comes from the need for each
timestep requiring the full solving of matrix A each iteration, these methods are compu-
tationally intensive, and time-consuming. Also, in LPBF, the scanning speeds achievable
during processing, if too large a time-step is taken the laser spot may move considerably
between times ¢, and t,,,. Whilst this does not impose any limitation on the stability of
the method, it would undermine the accuracy of the thermal simulation, thus does impose

a maximum limit on the size of time step that can be taken.
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4.2.2 Forwards Difference and Explicit Solvers

If instead, a forwards difference is used to combine the expressions for discretization
of Eqn. [£.3] then the difference equation (Eqn. |4.15)) that arises shows that the solution
to the next timestep is dependent on the solution to the current timestep, hence is an

explicit method.

(k+1) & (k) | (k) (k)
At _ h2 ; 221’__‘,n_1’k:(),1,... (415)

As with the backwards difference, when expressed in natural order Eqn. can be

written as a Tridiagonal Symmetric Toeplitz matrix equation:

(e
1=2p p
. . O
A=| " - L b=p| (4.16)

.- .- M

0
po1=2p

B

4.2.2.1 Stability Criteria of Explicit Methods

In order to investigate whether this method of solution is subject to any restrictions
with respect to stability, the same approach is used as was undertaken with the backwards

difference. The eigenvalues of A are hence expressed:

k
1—2u(1—cos<N—il)), k=1,....,N (4.17)
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This is subject to the same constraint that in order to guarantee stability, the eigenvalues

of A must be greater than -1 and less than 1:

krm
—1<1—-2u(1- 1
- u( COS(N:1>)<
km
—2<=2u(1—- 0
< u( COS(N:1 )<

km
1— 1 4.1
0<,u< cos(N:1 >< (4.18)

As 1 — cos(*7/N +1) has a maximum value of 2, when *7/n 4+ 1 = 7. This leads to:

2u <1

1
=73

% < % (4.19)
Therefore, unlike the implicit methods, explicit methods have a strict restriction in the
relationship between values of both At and h that maintain convergence to the correct
solution. Due to this restriction the viable values of At used in explicit methods are often
orders of magnitude smaller than the equivalent implicit methods. However, due to the
explicit nature of the solution, there is no need to solve a full system of equations each
time step, unlike the implicit method. This condition was first formalised by Courant,
Lewy, and Friedrichs in 1928 in their paper “Uber die partiellen Differenzengleichungen
der mathematischen Physik”, and is often referred to as the Courant-Lewy-Friedrichs
Condition |169]. The reduced complexity of the explicit method can be used to overcome

the stability restrictions and can allow explicit methods to exceed the computational speed

of implicit methods.
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4.3 An Enthalpy Approach to the Forward Euler Method
of Numerical Solution for Heat Diffusion

The first law of thermodynamics, first formalised by Robert Clausius in 1850 in their
paper “Ueber die bewegende Kraft der Warme und die Gesetze, welche sich daraus fiir
die Warme-lehre selbst ableiten lassen”, states that the internal energy of a closed system
is the sum of the heat supplied to or withdrawn from the system and the work done on

the system [170]. Mathematically:
AH=Q+W, (4.20)

Where H is the internal energy, or enthalpy; () is heat; and W is work. Therefore, if the
build volume is considered a closed system, and is discretized as with Section [4.2] then the
change in internal energy of any single cubic element is equal to the heat flow from any
surrounding element and/or the heat supplied by the laser. In order to quantify the heat

flow between adjacent elements in the volume Fourier’s Law of thermal conduction [171]:
— = —kA—. (4.21)

Consider two cubic elements of dimension A, in contact through a single face, as illustrated

in Fig. Heat flow from element 1 to element 2 can be shown to be:

T — 1)
Ax

AQr2 = —kip A At : (4.22)

The thermal conductivity, k2, can be expressed as a combination of the thermal resistivity

of cubes one and two, and the respective distances from the cell centres. Also, the area
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Figure 4.1: Schematic showing two adjacent cubic elements of dimension h.

of contact, A5 can be seen to be equal to h%. Hence, Eqn. becomes:

T — T,
A = —h2At—"
Ql? gRl + %Rz
T — T
A = —2hAt ) 4.23
o Ri + Ry (4.23)

As there is no internal work being done to or by each cube, the heat flow can be related
to the specific enthalpy through the expression:

_AQ

AH = : 4.24
v (424

Where V' is the volume, and p is the density. Thus, the change of specific enthalpy of

element 1 due to heat transfer between itself and element two can be summarised as:

A, = ol (TQ—T1>

Vipi \ 1 + Ry
hAt (T, — T,
AH, = -2
! h3p1 (Rl + RQ)
At (T, —-T
AH; = =2 ) 4.25
! h2p, (R1+R2) (4.25)
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Extending into a full volume in three dimensions, the expression for the enthalpy change

for any given element through heat flow between adjacent cubic elements can be expressed:

AH _ 2At ( Tﬂerl,y:Z,t — Txayy'z’t + Txflzy’zi — T‘T:y’z7t +
Ty, 2, t+At —
h2px7y7z (T> R$+1ay7zzt + Rx?y727t Rm717y9z’t + Rz7y7z7t
n Toytrop —Toyet | Toy—120 = Toye
Ryyy120+ Royer Ray—1:0+ Royon
Toyerrp —Toyet | Toye—10 = Toyep
+ , (4.26)
R$7yuz+17t + Rzzyuz7t R%%Z—l,t + Rl:uy:zut
or more concisely in matrix notation:
2At
Ah = Q—ATTIU. (4.27)
h2pey - (T)

Here, r and u are vectors containing the conductivity and the temperatures as time ¢ of
each element in the volume in there natural order respectively; I is the identity matrix;

and A is a Tridiagonal Banded Toeplitz (TBT) Matrix:

T I 1
I T 1 1
-6 1
I T T I 1
1
A= , where T = . (4.28)
SO
I 1 T 1 1
1 -6
I I T 1
I 1 T

Therefore, it is plain to see that the calculation of the net heat flow from a single element
at any given time is only dependent on the state of seven elements in the volume. This
reduction in computational load and suitability of GPU technology to parallelise matrix
arithmetic can be leveraged against the increased restriction on the size of time step that
maintains stability in order to exceed the performance of implicit models.

Another advantage of an enthalpy approach to solution of the heat equation is that the

lack of dependence of the solution on the temperature variant specific enthalpy that
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temperature based solutions must incorporate.

4.3.1 Derivation of Maximum Stable Time step for an Explicit
Enthalpy Approach to Solving the Heat Diffusion Equa-
tion

As was shown in Sec. and [£.2.2.1] in order to quantify the maximum stable

time step that must be observed by the solver, the eigenvalues of the matrix Ar’T must be
evaluated and the magnitude of these need to be less than one. However, in three dimen-
sions this matrix, as shown in Eqn. is a TBT Matrix. The eigenvalues of this matrix
is decidedly less trivial to evaluate than the TST Matrix in two dimensions [172,/173].
Therefore, a different approach to the purely mathematical is required.
First, consider a neighbourhood of cubic elements, shown in Fig. The expression of
heat flow into the central element (element one) is given by Eqn. [£.26] This can be used to
calculated the time taken for the central element to reach a target temperature. If the tar-
get temperature is the mean temperature of all elements in the immediate neighbourhood,
then this calculated time would represent the minimum time step that would be required
to reach a steady state. Thus, would be sufficient time that would not cause oscillation in
the neighbourhood of cells, and would give reasonable estimation of the maximum stable
time step. The change in temperature corresponding to the homogenisation of the central
element is expressed in Eqn. [4.29]

7

1
AT =T, - Ty =) (T—Th). (4.29)

i=2
Relating the change in temperature of the the central element to the heat flow from the

neighbouring elements is done through the combination of Eqn. and the identity

¢, = /a7, This gives rise to the expression for the case of cubic elements (where a =
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(a) Schematic of element and six neighbouring elements

7 7
3 1 4 b ) 1 6 b
7 z
2 2
x I oa y ' ¢ !
(b) XZ section of elements (c) YZ section of elements

Figure 4.2: Schematics and sections of an arbitrary element and its six neighbouring
elements
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b=c=h):

oAt (Tr-Tv  Te—-T1 Ts-T1 Ti-Tv Ti-T1 To-T
ATl (7 1+6 1+5 1+4 1+3 1 2 1).

T2 (T)\ R+ Ry  Rs+ Ry Rs+ Ry  Ri+R  Rs+ R  Ry+ Ry
(4.30)

Setting Eqn. [£.29] equal to Eqn. [£.30] and solving for At for the worst case (R = Ry =
R; = Ry = Rs = R¢ = Ry = min (R(T)), ¢, = min (c,(7)), p = min (p(7"))) yields an
expression for the maximum timestep:

min (c,(7"))h? min (p(T)) min (R(T))
5 :

At =

(4.31)

This expression is fulfills the Courant-Lewy-Friedrichs condition for the three-dimensional

explicit numerical solution to the heat diffusion equation.

4.3.2 Representing Laser Power Input

Whether LPBF or EBPF is utilised for the production of metallic parts, the heat
source/beam intensity profile that is assumed is Gaussian. This is due to the method
of production of each of these beams. Thus the two-dimensional intensity profile of the
laser, as received at the surface of the coupon, is given by:

Iay) = 1 exp <—x2+y2>. (4.32)

2m0 L0y 20,0,

Where 7 is the optical absorptivity of the material at the frequency of the laser or electron
beam; P is the nominal power of the laser; o, and o, are the beam spot diameters of
the beam at the focal point on the material in the = and y directions respectively (these
are often given as the diameter at which laser intensity is /e its maximum). Thus, when
integrated over the full range (+o00) the result is nP as expected. The absorptivity 7
of the material can be related to the emissivity of the material ¢ through Kirchhoft’s
Law [174]. This is believed to hold during the LPBF process, as observed break down of

this relationship only happens in extreme conditions [175].

- 88 -



4.3. AN ENTHALPY APPROACH OF NUMERICAL SOLUTION OF THE HEAT
EQUATION CHAPTER 4. SIMULATION METHODOLOGY

However, as with the welding technology that preceded PBF, surface profiles of heat input
were found to be insufficient for simulation and modelling, as due to the penetration of
the beam into the material, the heat source acts as a volumetric source within the ma-
terial/meltpool [176-178]. Thus, a third dimension term must be added to the intensity
profile to represent this. There has been much investigation into the appropriate z-profile
for these heat sources, Zhang et al. provide an excellent summary of the commonly used

volumetric heat sources, and are shown in Fig. [£.3] [179)].

(a) (b)

q=qof1(z) q=qof(2) g =qofs(2) q = qof4(2)

Figure 4.3: Schematics of Commonly Utilised Volumetric Heat Sources for Modelling and
Simulation of LPBF, (a) Cylindrical; (b) Semi-spherical; (c¢) Semi-ellipsoid; (d) Conical;
(e) Radiation Transfer Method; (f) Ray-Tracing Method; (g) Linearly Decaying Method;
(h) Exponentially Decaying Method. Taken from [179).

Zhang et al. conclude that all of these volumetric heat source profiles result in approxi-
mately 40% under-prediction of meltpool depth compared to physical experiments. How-
ever, the topic of the absorptivity utilized in the numerical prediction was weakly formed
and may account for this inaccuracy. The results show that the predicted lengths of each

of these heat sources for equivalent volumes results in a maximum variation in prediction
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of 15 um. Therefore, the choice of heat source shape becomes arbitrary. As the aim of
the project is speed of simulation it was then decided that a cylindrical profile should be

used as this can easily be defined, requiring the fewest calculations per element:

nP 2%+ y?
I(z,y) = Sy, EXP (— 5,2 ) (4.33)

Where h is the assumed penetration depth of the laser, and assumes that the beam radius
is constant in z, and y; i.e. 0, = 0, = 0. A natural assumption for the value of h is that
it is equal to the layer thickness. Eqn. [4.33]is subject to the same results constraints as

the two dimensional expression in Eqn. that:

h oo oo
// /I x,y,2)dxdydz = nP. (4.34)
0 —oo —o0

Due to the requirement to discretize heat input to an individual cell of the mesh, consider
an individual element i, with x, y, and z coordinates z;, y;, and z; respectively. The
expression for the enthalpy increase of element ¢ due to the laser input is then:

zi+n/2 yitn/2 zitn/2

/ I(x,y,z)dxdydz =

Zi—”/2 yi—n/Q J?i—n/Q
zi+n/2 yi+n/2 x4+ /2

1 nP z* 4y
— drdydz =
pin? / / / 2mo2h exp( 202 rayaz

zi—nf2yi—nf2 xi—nf2
R () (252 () () oo

Where p; is the element density, n is the dimension of the cubic elements, erf is the

pin?

error function, and 0 < z < h. One benefit of this, is that if the element size for the
irradiated elements is constant for the entire simulation, these values of power input can
be calculated in advance to reduce simulation time. As the pre-computed values can be

used rather than increasing the number of calculations per element.
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4.3.3 Losses
4.3.3.1 Radiative Losses

It is assumed that radiative losses are only relevant in the top surface of the part. As
discussed earlier in Sec. .1.2.3] the absorptivity /emissivity of the surface is dependent on
the oxidation present. In the case of the most heavily oxidised samples can approach 1.0
at low wavelengths. Therefore, in order to cater to these “worst-cases”, radiative losses
are calculated using an emissivity of 1.0. Hence the enthalpy loss of an element due to
radiative losses is:

AH; = 5.670373 x 10~ *n*(T; — Tp)* (4.36)

where T is the ambient temperature of the build chamber /inert gas flow, which is assumed

to be constant.

4.3.3.2 Convective Losses

Similarly to radiative losses, convective losses are assumed to be limited to the top
surface of the part which has contact with the chamber gas flow. Li et al. performed
numerous experiments in order to derive a relationship between observed convection coef-
ficient for various SLM alloys of varied part geometry [50]. From this work an approximate
value of convective coefficient can be obtained, and was selected to be 11.6. Due to the
comparative orders of magnitude of the conductive losses with respect to the radiative
and conductive losses it is assumed that the approximate value is sufficient as most work

discussed in Chap. [2| assume them to be negligible.

4.4 Combining Multiple Materials into Hybrid Ele-
ments for Mesh Coarsening

As with all numerical solvers for matrix problems, the scaling of finite methods is
proportional to the number of elements or nodes [180]. Therefore, a method of reducing

the computational time required for simulation is to reduce the number of elements that
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define the volume. This, intuitively, means that element size must be increased. How-
ever, to increase the dimensions of all elements uniformly in the volume would reduce the
information that can be inferred from the results, i.e. Chap. [2| discusses the resolution of
simulation methods that each thermophysical and metallurgical phenomena requires and
if the element size is increased beyond this then this information is unable to be inferred.
Finite element methods are able to produce greater detail of conditions within the element
than the resolution allows by utilizing higher order nodes within the element [181]. How-
ever, by increasing the number of nodes within an element, the number of calculations per
element is increased. Thus, the exponential convergence is undermined by the increase in
computational load. A natural progression of this element-based approach then requires
the element size to be gradated, from fine elements in the regions of interest to coarse
elements in the very bulk of the part. This then requires a strategy that either natu-
rally, or explicitly handles the transition from fine to coarse elements. Current methods
of mesh coarsening for finite volume solvers are limited to coarsening elements that are
of the same material status, i.e. powder elements must be coarsened with other powder
elements; and solid elements must be coarsened with other solid elements. This limits
the maximum coarsening that can be performed. Extreme examples of this limitation are
lattice structures [182] due to their thin sections and complex geometry that effectively
prevent mesh coarsening due to the constant transition of the build volume from solid
to powder. Therefore, a novel method of element coarsening is proposed that allows for
hybrid powder/solid elements to overcome this limitation.

The method described provides an algorithm to generate a resistivity vs temperature
curve for any cubic element consisting of a combination of both powder and solid. This
value cannot be calculated from first principles at this time. Consider Fig. [£.4] where the
grey elements are solid and the dotted elements are powder. The traditional method of

calculation of the equivalent thermal resistivity of the entire volume, Rror is given in

Equ. 4.37

1 1 1 -
Rror = + + . 4.37
ror <R1+R4+R7 Ry + Rs + Ry Rg+R6+Rg) (437)
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However, this method poses an issue for the fringe case of the example shown. If the top
surface of elements 1, 2, and 3 are held at an elevates temperature, T}, and the bottom
surface of elements 7, 8, and 9 are held at a reduced temperature, 7}, intuition would show
that heat would flow from the top surface to the bottom. The predominant route of heat
flow would be via the solid elements: 1, 4, 5, 6, then 9. However, Eqn. [£.37] would indicate
that should the resistivity of the powder increase and tend to the near infinite, regardless
of the resistivity of the solid, Rror would tend to zero. This would mean no heat flow
would occur between the top and bottom surfaces, which can be seen by inspection would
be incorrect. Thus, this approach is insufficient for calculating the equivalent thermal

resistivity of a hybrid element.

Figure 4.4: Schematic of a 2-Dimensional Volume Consisting of Both Powder and Solid

The proposed alternative takes inspiration from the historic method of measuring the
thermal conductivity of materials . In this method a sample of material is held
between two surfaces of fixed, but differing temperature, creating a thermal gradient like
the one proposed above. The time taken for the sample to reach a thermal equilibrium is

measured, and is used to calculate the thermal conductivity of the sample:

Qd

TR A)

(4.38)
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Here, () is the power in watts consumed by the maintenance of the thermal gradient at
steady state, d is the thickness of the sample, A is the area of the sample, t is the time
taken to reach thermal equilibrium, and #; — 05 is the difference in temperature between
the top and bottom surfaces.

Over the next century the method described by Griffiths et al. was superseded by the
transient hot wire method [183], this was mostly due to the fact that the static method
takes considerably greater time than the dynamic, transient method. Materials with
considerably low thermal conductivity reach thermal equilibrium slowly, and therefore in
order to create a curve of conductivity versus temperature requires the measurement needs
to be taken multiple times of a number of temperature ranges, which is a considerable
time investment.

The new proposed method utilises the heat flow methods outlined in Sec.[4.3] and the
static method of measurement outlined above. By simulating a volume of both powder
and solid, with a fixed thermal gradient across the volume, to steady state an equivalent

thermal conductivity for the volume can be calculated. This is done using Fourier’s Law:

Q= —k%AT. (4.39)
@ is the heat flow, k is the thermal conductivity, A is the area through which the heat
flows, At is the time over which heat has flowed, L is the length over which the heat flows,
and AT is the temperature gradient. Applying Fourier’s Law to the previous example
volume, at steady state, the total heat flow between the top and bottom surfaces would
be equal to the heat flow between the top row of elements and the second row of elements
and so on. Therefore, this can be leveraged to calculate and equivalent resistivity value
for the entire volume.
By inputting the relevant values for the total simulated volume into Eqn. [£.39)and setting
it equal to the value of heat flow from element layer to element layer. The choice of

adjacent layers is arbitrary as at steady state the heat flow is constant through any cross
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section normal to the thermal gradient. Thus:

(3n)2At
3n

_BkTOTn(Th — Tl) =AH

—kror (Th, — T)) = AHAt

AH

T =T (4.40)

kror = —

Where n is the side length of a single cubic element. The equivalent resistivity of any
hybrid element at any temperature must lie between the the values of the value for the
resistivity of the solid and powder at the same temperature. This can be expressed as a

linear interpolation:

Requiv = Rsolid + a(Rpowder - Rsolid)
= Rsolid + aRpowder - aRsolid

= (1 + a)Rsolid + aRpowder' (441)

If instead Eqn. [4.41]is solved for «, this value can be used to produce a full R(T') curve
for the hybrid. Thus, a single value can be saved for use in the simulation rather than

require another look-up array per each geometry of hybrid element (Eqn. [£.42)).
Requiv - Rsolid

a = 4.42
Rpowder - Rsolid ( )

This value of « is then specific to the orientation of powder and solid in the direction of
the thermal gradient. This means that the value of alpha needs to be calculated in the x,
y, and z directions, and handled separately during simulation of the build volume. Due to
the reliance on Rgoiq and Rpowder 0N temperature, this would mean that Eqn. [£.42] would

also be temperature dependent. This is explored in Sec. [7.2.1]

4.4.1 The Fully Fine to Coarse Element Boundary

Due to the difference in element size between fully fine and coarsened elements

Eqn. no longer holds. Heat transfer between fully fine and coarsened elements must
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be handled explicitly. Fig. 4.5 shows a boundary between cubic, fully fine elements of side
length h, and a coarsened, cubic element of side length 5h.

h

h/<—>

5h

5h

Y

-
-

5h

Figure 4.5: Diagram of Boundary between Fully Fine and Coarsened Elements

From the diagram, Eqn. [£.22) now must incorporate the adjustment in geometry between
cell centres. If the distance between the cell centres of the fully fine and coarsened elements
in the x, y, and z directions are given as Ax, Ay, and Az respectively then Eqn.

becomes:

AT
AQ = —2hsin (9)m, where (4.4.3)

A
0 =arctan | ——— (4.44)
VAz? + Ay?

The color coding of Fig. shows the five non-trivial cases. However, as the relationship
between the cell centres is fixed, the values of theta can be precomputed to save on
computational time during simulation. The conversion from enthalpy to temperature is

unchanged by the alteration to geometry.



Chapter 5

Materials and Methods

5.1 Physical Experiments

Physical experiments were performed using the open architecture machine developed
at Heriot Watt university, Edinburgh by Andrew Moore et al. |184]. The machine is
equipped with a SPI 400W single mode, continuous wave, 1070 nm wavelength fibre laser.
The laser position is controlled using a Raylase MS-II-14 scanner with a 163 mm focal
length, f-theta lens. The coupon and its actuators are enclosed in a detachable, 5 mm
thick, transparent, perspex chamber, which is then drawn down to a vacuum before being
filled with argon inert gas. The machine set-up is shown in Fig. [5.1]

The substrate used in the open architecture machine were wrought 316L stainless steel

3. A schematic of the substrate coupons can

coupons of dimensions 80 x 50 x 5 mm
be found in Fig.[5.2] These coupons were exposed to a continuous wave (CW) laser
of varying power and scanning speeds. In order to ascertain the meltpool geometries
for comparison to the simulation experiments, each coupon was sectioned using electro-
discharge machining (EDM) on a GF Cut 30 EDM. Then mounted ground and polished
to an OPS 0.04 pm finish using standard metallographic procedure. The samples were
electrochemically etched using a 10% solution of oxalic acid in deionised water at a voltage
of 5 V for 30 seconds each. Optical microscopy was performed on a Zeiss Axioskop 2

equipped with a monochrome charge-coupled device (CCD) camera and motorised stage.

Meltpool geometries were measured using ImageJ open source analysis software.
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Figure 5.1: Images of the Open Architecture Rig. Taken from [184].

5 mmI

80 mm

50 mm
Figure 5.2: Schematic of Stainless Steel Substrate Coupons

5.1.1 Validation Experiment 1: Single Track Experiment

The first validation experiment, referred to as the “Single Track Experiment”, used
fixed values of laser power and scanning speed. The purpose of this experiment was
to verify the accuracy of the numerical experiment at predicting the amount of energy
transferred into the substrate by laser exposure. A total of forty 10 mm line scans were
exposed on the surface of the substrate. The layout of these exposures can be seen in
Fig.[5.3] The spacing between each exposure was set to 3 mm, this was to ensure that
the point of exposure of each line scan was not subject to any “preheating” effect from

the previous exposure.
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Figure 5.3: Schematic of Vector Layout of Single track Experiments

The laser parameters used in this experiment can be seen in Tab. [5.1]

Table 5.1: Table showing the Laser Parameters used for Validation Experiments

Laser Power Scanning Scanning Track Length  Spot Size
(W) Speed Strategy (mm) (um)

(mm/5)
200 600 Single Track 10 50

The cross section of the meltpools were then measured (as per the method described in

Sec. [5.1]) and compared to the results of the numerical experiment described in Sec. [5.2.7]

5.1.2 Validation Experiment 2: Island Scan Experiment

The second validation experiment, referred to as the “Island Scan Experiment” or
the “Meander Experiment” was performed in order to verify the numerical model’s ability
to quantify the “preheating” that the substrate experiences due to the laser exposure of
the previous scan vector. In this experiment four 10 x 10 mm? areas (or islands) were
exposed onto the surface of the substrate. They were distributed equidistant from the
centre of the the coupon, as displayed in Fig. [5.4]l The meander strategy was used when
scanning the islands. This is a scanning strategy in which the laser is not turned off in
between each adjacent scan vector of each island. Instead a small scan vector is added to
join the end of one 10 mm scan vector to the start of the next, as shown in Fig. [5.5]

The laser parameters used in this experiment are described in Tab. [5.2l As can be observed
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Figure 5.4: Schematic of Vector Layout of Meander Experiments
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Figure 5.5: Schematic of Meander Scanning Strategy

in addition to the parameters used in the single track experiment, the “Hatch Distance”
is also required. This parameter defines the distance between each of the long parallel
tracks of the island.

Table 5.2: Table showing the Laser Parameters used for Validation Experiments

Laser Power Scanning Scanning Hatch Dis- Track Spot  Size

(W) Speed Strategy tance (um)  Length (um)
(mm/s) (mm)

200 850 Meander 100 10 70

The meltpool geometries were measured (as per the method described in Sec. [5.1]) and

compared to the numerical results of Sec.
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5.1.3 Validation Experiment 3: Parameter Matrix Experiment

The third, and final, physical validation experiment performed was the “Parameter
Matrix Experiment”. This experiment was performed in order to evaluate the accuracy
of the numerical model when the processing mode transitions from conduction to keyhole
mode. To this end, a series of laser parameters were selected varying both laser power
and scanning speed to create a matrix of energy densities and processing modes. This
way any limitation of the numerical model could be identified.

Each parameter was scanned as a single track, each was positioned the same was as
described in Sec. B.1.1] Fig. The parameters selected for this experiment are shown
in Tab. 5.3l

The meltpool geometries were measured (as per the method described in Sec. [5.1]) and

compared to the numerical results of Sec. [5.2.9)

5.2 Simulation Experiments

The method of descretization and solution, described in Chapter {4, was implemented
in C++/CUDA using the Nvidia CUDA Toolkit v10.7, on Windows 10 PC with a 9th
Generation Core i7 CPU, 16GB RAM, and Nvidia RTX 2060 GPU. The properties of
each cell were stored in three-dimensional 32-bit floating point arrays of length N, where
N is the total number of elements. The arrays were arranged in 'natural order’, where
elements are listed in ascending order of i, then j, then lastly k. Element size was se-
lected to be 50 pum?, this allowed for sufficient resolution for isotherm inference without
exceeding the theoretical maximum value of 32-bit float of specific enthalpy values for
each element. Each property stored in an independent array, one each for temperature,
thermal resistivity, enthalpy, density. As heat flow is calculated using enthalpy, a system
of conversion from enthalpy to temperature and wvice versa is required. This is handled
using look-up arrays, also 32 bit floating point. Due to the scales of magnitude of tem-
peratures, the look-up array for temperature to enthalpy conversion contains per degree

specific enthalpy values, thus the index value can be used to reference the correct en-

- 101 -



5.2. SIMULATION EXPERIMENTS CHAPTER 5. MATERIALS AND METHODS

Table 5.3: Table showing the Parameters Matrix

Laser Power (W) Scanning Speed Track Length (mm) Spot Size (um)

(mm/s)
40 100 10 50
40 500 10 50
40 900 10 50
40 1300 10 50
40 1700 10 50
90 100 10 50
90 500 10 50
90 900 10 50
90 1300 10 50
90 1700 10 50
140 100 10 50
140 500 10 50
140 900 10 50
140 1300 10 50
140 1700 10 50
190 100 10 50
190 500 10 50
190 900 10 50
190 1300 10 50
190 1700 10 50
240 100 10 50
240 500 10 50
240 900 10 50
240 1300 10 50
240 1700 10 50
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thalpy value, decimals of degrees kelvin are handled through simple linear interpolation.
However, due to the scales of magnitude of the enthalpy values it is not practical nor
possible to store per Jkg~! increments. Therefore, indexing is performed using kJkg™?
increments, with linear interpolation being used for decimal values. A separate look-up
array was used for each state of matter: solid, powder, gas; thus an integer array was
required to track the state of each cell and must be updated at each time step. Meltpool
location and dimension is inferred though bilinear interpolation of isothermal contours,
i.e. any area of the volume where temperature exceeds the liquidus temperature of the
alloy. Analysis of the output temperature array was performed using Python scripts de-
veloped with standard NumPy and Matplotlib packages.

The simulation experiments described in this section provide the full details of each simu-
lation experiment performed. Values for the thermophysical properties of 316L Stainless
Steel were taken from the extensive work performed by Kenneth Mills [185] and are sum-
marised in Tab.[5.4l The values marked with an asterisk are not quoted in the work
of Kenneth Mills, these values are a linear extrapolation from the quoted data, but is
a simulatory necessity. Due to the element size, the maximum theoretical enthalpy and
temperature reached by the element at the centre of the beam far exceeds the maximum
value of the standard arrays. Therefore, in order to prevent an indexing error this value
must be included. Tab. [5.5 shows the static thermophysical properties used.

It should be noted that whilst it is known that density will also vary with temperature,
due to the method of measurement of the specific enthalpy (described in Sec. R.1.4.2)) the
variation of density is embedded in the variation of this value. Also, if variation of density
is taken into consideration, the variation in the coefficient of AH is minuscule. This is
shown in Fig. [5.6], which shows the value of the coefficient of A H versus temperature. The
variation of density was calculated using the empirical relationship derived by Kenneth
Mills [185], shown in Eqn. [5.1 This shows that when density is varied with temperature,
that if the mass of the cell is maintained, the increase in surface contact area between

elements results in a variation of the value of AH per degree is less than 0.0004 below the
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Table 5.4: Table of Temperature Variant Thermophysical Properties used in Simulation.
Taken from [185].

T (K) H (J/kg) R (mK/W)
0 0 0.0513
207 136591  0.0513
374 173882 0.0469
AT3 221826 0.0435
574 277784 0.0413
673 331072 0.0402
775 387027 0.0375
871 445663  0.0360
974 504289  0.0347
1073 568264  0.0342
1174 629565  0.0328
1273 693540  0.0323
1371 762861  0.0330
1470 826835  0.0346
1570 898823  0.0332
1656 954803  0.0332
1721 1267302 0.0332
1772 1307302 0.0332
1872 1384636 0.0332
50273%  3887800%  0.0332*

Table 5.5: Table of Static Thermophysical Properties. Taken from [185].

T (K) T (K) p(k‘g/mS) n Cpp (J/Kg)
1703 1645 7950 0.3 450

solidus temperature. Hence, for simplification, a constant value of density is sufficient.

7950 — 0.501(T" — 273) T < T,y
6881 — 0.77(T — 1713) T > Ty

5.2.1 Single Track Simulation of Validation Experiment 1

For the single track simulation, it was decided for efficiency, that instead of simulat-
ing the entire coupon (Fig. [5.2)) with 40 identical laser exposures, a single laser exposure
would be sufficient to provide the meltpool geometry for comparison. Dimensions of the

simulation domain were selected so that contribution to the meltpool geometry were negli-
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Figure 5.6: Plot of Derivative of Coefficient of AH With Respect to Temperature When
Calculated Using Variable Density.

gible, whilst allowing the meltpool to reach steady state along the scan vector. Therefore,

the dimensions of the simulated volume and the element dimensions used are given in
Tab. [5.61

Table 5.6: Table of Simulation Domain and Element Dimensions for the Single Track
Simulation

Dimension Length (mm)
Domain X 4.00

Domain Y 25.00
Domain Z 6.25

Element X 0.05

Element Y 0.05

Element Z  0.05

Boundary conditions were set such that:

e Heat flux across the domain boundary at all domain boundaries except the top

surface was zero.

e Heat flux across the domain boundary of the top surface was via radiation and

convection only.

The simulation time-step was calculated using Eqn. and the properties given in
Tab. 5.4] and Here h is the side length of the simulation elements, given in Tab. [5.6

Thus, the calculated maximum simulation time-step is 4.95224 x 10~°s. The laser param-
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eters used in this simulation were selected to match that of the Single Track Experiment

(Sec. 5.1.0]), and are given in Tab. 5.1l

5.2.2 Island Scan Simulation of Validation Experiment 2

The island scan simulation, due to the total energy that would be transferred into the
coupon by the laser, the entire coupon geometry was simulated. Therefore, the simulation
volume matched that of the stainless steel coupons (Fig. [5.2)), and the dimensions are given

in Tab.

Table 5.7: Table of Simulation Domain and Element Dimensions for the Island Scan
Simulations

Dimension Length (mm)
Domain X  80.00
Domain Y 40.00
Domain Z  5.00

Element X 0.05

Element Y 0.05

Element Z  0.05

Boundary conditions were the same as with Sec. [5.2.1} that:

e Heat flux across the domain boundary at all domain boundaries except the top

surface was zero.

e Heat flux across the domain boundary of the top surface was via radiation and

convection only.

The simulation time step was also calculated to be 4.95224 x 10755, the same as Sec. 5.2.11
In order to match the laser parameters of Sec. [5.1.1] the laser parameters used were those
listed in Tab. 5.2l The layout of the laser scan vectors was that given in Fig.[5.4] creating
four 10 x 10 mm? islands. The scanning order of each island is shown in .

The time of travel between the end of one island and the beginning of the next island was

taken to be negligible.
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Figure 5.7: Schematic of Order of Island Scans

5.2.3 Parameter Matrix Simulation of Validation Experiment 3

The parameter matrix simulation performed was a repeat of the single track simula-
tion (Sec.[5.2.1)). However, in this simulation instead of the fixed single laser parameter
set, the processing parameters simulated were varied to match the matrix parameters
selected for Sec. (shown in Tab.[.3)). The simulated volume for each track was
the same as Tab. 5.6 similarly to avoid edge effects. The boundary conditions for the

simulated domain also remained the same:

e Heat flux across the domain boundary at all domain boundaries except the top

surface was zero.

e Heat flux across the domain boundary of the top surface was via radiation and

convection only.

The simulation time step was also calculated to be 4.95224 x 10755, the same as Sec. [5.2.1]
The meltpool geometry of each simulation was compared to the corresponding track from
the Parameter Matrix Experiment to analyze any limitation of the model with respect to

predicting the processing mode of the laser parameter.
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5.2.4 Coarsening Validation Simulation

In order to validate the method of coarsening from small elements to larger elements
outlined in Sec. [4.4.1] a repeat of the Single Track simulation (Sec. [5.2.1]) was conducted.
This repeat was the same in domain size, boundary conditions, and laser parameters.
However, the top five layers of elements were “fully-fine” size of 50um, and the remaining

layers were of “coarsened” size of 250um. The dimensional details are given in Tab. [5.8]

Table 5.8: Table of Simulation Domain and Element Dimensions for the Fully Fine with
Coarsening Simulation with Laser Heat Input

Dimension Length (mm)
Domain X 4.00

Domain Y 25.00
Domain 7 6.25

Fine Element X 0.05
Fine Element Y 0.05
Fine Element Z 0.05
Hybrid Element X 0.25
Hybrid Element Y 0.25
Hybrid Element Z  0.25

Boundary conditions were set such that:

e Heat flux across the domain boundary at all domain boundaries except the top

surface was zero.

e Heat flux across the domain boundary of the top surface was via radiation and

convection only.

The simulation time step was also calculated to be 4.95224 x 10~%s, the same as Sec. [5.2.1]

5.2.5 Multiple Layer Simulation

5.2.6 Hybrid Element Thermophysical Property Simulation

In order to explore the methodology set out in Sec. a series of simulations were
conducted to compare the equivalency of the hybrid elements to the same simulation

conditions without any hybrid coarsening. To this end, it was decided to select a “unit
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cell” to be used as a repeated hybrid element. The geometry selected for the unit cell
must be representative of the realistic build geometry, whilst demonstrating the ability
to overcome the pitfall of the traditional method for calculating the thermal conductivity
of complex volumes also described in Sec.[4.4l Thus, the selected geometry can be seen
in Fig. b, and c¢. Here, the solid areas are displayed as solid grey, and powder is

represented as the dotted areas.

o
v
o

(a) XY cross-section of the (b) XZ cross-section of the (¢) YZ cross-section of the
Hybrid Element Hybrid Element Hybrid Element

Figure 5.8: Cross Sections of the Hybrid Elements

As can be seen from the schematic cross-sections of the unit cell, there is a clear path for
heat flow from the top YZ surface to the bottom YZ surface. However, if the thermal
resistance of the powder-filled areas (as shown by the dotted areas) were to tend to infinite
(perfect insulators) the conventional method for calculation of the equivalent thermal
resistivity of the hybrid volume would tend to zero.

In order to ascertain the equivalent thermal conductivity of the unit cell hybrid element, a
simulation was conducted to generate the Resistivity versus Temperature curve for the Z
direction. The simulation domain used in this case was that of a single unit cell, consisting
of 5 x 5 x 5 elements. The dimensions are summarized in Tab. [5.9

The simulation time step was also calculated to be 4.95224 x 10~%s, the same as Sec. [5.2.1]

Boundary conditions for the volume were as follows:
e Heat flux across the domain boundary at all domain boundaries was zero.

e The temperature of the top surface was maintained at Tj,.
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Table 5.9: Table of Simulation Domain and Element Dimensions for the Calculation of
the Thermal Resistivity of the Hybrid Elements

Dimension Length (mm)
Domain X 0.25
Domain Y 0.25
Domain Z 0.25
Element X 0.05
Element Y 0.05
Element Z 0.05

e The temperature of the bottom surface was maintained at 7;.

In this simulation, a fixed temperature gradient was applied along the Z axis of the unit
cell (T, —T; = 400). The gradient was maintained for 200,000 simulation time steps to
ensure that steady state is achieved. once steady state was achieved, the mean heat flux
in the XY plane was taken at all internal element boundaries, and the mean temperature
of each internal element (75,,) was taken, both of these values were used to calculate the
equivalent thermal conductivity of the volume (as per Eqn. and the corresponding «
value was also obtained (as per Eqn. [£.42). The direction of heat flow is shown in Fig. [5.9

This process was repeated for a range of T}, from 300 K to the solidus temperature of

Figure 5.9: Schematic of the Simulation Setup for Calculating the Thermal Conductivity
of the Hybrid Element Unit Cell

the material. This curve of thermal conductivity versus temperature was then used to

inform the behavior of the hybrid elements in subsequent simulations.
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5.2.7 Hybrid Element Volume Simulation

The intent of this simulation experiment was to quantify and evaluate the perfor-
mance of the Hybrid Elements from Sec.[5.2.6]l when used to represent a larger volume.
To this end, a simulation of much larger domain size was simulated in which each element
of the domain was a single hybrid element unit cell. The conductivity versus tempera-
ture curve used for each element was the curve calculated in Sec. [5.2.60 The domain and

element sizes for this simulation are given in Tab. [5.10l

Table 5.10: Table of Simulation Domain and Element Dimensions for the Hybrid Element
Volume Simulation

Dimension Length (mm)
Domain X 6.25
Domain Y 6.25
Domain Z 6.25
Element X 0.25
Element Y 0.25
Element Z 0.25

As the intent of this simulation was to evaluate only the performance of the Hybrid El-
ements alone, a laser heat source was not incorporated into the simulation. Instead, the
top layer of elements of the domain was set to an elevated temperature (7, = 1000 K)
and the diffusion of the heat through the domain was evaluated. Boundary conditions

were as follows:
e Heat flux across the domain boundary at all domain boundaries was zero.

The simulation was run for a total of 1 s of simulated time (20,193 simulated time steps).
A representative diagram of the simulated domain is shown in Fig. [5.10] due to the true
domain being 25 x 25 x 25 elements in size, for simplicity and clarity a 5 x 5 representation
is provided.

Here, the solid black line show the element boundaries, solid grey represents solid metal,
and the dotted regions represent those filled with powder. In order to evaluate the per-
formance of the hybrid elements, a “high fidelity”, “fully-fine” simulation was performed.

The details of this simulation are presented in Sec. [5.2.8, below.
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Y

Figure 5.10: Representative Diagram of the Simulation Setup for Evaluating the Conduc-
tive Performance of the Hybrid Elements in a Large Volume.

5.2.8 Fully Fine Unit Cell Volume Simulation

The purpose of this simulation was to provide a high fidelity baseline for the coarsened
volume of Sec. [5.2.71 To this end, the domain, boundary conditions, and initial conditions
were exactly the same as Sec. [5.2.7. The difference, being that instead of using a coarsened
25 x 25 x 25 element volume, this simulation used a 100 x 100 element volume. Each
element consisting of a single material; solid metal or powder. Tab.[5.11] gives details of
the domain and element dimensions.

Table 5.11: Table of Simulation Domain and Element Dimensions for the Fully Fine, Unit
Cell Volume Simulation

Dimension Length (mm)
Domain X 6.25
Domain Y 6.25
Domain Z 6.25
Element X 0.05
Element Y 0.05
Element Z  0.05

A representative diagram of the simulated domain is shown in Fig. [5.10, due to the true
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domain being 100 x 100 x 100 elements in size, for simplicity and clarity a 25 x 25

representation is provided.
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Figure 5.11: Representative Diagram of the Simulation Setup for Evaluating the Conduc-
tive Performance of the Hybrid Elements in a Large Volume.

Here, the solid black line show the element boundaries, solid grey represents solid metal,
and the dotted regions represent those filled with powder. Comparison to Fig. shows

the smaller element size of single material.

5.2.9 Single Track with Hybrid Element Coarsening Simulation

In order to test the performance of the hybrid elements in a simulation with realistic
laser heat input, it was decided to perform a single track simulation, like that performed
in Sec.[5.2.1l However, in a real application, the laser exposure would not be directly
onto the hybrid elements. Therefore, a number of the “fully-fine” elements would be
placed on top of the layers of hybrid elements, which would receive the laser exposure. A
representative diagram of the arrangement of fully fine and hybrid elements is shown in

Fig.[5.12] In the simulation performed, fice layers of fully-fine elements were placed on
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top of 24 layers of hybrid elements.

Fully Fine

Hybrid
Elements

Figure 5.12: Representative Diagram of the Simulation Setup for Evaluating the Conduc-
tive Performance of the Hybrid Elements with Fully Fine Elements, and Laser Exposure.

The full domain volume and element sizes are shown in Tab. .12l As the properties of
the fully fine elements would be the most inhibiting to the largest stable simulation time
step, this is what was what was used for calculation of the simulation time-step. The
time-step was calculated to be 4.95224 x 1075s. As would be expected when using the

same element and material properties as Sec. [5.2.1] and [£.2.2)

Table 5.12: Table of Simulation Domain and Element Dimensions for the Fully Fine and
Hybrid Element Coarsened Simulation with Laser Heat Input

Dimension Length (mm)
Domain X 4.00

Domain Y 25.00
Domain 7Z 6.25

Fine Element X 0.05
Fine Element Y 0.05
Fine Element Z 0.05
Hybrid Element X 0.25
Hybrid Element Y 0.25
Hybrid Element Z  0.25

For consistency, the laser parameters used were the same as Sec. [5.1.1], and are given in
Tab. 5.1l Boundary conditions were also kept the same. As described in Sec. £.4.1], the
heat flow across the fully fine to coarsened boundary is handled explicitly. In order to
quantify the impact that coarsening with hybrid elements had on the meltpool geometry

an equivalent “fully-fine”simulation was performed (Sec. [5.2.10) for comparison.
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5.2.10 Single Track without Hybrid Element Coarsening Simu-

lation

The intent of this simulation was to provide an uncoarsened baseline for compari-
son of Sec. 141l Therefore, arrangement of solid metal and powder within the domain,
boundary conditions, laser parameters, and simulation time step were all maintained from

Sec. 447l Tab. .13 shows the domain and element dimensions used in this simulation.

Table 5.13: Table of Simulation Domain and Element Dimensions for the Uncoarsened
Simulation with Laser Heat Input

Dimension Length (mm)
Domain X 4.00

Domain Y 25.00
Domain 7 6.25

Fine Element X 0.05
Fine Element Y 0.05
Fine Element Z 0.05
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Chapter 6

Heat Flow Simulation of Laser

Powder Bed Fusion and Validation

The results and analysis found within this chapter covers the measured meltpool
geometries from numerous Physical Experiments and Numerical Simulations. The list
below shows the Physical Experiments and Numerical Simulations that are covered herein,

along with references to the corresponding method descriptions in Chap. [3]
1. Single Track Experiment, Sec. [5.1.1}
2. Island Scan Experiment, Sec. 5.1.2
3. Parameter Matrix Experiment, Sec. 5.1.3}
4. Single Track Simulation, Sec. [5.2.1t
5. Island Scan Simulation, Sec. [5.2.2
6. Parameter Matrix Simulation, Sec. [5.2.3

7. Multilayer Simulation, Sec. [5.2.5
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6.1 Results

6.1.1 Single Track Experiment Results

An optical micrograph of one of the forty meltpools generated during the single track
experiment can be see in Fig. [6.1] The laser parameters used for this experiment can be

found in Tab. 511

Figure 6.1: Optical Micrograph Showing Cross-section of the Single Track Meltpool.

Boxplots of the measured widths and depths are shown in Fig. [6.2] The error associated
with these measurements is believed to be £1pum. The aspect ratio of the measured
widths and depths shows that the selected parameter meets the criteria for being in the
transition to keyhole processing mode. It is also possible to see from Fig. the change
from the equiaxed grain structure of the substrate to the directional grain structure within

the meltpool, as is expected in LPBF material.

6.1.2 Single Track Simulation Results

Temperature heat-map results from the single track simulations (Sec. [5.2.1]) can be
seen in Fig.[6.3] Meltpool geometry was inferred through bilinear interpolation of the

solidus and liquidus isotherms, and are marked in black.
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Figure 6.2: Boxplots of Meltpool Dimensions of Single Track Samples (a) Width (b) Depth

Single Track Simulation Results
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Figure 6.3: Single Track Simulation Heat-Map Results with Solidus and Liquidus
[sotherms Marked.

The measurements of the inferred meltpool are shown in Tab. 6.1l These measurements

are believed to have an accuracy of £1um.

Table 6.1: Table of Meltpool Measurements from the Single Track Simulation

Width (um) Depth (um)
159 85

The computational resources required for the single track simulation can be seen in
Tab.[6.2l The total simulated time was 0.025 ms, and the time taken was 60 s. Hence,
the ratio of simulated time per element per time step to computational time per element

per time step is 1:2400.
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Table 6.2: Table of Computational Resources Used by the Single Track Simulation

CPU  Usage CPURAM Us- GPU  Usage GPU Ram Us- Time Taken (s)
(%) age (%) age
33% 504 MB 100 1.0 GB 60

6.1.3 Island Scan Experiment Results

An optical micrograph of a section through the island scan can be seen in Fig. [6.4]

The laser parameters can be found in Tab.[5.2l Boxplots of the measured widths and

500 m

Figure 6.4: Optical Micrograph Showing the Cross-section of the Meander Track Meltpool.

depths are shown in Fig.[6.5] The error associated with these measurements is believed

to be =1pum. The aspect ratio of the measured widths and depths shows that the selected
parameter results in conduction mode processing. This was consistent between all island
scans.
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Figure 6.5: Boxplots of Meltpool Dimensions of Meander Track Samples (a) Width (b)
Depth

6.1.4 Island Scan Simulation Results

Temperature heat-map results from the island scan simulations (Sec.[5.2.2)) can be
seen in Fig.[6.6f Meltpool geometry was inferred through bilinear interpolation of the

solidus and liquidus isotherms, and are marked in black. The measurements of the in-
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Single Track Simulation Results

X/Y Section

Figure 6.6: Island Scan Simulation Results

ferred meltpools are shown in Tab.[6.3] These measurements are believed to have an

accuracy of +1um.

Table 6.3: Table of Meltpool Measurements from the Island Scan Simulation

Width (um) Depth (um)
103 54

The computational resources required for the single track simulation can be seen in
Tab.[6.4. The total simulated time was 3.92217408 s, and the time taken was 29607 s.
Hence, the ratio of simulated time per element per time step to computational time per
element per time step is 1:7549. The ratio of discrete elements of the Island Scan simu-
lation to the Single Track simulation is approximately 26:1; and the ratio of simulation

time-taken per element is approximately 6:1.

Table 6.4: Table of Computational Resources Used by the Simulation Methods

CPU  Usage CPURAM Us- GPU  Usage GPU Ram Us- Time Taken (s)
(%) age (%) age
34% 3 GB 100 1.5 GB 29607

- 120 -



CHAPTER 6. HEAT FLOW SIMULATION OF LASER POWDER BED FUSION

6.1. RESULTS

AND VALIDATION

6.1.5 Parameter Matrix Experiment Results

The measured meltpool geometries for each parameter listed in Sec. [5.1.3] are shown

in Tab.[6.5l Surface plots of the measured widths and depths of the meltpools vs the

scanning speed and laser power used are shown in Fig.[6.7. Examples of each of the

processing modes are shown in Fig. [6.8] which are all taken from the micrographs collected

from the matrix parameters.

Table 6.5: Table of Measurements of Matrix Parameters

Power (W) Scanning  Speed Width (um) Depth (um)
(1mm 5

40 100 103 31
40 500 59 20
40 900 52 15
40 1300 47 14
40 1700 39 7
90 100 212 176
90 500 84 43
90 900 63 22
90 1300 95 18
90 1700 52 14
140 100 276 325
140 500 129 108
140 900 89 5}
140 1300 71 34
140 1700 62 21
190 100 317 450
190 500 146 161
190 900 108 79
190 1300 82 23
190 1700 79 40
240 100 314 649
240 500 160 240
240 900 113 109
240 1300 88 70
240 1700 90 o4

6.1.6 Parameter Matrix Simulation Results

The measured meltpool geometries for each of the parameters listed in Tab. [5.3] are

shown in Tab.[6.6l The error in these measurements is believed to be £3um. Surface
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Figure 6.7: Surface Plots of Width and Depth of the Matrix Parameters (a) Width (b)
Depth

plots of the measured widths and depths of the meltpools vs the scanning speed and laser

power used are shown in Fig.

6.1.7 Coarsened Fully Fine Simulation Results

The meltpool prediction for the coarsened simulation is shown in Fig.[6.10, The
measured meltpool dimensions are shown in Table [6.71 As previously stated in Sec. [6.1.1],
the error associated with these measurements is & 3 um. The computational resources

utilised by this simulation arew shown in Table [6.8

6.1.8 Multilayer Simulation Results

6.2 Discussion

6.2.1 Computational Resources

In the case of the meander simulation, Liu et al. displayed the use of adaptive
mesh coarsening on macroscale simulation . The first test case used in the reported
simulation experiment utilised a twin Intel® Xeon® Gold 6150 CPU with clock speed
2.7GHz. The use of a CPU simulation implies that the computation was handled serially,
with minor parallelisation via multithreading. The volume simulated was a single layer

of 142 scan vectors on a 20x40x3 mm? volume. The adaptive meshing strategy resulted
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(a) Conduction Mode

(b) Transition Mode

(c) Keyhole Mode

Figure 6.8: Micrographs Showing Examples of the Observed Processing Modes

- 123 -



CHAPTER 6. HEAT FLOW SIMULATION OF LASER POWDER BED FUSION
6.2. DISCUSSION AND VALIDATION

Table 6.6: Table of Numerical Results for Matrix Parameters

Sorted Power (W) Scanning  Speed Simulated Width Simulated Depth

(1 5) (um) (um)
40 100 66 33
40 500 34 22
40 900 25 19
40 1300 26 17
40 1700 25 10
90 100 253 117
90 500 87 49
90 900 60 24
90 1300 49 20
90 1700 50 18
140 100 316 158
140 500 176 88
140 900 95 58
140 1300 68 36
140 1700 57 22
190 100 376 170
190 500 155 94
190 900 116 55
190 1300 79 52
190 1700 77 41
240 100 479 216
240 500 218 93
240 900 130 60
240 1300 89 67
240 1700 91 53

Table 6.7: Table of Simulation Measurements of Coarsened Volume

Strategy Width (um) Depth (um)
Single Track with Coarsening 168 78

in a total simulation time of 8 hours. In comparison the meander simulation presented
in Sec.[5.2.2] the volume Liu et al. utilised was over eight times smaller by volume, and
consisted of fewer than a sixth of the vectors by number (1.6 times fewer by length).
However, as shown in Sec.[6.2] the time of this simulation without any coarsening was
8.25 hours. This clearly shows the power of parallelisation through use of the use of the
GPU can be. If GPU parallelisation and meshing techniques can be used in tandem then
the viability of close-to-real-time simulation can be recognised.

It should be noted that this simulation was performed in an Nvidia RTX 2060 GPU.
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Figure 6.10: Coarsened Simulation Results

Since this point, the RTX line of GPUs have undergone two generational advancements.
The current flagship RTX GPUs (the 40 series) are stated to benchmark at 83 TFLOPS
versus the RTX 2060’s 7 TFLOPS [164]. It is natural to observe that the continued drive

of GPUs will passively increase the speed of parallelised simulation methods.

Table 6.8: Table of Computational Resources Used by the Coarsened Simulation

Simulation ~ CPU Usage CPU RAM GPU Usage GPU Ram Time Taken
Type (%) Usage (%) Usage (s)
Coarsened 8% 392 MB 100 1.0 GB 4
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6.2.2 Comparison of Simulation and Physical Results

The comparison of the simulation results and the optical micrograph results are
shown in Fig. [6.11] and it can be seen that the simulated results fall within the measured

ranges of the optical micrographs. Whilst the simulation results are within range, they

Boxplot of Width (um) Boxplot of Width (um)
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Figure 6.11: Boxplots of Meander Meltpool Geometries with Reference Lines of the Sim-
ulation Results for Comparison (a) Width (b) Depth

are consistently lower for both the width and depth. The reasons for this discrepancy are
believed to be due to uncertainty of the representation of the heat source rather than a
failing of the calculation of heat flow.

There have been few experiments to measure the in situ absorptivity of metals and their
powders when irradiated by a laser [24.41,|187], and it has been shown that absorptivity
varies due to numerous effects. The temperature of the irradiated surface, the roughness
and oxidation state of the irradiated surface, the degree of melting and fluid flow, and the
gas flow within the chamber all have an effect. Trapp and Matthews et al. show that the
laser parameters affect the measured absorptivity of an irradiated surface, and hypothe-
sise that this is in part due to the degree of melting [24}/187]. As the irradiated material
melts, low melting point temperature elements are vaporised causing recoil pressure at
the liquid surface. This can cause the liquid surface to bow inwards creating a concave
liquid surface that can cause rays of the laser to be reflected into the substrate, increasing
the ratio of absorbed photons. As energy density increases, the greater the amount of
vaporisation, the greater the concavity of the liquid surface, which continues to increase
the observed absorptivity. This phenomenon is most commonly associated with keyhole

mode processing, however Bitharas et al. show through schlieren imaging, that this gas
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cavity begins to form long before keyhole mode is reached [188]. Thus, the absorptivity
used for these simulations may not remain constant as assumed by the simulation, and
may be a contributing factor to the discrepancy of the simulation results to the measured
meltpool geometries. It is possible to incorporate a temperature dependent absorptivity
value into the simulation, however no robust source can be found, similar to the published
tables of thermophysical properties from Kenneth Mills [185], to generate this curve for
use. Also, due to the dependence displayed by the absorptivity on the processing pa-
rameters, one would need to know the thermal effects of the parameters to predict the
absorptivity, which in then be used to predict the thermal effects of the parameters. This
would form a cyclical problem. Therefore, a fixed, representative, empirical, estimate
would be preferred; as was done here.

The role of the gas flow is not incorporated into the simulation, but cannot be ignored
when interpreting the results of the physical experiments. A further effect of the vapor-
isation from the molten meltpool was observed by Bidare et al. [27]. It was shown that
when exposed to the laser, the meltpool produces a “plume” of vapour. This plasma can
interact with the laser by “shielding” the substrate from the laser exposure reducing the
effective absorptivity of the substrate. The plasma plume generated is highly dependent
on the laser parameters used for exposure, and is shown to vary in stability [27]29,/188].
This may account for some of the variation observed in the physical measurements, and
may provide a general shift in the measurements of the physical samples.

Another source of potential error comes from the assumed spot size used in the simulation.
The open architecture rig used for the physical experiments [184] utilises only a single
z-axis actuator for the control of the substrate height /working distance for the laser. The
distance is also checked through an analogue height gauge, which typically have an error
of approximately 20 um. Thus, the spot size may vary from coupon to coupon as they
are manually removed and installed, due to a change in working distance.

The comparison of the single track simulation results to the measured meltpool geometries
is shown in Fig.[6.12] and can be seen that the simulated geometries vary greatly from

the measured meltpools. In order to elucidate, one must refer back to the micrograph of

- 127 -



CHAPTER 6. HEAT FLOW SIMULATION OF LASER POWDER BED FUSION
6.2. DISCUSSION AND VALIDATION

the sectioned coupon given in Fig. [6.1] The example of given, shows that the aspect ratio
of the meltpool is greater than those shown in Fig. [6.4] and show the distinctive shape of

transition/keyhole mode processing [84].
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Figure 6.12: Boxplots of Single Track Meltpool Geometries with Reference Lines of the
Simulation Results for Comparison (a) Width (b) Depth

These results imply that the volumetric heat source used for simulation of non-conduction
mode processing are not sufficient. In order to corroborate this the results of the matrix of
parameters should be consulted, as the distribution of laser powers and scanning speeds
should show a variety of all three processing modes. As can be observed in Fig. [6.8]
conduction mode is identified by the semicircular shape, and aspect ratio less than 0.8;
transition mode is identified by its almost triangular shape, with aspect ration between
0.8 and 1.25; and keyhole mode is identified by the characteristic, elongated meltpool
shape and large aspect ratio.

Table [6.9] shows the difference of between each simulation result and the corresponding
optical micrograph measurement result. A comparison of the simulated meltpool mea-
surements to the optical micrographs are shown in Appendix C. The error associated
with the meltpool measurements is estimated to be approximately +1um. Comparison
of these values and the estimated error associated with both the physical measurement
and measurement of the simulate meltpools show that the simulated meltpool values are
in excellent agreement with the physical experiments when the observed processing mode
is conduction mode. These values are also summarised in Fig. and [6.14] from these
figures it can be inferred that the simplified heat source representation used in the sim-

ulation is appropriate for conduction mode meltpool prediction, but breaks down when
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the process parameters result in keyhole mode processing. As touched on earlier, this
is due to the fluid flow and plasma production of the irradiated meltpool. As plasma is
produced, a recoil pressure acts on the surface of the molten metal, and causes the surface
to dip inwards. If sufficient plasma is produced, the meltpool takes on the characteristic
keyhole shape shown in Fig.[2.10, This results in a central cavity that allows repeated
reflection of incident photons, effectively trapping them and considerably increasing the
ration of absorbed energy of the laser beam. Hence, the increased effective absorptivity
measured by Trapp et al. [24]. Tt is evident that in the case of keyhole mode processing,
the simulation must use an alternative volumetric heat source scheme in order to increase
the accuracy of meltpool prediction. An alternative method for heat source modelling was
proposed by Ross et al. as an extension of the Goldrak triple ellipsoid [189]. However,
the values used for the absorptivity, ellipse radius, and ratio of front to rear radius was
calibrated first via experimental result, rather than be calculated or derived from first
principles. Therefore, would reduce its use in a predictive setting for new materials etc.
in an industrial context without first performing DOEs which would then negate the need

for a predictive model.
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Figure 6.13: Surface Plots Showing the Difference Between Simulated and Measured
Geometries (a) Width (b) Depth

Philo et al. proposed an alternate approach to volumetric heat source modelling for
keyhole mode, extending the work of Gusarov et al., in which the laser intensity profile
transferred into the powerbed and substrate was based on the sum of directed, reflected,
and scattered radiation [190,(191]. This approach showed excellent performance in pre-

diction of meltpool morphology in both conduction and keyhole mode processing. Thus,
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Table 6.9: Table Showing the Error in Simulation Results Compared to the Observed
Processing Mode

Power (W) Scanning Width Error Depth Error Processing
Speed (um) (um) Mode
(mm/s)

40 100 37 -1 Conduction
40 500 26 -1 Conduction
40 900 27 -4 Conduction
40 1300 21 -3 Conduction
40 1700 14 -2 Conduction
90 100 -42 59 Keyhole

90 500 -2 -6 Transition
90 900 3 -2 Conduction
90 1300 6 -3 Conduction
90 1700 2 -4 Conduction
140 100 -40 168 Keyhole
140 500 -47 20 Keyhole
140 900 -6 -3 Transition
140 1300 3 -2 Conduction
140 1700 5 0 Conduction
190 100 -59 279 Keyhole
190 500 -9 68 Keyhole
190 900 -8 24 Transition
190 1300 3 2 Conduction
190 1700 3 -2 Conduction
240 100 -165 433 Keyhole
240 500 -57 147 Keyhole
240 900 -17 49 Transition
240 1300 -1 3 Transition
240 1700 -1 1 Conduction
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Figure 6.14: Contour Plot Showing the observed Processing Mode vs the Laser Power
and Scanning Speed.

conduction only thermal solvers are limited only by the pedigree of the thermophysical
data, and the accuracy of the heat input representation. As discussed in Sec. 2.1.2.5] the
concentrations of trace elements such as phosphorous and sulphur can have a massive ef-
fects on the fluid flow in the meltpool [61]. Therefore, a conduction-only volumetric heat
source would require a way to represent the hydrodynamics through variation of the other
properties. Philo et al. emphasize the importance on powder layer thickness, and beam
width on the threshold at which conduction to keyhole mode occurs , something that
was not accounted for in the previous work of King et al. and Hann et al. [78[192]. It
is believed that this more adaptive volumetric heat source should be more suitable for
the high resolution regions of any coarsened simulations, but it can be shown that the

method of solution is suitable for investigation of the thermal flow within the part.
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6.3 Conclusions

The validation experiments described here, and the resulting analysis have shown
that the use of GPU parallelisation to accelerate thermal flow simulation results in a
reduction in computational time comparable to that reported by Liu et al. without any
specialist coarsening techniques [186]. If these techniques were to be used in tandem then
the goal of real-time simulation becomes realisable in the near future. Liu et al. claim
that the adaptive meshing scheme that they propose resulted in a speed up of factor seven,
if the same speed up can be achieved with a GPU simulation, then this would result in a
simulation whose ratio of simulated time to real time is 9.275 x10~*. However, it is easy
to surmise that if this adaptive meshing scheme was implemented in a CPU, like the cou-
pled heat flow simulation, that it could not also somewhat benefit from GPU acceleration
in some way. Thus, further pushing the ratio of simulated time to real time, closer to
unity. This is also complimented in the continuous development and advancements made
in GPU technology [164]. As throughput of the GPU cards climbs ever higher, such large
computational tasks that were previously limited to cluster sized data centers, are then
able to be performed by desktop workstations, and eventually on the production machines
themselves.

It is also shown, that the method implemented to predict the heat flow through the
volume using a “conduction only” scheme was sufficient in predicting the meltpool ge-
ometries of parameters that result in conduction mode processing. The simulation design
implemented here, was limited only by the representation of the volumetric heat source as
processing transitioned into keyhole mode. This is due to various changes in laser/metal
interaction resulting in the assumed value of absorptivity, and the effective geometry of
the heat source no longer being valid. A more sophisticated method, such as that pro-
posed by Philo et al. should be adopted in order to maintain simulation integrity in these
higher energy density processing regimes [191]. This approach uses the absorptivity of the
material to predict the laser penetration into the powderbed and the flat surface. This
circumvents the need to continually adapt values of the absorptivity of the powder and

solid based on the processing mode.
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Finally, through comparison of the computational resources and predicted meltpool ge-
ometries of the fully fine simulation and coarsened simulation, shows that the computa-
tional time can be reduced by over 90% whilst producing results error of less than 10%.
This does not circumvent the inaccuracy caused by the oversimplification of the heat

source representation in non-conduction processing modes.
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Chapter 7

A Hybrid Meshing Strategy for

Finite Volume Methods

As with all numerical solvers for matrix problems, the scaling of finite methods is
proportional to the number of elements or nodes [180]. Therefore, a method of reducing
the computational time required for simulation is to reduce the number of elements that
define the volume. This, intuitively, means that element size must be increased. However,
to increase the dimensions of all elements uniformly in the volume would reduce the in-
formation that can be inferred from the results, i.e. Chapter [2] discusses the resolution of
simulation methods that each thermophysical and metallurgical phenomena requires and
if the element size is increased beyond this then this information is unable to be inferred.
Finite element methods are able to produce greater detail of conditions within the element
than the resolution allows by utilizing higher order nodes within the element [181]. How-
ever, by increasing the number of nodes within an element, the number of calculations per
element is increased. Thus, the exponential convergence is undermined by the increase in
computational load. A natural progression of this element-based approach then requires
the element size to be gradated, from fine elements in the regions of interest to coarse
elements in the very bulk of the part. This then requires a strategy that either natu-
rally, or explicitly handles the transition from fine to coarse elements. Current methods

of mesh coarsening for finite volume solvers are limited to coarsening elements that are
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of the same material status, i.e. powder elements must be coarsened with other powder
elements; and solid elements must be coarsened with other solid elements. This limits
the maximum coarsening that can be performed. Extreme examples of this limitation are
lattice structures [182] due to their thin sections and complex geometry that effectively
prevent mesh coarsening due to the constant transition of the build volume from solid
to powder. Therefore, a novel method of element coarsening is proposed that allows for
hybrid powder /solid elements to overcome this limitation.

The numerical method proposed is outlined and discussed in Sec. 4.4l The chapter herein

will present the results of:
1. Hybrid Element Thermophysical Property Simulation, Sec. [5.2.6}
2. Hybrid Element Volume Simulation, Sec. 5.2,
3. Fully Fine Unit Cell Volume Simulation, Sec. [5.2.8t
4. Single Track with Hybrid Element Coarsening Simulation, Sec. [5.2.9

5. Single Track without Hybrid Element Coarsening Simulation, Sec. [5.2.10]

7.1 Results

7.1.1 Properties of Hybrid Elements Results

The curve of resistivity versus temperature that was calculated for the hybrid volume,
and the corresponding values of «, are shown in Fig. It can be seen that the calculated
values of R and « follow the expected trends, but break down at high temperatures. The
calculated resistivity curve was the one was used for the hybrid elements used in the
coarsened volume. The temperatures used in the volume simulation are lower than the
temperatures at which the curve appears to break down. The computational load required
by the generation of the resistivity curve are given in Tab. [[.1]

The time taken referred to in Tab. [Z.1] corresponds to 125 individual simulations. This
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Figure 7.1: Calculated Properties of the Hybrid Solid/Powder Elements

Table 7.1: Table of Computational Resources Used by Resistivity Curve Generation

CPU  Usage CPURAM Us- GPU  Usage GPURAM Us- Time Taken (s)
(%) age (MB) (%) age (MB)

7 405 100 100 4238

means, that the mean time per simulation is 33.90 seconds. The factors that govern this

time are investigated and discussed in Sec. [7.2.2]

7.1.2 Hybrid Element Simulation Results

The temperature profiles for the top and bottom layers of both the fully fine and
coarsened volumes is shown in w The behaviour of the hybrid volume is in keeping
with the expected behaviour, and comparable to the fully fine fine simulation established
as a benchmark in Chap. [6]

The computational load consumed by the simulation of the fully fine and hybrid volumes

are shown in Tab. [7.2]

Table 7.2: Table of Computation Resources Required by Each Type of Simulation

Simulation =~ CPU Usage CPU RAM GPU Usage GPU RAM Time Taken

Type (%) Usage (MB) (%) Usage (MB)  (s)
Fully Fine 7 423 32 800 177.86
Hybrid 7 402 32 101 4.08

The times given for the fully fine and hybrid element simulations correspond 1 second

of simulation time representing 5.622 x1073 and 0.245 seconds of real time respectively.
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Figure 7.2: Temperature Profiles of Select Parts of Both Fully Fine and Coarse Simulation
Volumes

This is a speed up of approximately 44 times.

7.1.3 Coarsening with Hybrid Elements

The resultant meltpool predictions for both simulations can be seen in Fig. [7.3] Here,
it can be seen that due to the asymmetry of solid and powder distribution either side of
the point of laser irradiation of the top surface, the resultant meltpool is also asymmetric.
The asymmetry of the powder and solid means that heat flow away from the point of laser
irradiation is non-uniform, thus the asymmetry of the predicted meltpool is expected.

The measurements for each meltpool can be seen in Table [7.3] below.

Table 7.3: Table of Meltpool Measurements and Simulation Time of Fully Fine and
Coarsened Simulations

Simulation Width (um) Depth (um) Simulation Time (s)
Fully Fine 231 58 3.01
Coarsened 230 o7 0.58
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Fully Fine Single Track Simulation Results
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7.2 Discussion

7.2.1 (Generation of Resistivity Curve

It was noted in Sec. [[.2.1] that Fig. (a) shows that at the higher temperatures of
the simulation the generation of the resistivity curve appears to break down. In order to
explain this breakdown, the construction of the resistivity simulation must be examined.
In order to generate the resistivity for a certain temperature, a thermal gradient of 400
K is applied across the 5 x 5 x 5 element volume. This gradient is created by taking
the desired temperature and increasing one side by 200 degrees, and reducing the other
side by 200 degrees. As the higher temperatures of the scale are reached this creates the
possibility that at steady state the elements of the raised temperature side have met the
melting temperature of the material. This then produces the break down in the method as
shown by the results. This would suggest that the valid range of these results is below the
solidus temperature of the material, minus half the fixed thermal gradient between the two
sides (which in this case is 200 K). Fig. shows the temperature limit of the simulation
for the 316L stainless steel properties used. However, this temperature limitation on the
calculation can easily be overcome when the use case is considered in its context. Hybrid
elements are used when the mesh requires to be coarsened. It is well established that mesh
coarsening is only suitable for regions of the simulation volume that are at a reasonable
distance from the region of interest [186]. This region of interest is commonly the position
of laser incidence, as the maximum resolution is required there. The temperatures of these
regions of the build volume should not approach the temperature of the resistivity curve
breakdown.

Comparing Tab. [Z.1] and one can note that the time taken to generate the resistivity
versus temperature curve takes more time to calculate than even the fully fine simulation.
It should also be recalled that the resistivity curve is dependent on the distribution of
powder and solid in the volume. Thus, depending on coarsening strategy, a curve would
need to be calculated for each different hybrid volume. This would far exceed the time

for a fully fine simulation.
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Figure 7.4: Calculated Properties of the Hybrid Solid/Powder Elements with Reference
Temperature Marked

Alternatively, as the distribution of powder and solid is geometry dependent, these could
be computed prior to simulation. Then the values would be used as look-up tables to
save time. An alternate approach to reduce time would be based on the inspection
of Fig.[7.1 (b). If the values of a that were calculated at temperatures greater than
the breakdown at 1445 K are assumed to be outliers, the value of o has a very small

distribution about a median value of 0.121921. This can be seen in the boxplot of « of

Fig.

Boxplot of o
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Figure 7.5: Boxplot Showing the Distribution of o Values

If « appears to be near constant in the valid region, this could then present a suitable
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method to circumvent the lengthy simulation time. A single value of a or a reduced
sample set can be calculated, and «a could then be used to generate the entire resistivity

versus temperature curve. Fig. shows the comparison of three resistivity curves:
1. R_E - the resistivity curve calculated from the simulations;
2. R_A - the resistivity curve calculated from the median « value;
3. R_A single - the resistivity curve calculated from a single o value calculated from

an arbitrary temperature (500 K).

Scatterplot of R_E, R_A, R_A_single vs Temperature
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Figure 7.6: Scatterplot Comparing the Calculated Resistivity Curves

Here it can be seen that a reduced set, or even a single value of o, can produce a resistivity
versus temperature curve that is comparable to the calculated resistivity curve generated
by the full range of simulations. This can further reduce the time taken to coarsen
elements as only one steady state simulation need be performed in order to obtain the
full resistivity curve. This method of reducing generation of the resistivity curve through

calculation of a single « value is limited by assuming a constant relationship between
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Rgoia and Rppuwaer. Consider Eqn. [.41] if differentiated with respect to temperature:

0 0
a_TRequi’U — a_T ((1 + a)Rsolid + Rpowder)
o aRsolid Oa aRpowder Oa
= -« oT - Rsolld oT + « oT + Rpowder oT
Oa aRpowder 8Rsol'id
— _ I it — . 1
(Rpowder Rsolzd) 8T +« ( (9T 815 ) (7 )

Here, if the resistivity of the powder is taken to be a multiple of the resistivity of the
powder, then the value of « is temperature independent. As «a depends purely on the
powder distribution within the hybrid element, relative to the thermal gradient, and the
powder packing density. Neither of which vary with temperature. Thus, if /o7 = 0 and
Rpowder = K Rsolia:

ORequiv _ (kaRwlid B 8Rsolid)
or or or
ORsolid

oT

=a(k—-1) (7.2)

some literature suggests that the resistivity of the powder is closer related to the gaseous
environment of the build chamber than the properties of the solid [25]. If this is to be
believed than the value of a cannot be assumed to be constant as the relationship be-
tween the resistivity of the solid and powder phases will vary depending on temperature.
However, the work of Chin et al. only explored the relationship between the conductivity
and temperature to a maximum temperature of 473 K, much below the operating temper-
ature range that would be experienced by the powder bed during LPBF [25]. Also, the
gaseous environment used in their experiments was not representative of the gaseous en-
vironment used in commercial LPBF machines [30]. At temperatures greater than 473 K
the surface contact area between powder particles can increase due to partial sintering,
thus the gaseous transport between particles may no longer be the dominant mechanism.
Also, as discussed in Sec. [2.1.2.2] the gaseous flow in LPBF machines varies wildly from
machine to machine. Therefore, simulation methods must be tailored to the gaseous flow

of each machine for true accuracy. This then means that simulation method cannot ever
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be machine agnostic. Thus, using a fixed relationship between Ryiq and Ryowder 1S ma-
chine agnostic, reduces the amount of calculation that is required per hybrid element, and
produces sufficient results in the final simulation. These, three principles are the key to
realising an industrially relevant simulation tool for the LPBF industry.

A further reduction of calculation time can be implemented though dynamic testing of
simulation steady state. Currently, the steady state simulation runs each temperature
gradient through 200,000 time steps so as to ensure steady state is achieved. This can
be shortened by breaking the simulation loop as soon as soon as steady state is achieved,
thus requiring fewer time steps. As an exercise to test the extent at which the time for

13

the steady state simulation could be reduced, a “worse case” time for steady state was

calculated for the diffusion time ¢4:

tg = : (7.3)

Here, d is the diffusion distance, and D(T') is the thermal diffusivity of the volume at
temperature T'. The thermal diffusivity of the volume was calculated using the assumption
that the volume is composed purely of powder as this would result in the slowest diffusion

time, and is equal to:
1

D(t) = )
) Rpowder<T)PCpp

(7.4)

Eqn. [7.3] generates a curve of shown in Fig. [7.7] if normalised versus number of time steps,
as can be seen this gives a maximum number of time steps for steady state as 20. As-
suming a safety factor of 10, this gives a value of the number of time steps required for
steady state to be 200, a thousand fold improvement on the initial value of 200,000. The
simulation was repeated with this new value, and the comparison of results are shown in
Fig.[7.8] The time taken for the generation of the resistivity versus temperature curve
with a 200 time step steady state simulation was 6046434 us, this indicates that the ef-
fective time for a single steady state simulation was reduced from 3.15 seconds to 4.50
milliseconds.

As can be seen in Fig. the 200 time step steady state simulation produces incredibly
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Figure 7.7: Plot of Calculated Diffusion Time versus Temperature (a) Time in Seconds
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similar results to the 200,000 time step steady state simulation. The entire resistivity
versus temperature curve for the hybrid element can be calculated from a single a value,
in less than a two-hundredths of a second. This, makes the calculation of the resistivity
properties of hybrid volumes much more viable to be performed alongside adaptive mesh-
ing techniques, like that proposed by Liu et al. [186].

It is suggested that further work on this topic could be performed to investigate the role
of machine learning to circumvent the need for steady state simulations. If a data set of «
values can be generated given various solid /powder combinations and material properties,
then a machine learning model can be used to infer the value of o without the need of

the steady state simulations. Thus, reducing time required to coarsen the mesh.

7.2.2 Comparison of Fully Fine Simulated Volume to the Hybrid

Element Volume

The performance of the fully hybrid element volume was evaluated against the heat
flow of the equivalent fully fine volume. The temperature profiles against time of the
top an bottom layers of each volume are plotted in Fig.[7.2] It should be noted that

the behaviour of both systems appear to have very similar profile. Fig.[7.9] shows the
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percentage difference in temperature profiles of the top and bottom layers of the volumes.
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Figure 7.9: Percentage Temperature Difference versus Time Between Fully Fine and Hy-
brid Volumes (a) Top Layer (b) Bottom Layer

Fig. [7.9shows that the greatest error between the fully fine and hybrid volumes occurs at
the initial period of simulation. The reasoning for this is due to how the hybrid elements
geometrically differ from those of the fully fine elements, not believed to be a failing of the

simulated properties. This is illustrated in Fig. [7.I0] As can be seen in the illustration,

1000K 1000K

300K 300K

Figure 7.10: Illustration of Initial Heat Flow in Fully Fine and Hybrid Element Simula-
tions

in order for the simulation volumes to be equivalent, the top five layers of the fully fine

element volume and the top one layer of the hybrid element volume must be set to 1000 K.
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However, in this FVM properties are assumed to reside at the cell centre. Thus, at the
point that the simulation begins in the fully fine simulation, heat flows from the centre
of layer five to the centre of layer six. A distance of 50 um. However, in the hybrid
simulation, the distance between cell centres is 250 um. The equivalent areas of contact
between these layers are the same in both simulations. Thus, the increased length scale
of the hybrid elements means that the initial heat flow out is reduced, and the rate of
heat flow is initially reduced. However, as the initial abrupt rate of thermal change is
reduced, so is the error between the two volumes. This is shown in Fig. [7.11] However,
this discrepancy in rate of heat flow is shown in Fig.[7.9] to result in a maximum percent
difference in temperature of 8.7%. In the bottom layer of the volume the maximum
percentage error is less than 0.027%. This abrupt thermal gradient is only expected in
the areas closest to the meltpool, and would not be the area of the built part that the
hybrid elements are required for use. Hence, whilst showing an 8.7% temperature error

in these results, this would not be the case when deployed in full part-scale simulations.

Temperature versus Time of Top Layer of Simulation Volumes
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Figure 7.11: Comparison of Temperature Profiles versus Time for both Fully Fine and
Hybrid Element Simulations

This leads to a further investigation on the error that is incurred in the volume simulation
through the choice of thermal gradient used in the steady state generation of the resistivity
curve. The initial steady state simulation a gradient of 400 K was chosen as an arbitrary
gradient. For comparison, the experiment was repeated with a 200 K and 500 K gradient.

The results of these simulations are shown in Fig. [7.12]
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These additional experiments show that the gradient at which the steady state simulations
are performed to generate the resistivity versus temperature curve affect the accuracy at
which heat flows in the hybrid element simulation. The reduction of the fixed thermal
gradient to 200 K resulted in an increase in error in both top and bottom layers. The
maximum error observed in the top layer of the volume increased from 8.7% to 20.7%, and
the maximum error in the bottom layer increased from 0.027% to 3.4%. When the fixed
thermal gradient was increased to 500 K resulted in a reduced error in the top layer (from
8.7% to 7.1%). However, error in the bottom layer increased from 0.027% to 1.8%. This
shows that there is a dependency of the accuracy of the equivalent resistivity value to the
size of gradient applied during the steady state simulations. For example, the temperature
gradient across the fine/coarse element boundary in the coarsened simulation performed
in Sec. [5.2.9]is shown in Fig. [7.13] This simulation was performed using five layers of fully
fine elements, and Fig. shows that this results in a thermal gradient of approximately
110 K. This warrants further investigation as to the most appropriate thermal gradient to
be used, and whether this is dependent on the thermal gradient that the hybrid elements

would be exposed to in the final simulation.

> 20

40 60 80 100
Temperature (K)

o
N
o

Figure 7.13: Temperature Gradient Across Coarsening Boundary in Coarsening Simula-
tion

Tab. [7.2] shows the comparative computational resources consumed by each simulation.
It can be observed that the time taken for the hybrid element simulation, when compared
to the fully fine element simulation, experienced a speed-up of approximately 44 times.

This results in a ratio of real time to simulation time of 0.24. This significant speed up
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makes real-time simulation much more than an attainable goal. Especially when used
in conjunction with the adaptive meshing techniques, such as those proposed by Liu et

al. [186].

7.2.3 Coarsening with Hybrid Elements

As can be seen from Table [7.3]the predicted meltpool measurements for both the fully
fine and coarsened simulations were observed to be almost the same. The variation in the
measurements for both width and depth is within the expected error of the measurement
technique used (as discussed in Sec. [5.2)).

Also shown in Table [7.3] is that through the coarsening of the lower elements a speed-up
of factor five was achieved with no observed effect to the accuracy of meltpool prediction.
This simulations as performed on a volume of 4.00 x 250.00 x 6.25 mm?3. The speed-up
achieved through coarsening is expected to only increase as the volume size increases in
the z-axis, due to the increase in ratio of coarse to fine elements.

It is also worthy of note that the coarsening strategy employed in this simulation resulted
in a fine coarse interface of 25 fine elements neighbouring a single coarse hybrid element.
Yet there is no evidence to suggest that this was detrimental to the accuracy of meltpool
prediction. This implies that there is a possibility of incredibly aggressive coarsening
strategies can be applied to industrial build geometries to achieve faster than real-time
simulation. Although, this warrants further investigation in a wider range of scenarios to

validate.

7.3 Conclusions

The method of simulation described here shows that an effective resistivity versus
temperature curve can be generated for a hybrid solid/powder volume through simulation
of a thermal gradient to steady state. Further work is required to investigate the most
appropriate thermal gradient to use to reduce error in the volume’s implementation in

full part simulations. The implemented fixed thermal gradient causes a break down of
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the resistivity curve at high temperatures due to the partial melting that occurs in the
volume in the areas of increased temperature. However, mesh coarsening should not be
implemented close to the incident laser irradiation which should circumvent this limita-
tion.

Due to the relationship between the resistivity of the solid and the powder, a full resis-
tivity curve does not need to be generated. The amount of computation can be reduced
due to the near constant value of o (Eqn. and [Z.6]) that allow a full resistivity curve
to be calculated from a single value of a calculated from a single steady state simula-
tion. This single simulation takes approximately 34 seconds, and would only be required
once per hybrid element composition. This was shown that this could be reduced to 4.50
milliseconds with little to no impact on the accuracy of the calculated o and R values.
This process time could be further reduced by dynamically testing the volume to confirm
that steady state has been achieved, rather than using a fixed number of time steps and
assuming steady state has been achieved.

A further advancement that can be used to generate the o value of each hybrid element
can be through machine learning. As the values for « are generated procedurally, once a
large enough data set is created, this could potentially be used to train a machine learning
model so that a values can be inferred at high speed.

The use of the hybrid elements and associated resistivity curves, when compared to an
equivalent volume of fully fine elements, resulted in a maximum error of less than 9% in
temperature. This error is reduced to less than 1% after one second of simulated real-time.
Thus, use of these hybrid elements should be more than suitable for coarsened elements
in the build volume bulk, where the thermal gradients are greatly reduced.

This was then tested through comparison of equivalent volumes using a simulated laser
heat source. The predicted meltpool geometries did not vary between the fully fine and
coarsened volumes. Thus, this indicates that the performance of these hybrid elements
is sufficient that the accuracy of meltpool geometry prediction in a simulated build is
maintained whilst computational time is reduced significantly. Further work is required

to determine the limits of the application of these hybrid elements.
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Discussion

This work presents a validated novel method of combining multiple phases of material
within single mesh elements for finite volume solutions of the heat equation. Specifically
with the aim of reducing the overall computing power and time required to perform
such simulations on part size volumes within the context of additive manufacture. Thus,
overcoming the previous mesh coarsening limitation imposed by complex geometries with
a complex powder/solid volume percentages. It is hoped that this work contributes to
the establishment of a equal-to or faster-than real-time simulation based method to allow
for in-situ dynamic parameter adaption. A summary of the conclusions discussed in
Chapters [6] and [[ are given here. Accompanied by suggestions on how this work could be

developed and refined.

8.1 Validation

It was shown in Chapter [0 that due to the sparsity of the matrix equation of the heat
diffusion equation, the numerical method is well suited to GPU parallelisation. Through
utilising the GPU a standard macroscale continuum model for AM was realised, and the
benchmark speed of this simulation was only a 3% longer than the proposed Adaptive
Mesh Coarsening Strategy model proposed by Liu et al.. The benchmark model shown
here shows the power of leveraging the GPU, for without any specialised meshing tech-

niques, a sevenfold increase in speed was realised.
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One development that can be explored for this parallelised model is the computer sci-
ence of leveraging the anti-symmetry of enthalpy flow between adjacent elements, and the
faster shared memory of GPU blocks. For Sec. [1.3] outlines the discretization and quan-
tisation of the enthalpy flow between elements. Therefore, it is trivial to observe that
for adjacent elements, the magnitude of the enthalpy flow with respect to each element
is the same but with opposite signs. i.e. from Fig.[4.2] the enthalpy flow from element
three to element one is the same as the enthalpy flow from element one to element three
but with an opposite sign. Currently, the enthalpy contribution from adjacent elements
is calculated every time step. However, due to this shared magnitude, the value need
only be calculated once per time step and then added or subtracted from the element as
appropriate. If one considers a volume of 3 x 3 x 3 elements, the current method would
calculate enthalpy values for each element interface. This is a total of 108 values per time
step. If a method is developed in which duplicates are taken in consideration, this value
is reduced to 54. This would effectively half the number of calculations per time step.
This would allow considerable reduction in the simulation time.

Chapter [6] also showed that the predicted meltpool geometry is heavily dependent on the
source term used for simulation. The basic cylindrical volumetric heat source used in
Chapter [6] proved sufficient for prediction of meltpool geometries when the parameters
used fall within the conduction mode of processing for the alloy used. However, due to
the transition of laser/powder/solid interaction that occurs due to keyhole mode process-
ing, this simplified volumetric heat source no longer suffices for meltpool prediction. It is
believed that the method used for prediction of heat flow was not the cause of inaccuracy
of the meltpool geometries in this case but solely due to the heat source term. this can
be corroborated by the agreement of the numerical meltpool geometries and experimental
meltpool geometries when the parameter are shown to be operating within the conduction
mode processing window. Further development that should be explored is in identifying
more developed volumetric source terms that allow for more accurate representation of
the heat source which are ambivalent to the processing mode, such as the one presented

by Philo et al. |191]. An alternative development that would address the same issue,
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would be to determine the underlying thermophysical properties that govern the process-
ing mode and identify the threshold at which the conduction to keyhole mode transition
occurs. This could then be incorporated into the simulation method so that the threshold
is checked before heat input each timestep and the correct processing mode heat source

is applied.

8.2 Hybrid Elements

Chapter [7|demonstrates a novel method by which multiple forms of matter can be in-
corporated into a single cubic element of hybrid properties for advanced mesh coarsening
in FVM and FE simulations. This novel method is designed to overcome the limitation
imposed in current numerical methods by which material states must remain separate
when coarsening, limiting the amount of mesh coarsening that can occur based on the
part geometry.

The proposed method is shown to break down at elevated temperatures where there is
expected to be partial melting of the hybrid volume during the steady state simulation
that is performed in order to gauge the equivalent thermodynamic properties of the hybrid
volume. This break down of the method is not considered a limitation of the application
of this method, due to the philosophy of mesh coarsening. The areas of the simulated
volume that would be considered for mesh coarsening are sufficiently far from the incident
heat source that the thermal gradients experienced by the hybrid volume do not approach
the gradients at which the steady state simulation breaks down.

The method described also proposes an extension of the steady state method of calculating
the equivalent resistivity versus temperature curve for a hybrid volume. The properties
of the hybrid volume can be said to be a linear interpolation between the solid and pow-
der properties. The steady state simulation can be used to calculate the coefficient «
used in the linear interpolation for a given temperature. If the relationship between the
thermodynamic properties of the solid alloy and its powder are fixed, i.e. the ratio be-
tween the powder resistivity and the solid resistivity is constant, then the value of « is

constant for all temperatures within the valid temperature range. This then means that
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the entire resistivity versus temperature curve can be calculated from a single o value
generated from a single steady state simulation. This approach was shown to produce
excellent agreement with the resistivity versus temperature curve generated through nu-
merous steady state simulations. This approach saves valuable computational time and
load by reducing the amount of calculation required when hybrid elements are generated
during mesh coarsening.

The proposed method used a large number of steady state time steps to ensure the hybrid
volume was at steady state for each resistivity value calculated. This was shown to be
able to be reduced by calculating the “worse case” time from the diffusion time of a fully
powder volume, thus reducing the number of steady state time steps by three orders of
magnitude. Further development of this work could increase this speed-up by querying
the hybrid volume at each time step of the steady state simulation to check for steady
state, then breaking the simulation loop if the query is returned “true”. This is a common
practice in machine learning training for checking convergence of layer weights, and can
due to the continual development of machine learning technologies, can be applied here
with existing C++/Python libraries.

The value of a calculated for a hybrid volume was found to vary depending on the size
of the thermal gradient applied in the steady state simulation, and therefore affected the
accuracy of the subsequent simulation using the calculated resistivity versus temperature
curve. Further investigation is required to elucidate whether there is an optimum repre-
sentative thermal gradient to be used or whether the optimum gradient is dependent on
the final application. Machine learning would probably also be able to benefit the deriva-
tion of the a value for a hybrid element, and would be a further addition to this work
worth exploring. As mentioned above, if the solid/powder relationship is constant, the
value of alpha versus temperature is constant and is solely dependent on the powder/solid
distribution within the hybrid volume with respect to the direction of the thermal gra-
dient. Thus, a neural network can be trained with various hybrid element geometries,
material properties, and « values. This network can then be used to infer an « values

for various hybrid elements during mesh coarsening without the need for a steady state
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simulation. This may greatly reduce the time taken for a value acquisition with inference
time optimisation.

Table. [7.2 shows that a hybrid volume of 8,000 elements simulated over 31,551 timesteps
takes 4.08 seconds using an NVIDIA RTX 2060 GPU. This corresponds to a total time of
129 microseconds per timestep. In order to achieve real-time simulation speeds this time
must be reduced by a factor of 4.07. This can be done through the reduction of number
of elements, or increasing the calculation speed of the number of calculations performed
per element.

The former would imply that the maximum number of elements that would achieve real-
time simulation is 1,965. This would mean that for a build volume of 250 x 250 x 30 mm?
present in the Renishaw 500Q Machine would need to be represented with cubic elements
of approximately 21 millimeters. This would be prohibitive in accurately representing the
build geometry. This method of reduction of the number of elements assumes that the ab-
solute size of the simulation timestep remains the same. However, as shown in Eqn. [£.3]]
as element size, h, increases so too does the maximum stable timestep. Therefore, the
increase in size of the elements would not need to be as severe as 21 millimeters. In fact,
as observed from Eqn. [£.31] the timestep is proportional to the square of the element size.
Therefore, a fourfold reduction in number of required timesteps is achieved by doubling
element size, which is much more practical.

The latter method is hardware dependent. As discussed in Sec. 2.3.1] the latest flagship
device the RTX 4090 has a quoted calculation speed of 82.58 TFLOPS [164]. This is 12.8
times greater than the quoted calculation speed of the RTX 2060 used for the experi-
ments described here. If the memory access time is considered equal on both GPUs, this
is theoretically sufficient to perform the simulation experiments in Chap. [7] faster than
real-time. At this speed, the full 250 x 250 x 300 mm? build volume would be able to
be simulated in real time if the cubic elements are a minimum of 5.7 millimeters. Hence,
with the techniques described here faster than real-time simulation is achievable with the
latest consumer hardware.

As shown in Sec.[6.2.1], current state-of-the-art methods displayed by Liu et al. using
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ABAQUS" from Dassualt Systemes show a sevenfold increase in simulation speed for 20
x 40 x 3 mm? volume [186]. Whereas, by utilising the parallelisation techniques outlined
in Sec. Ml a similar sevenfold increase in simulation speed is attainable on larger volumes
(80 x 40 x 5 mm?). Additionally, when coarsening is also applied in tandem with paral-
lelisation an additional fifteenfold increase in speed is observed. Reducing the simulation
the simulation time of the equivalent volume simulated by Liu et al. to a mere 30 min-
utes. It should also be of note that the Courant-Lewy-Friedrichs condition for maximum
time step, discussed in Sec. [£.3.1], that the maximum stable time step for such simulations
scales with the square of the element size. Taking this into consideration also, if deployed
on a NVIDIA RTX 4090, the full 250 x 250 x 300 mm? build volume can be simulated
in real time using cubic elements just larger than 1 mm?3. This is sufficient for parts with
no geometries smaller than this, but not sufficient for resolving fine details in lattice type
structures where struts can measure as small as 0.3 mm. Hence, further work would be
required to implement optimisations to this method that have not been deployed here;
for example memory read/write optimisation. This would also contribute to real time

simulation being achieved in finer detail.
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Conclusions and Further Work

This work demonstrates a novel approach to fast thermal simulation of Laser Powder
Bed Fusion via advanced use of parallelisation via GPU technology, and a novel method
of meshing for finite volume methods allowing coarsening algorithms to combine different
materials into single “hybrid” elements. This chapter provides a summary of the success
or failure of each of the research objectives outlined in Sec.[3.2] and provides a general
suggestion as to what further work is required to address any shortfalls of the methods

proposed in this work.

1. To produce a base, fully fine resolution simulation method to predict the
thermal flow through a macroscale part
The baseline model was shown to be predominantly successful in simulating macroscale,
stainless steel coupons over entire layer time frames, including recoater times. How-
ever, a general limitation of a thermal model with no associated fluid flow, means
that accuracy is lost when considering processing modes and parameters with signif-
icant Marangoni or mass circulation (i.e. keyhole process mode). The model used
herein was limited to a single alloy system, preventing validation across multiple
materials. Due to the method of simulation, the maximum timestep is limited by
the Courant-Lewy-Friedrichs condition. This then makes the number of timesteps

required for a specific real time dependent on material.

2. To validate the performance of this benchmark simulation method through
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utilising it to predict the geometries of meltpools at a range of different
processing parameters

It was shown that a conduction only, explicit solver was able to predict the melt-
pool geometries of a range of parameters. However, the accuracy in this work was
limited to the conduction mode region of the process window. This is due to the
change in geometry of the representative volumetric heat source, and significant
increase in fluid flow between conduction mode to keyhole mode processing. When
the processing parameters are observed in physical experiment to be firmly within
the keyhole regime, the model severely under predicts the depth of the meltpool,
and over predicts the width. The volumetric heat source doesn’t account for the
increased material penetration of the laser in keyhole mode.

This indicates that in keyhole mode the predicted temperature distribution around
the meltpool is considerably shallower. Therefore, the model would be unable to be

used to predict formation of keyhole defects in its current state.

. To develop a method of overcoming the limitation of current coarsening
strategies that cannot coarsen across materials of material states

A method was developed to calculate the combined thermophysical properties of
coarsened elements containing both solid metal and metallic powder. Due to the
limitation of physically creating these solid /powder volumes these predictions are
indirectly validated through comparison to the validated, uncoarsened simulations.
It was also shown that the continuous thermal resistivity versus temperature curve
could theoretically be derived with reduced amounts of simulation using a single
linear interpolation parameter, a. The value of a for 316L Stainless Steel was
shown to be consistent (£2.5%) versus temperature within the range of 0.30 to
0.85 of the solidus temperature. Therefore allowing the properties of the resistiv-
ity versus temperature curve to be calculated from a single simulation within this
temperature range. The accuracy of the thermophysical properties calculated for
this hybrid, coarsened element were shown to vary with the thermal gradient used

in their derivation. A method to select the optimum thermal gradient for property
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derivation, or a “from fundamentals” approach to calculate the correct gradient to

use, was not proposed.

4. To validation the performance of these coarsening techniques via com-
parison to the established, validated, baseline model
The hybrid coarsened elements were successfully used to coarsen a single track simu-
lation. The result of the simulation with coarsening versus the equivalent simulation
without coarsening showed no statistically significant error between the two. Due
to the reduced number of elements required in the coarsened simulation, CPU RAM
usage was reduced by 5%, GPU RAM usage was reduced by 89%, and time taken
for equivalent simulations was reduced by almost 98%. This coarsening strategy
was limited to the z-axis, further benefits could be recognised with a full adaptive
coarsening method in all three axes. Mathematically, there is no limit to direc-
tional anisotropic coarsened elements, only the increase complexity of simulatory

implementation.

9.1 Further Work

As identified above, the following is believed to be the avenues of study worthy of

pursuit:

1. Extend the existing work to other alloy systems with well established, high fidelity

thermophysical data.

2. Investigate methods to overcome the Courant-Friedrichs-Lewy condition, or a method
to relax this condition in coarsened regions, or during periods of zero heat input (i.e.

during recoating).

3. Extend the current model to allow greater faculty in the non-conduction mode
processing window. This could be achieved via adding the ability to predict the

processing mode and adapting the volumetric heat source as required.
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4. Investigate the optimum temperature gradient for generation of hybrid solid /powder

elements.

5. Investigate adoption of this hybrid element generation into a dynamic coarsening
method to validate and quantify the computational improvement for simulation of

macroscale parts of complex geometry.
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This is a standard derivation of the parabolic heat equation [193]. Considering an
arbitrary volume V' bounded by a surface S and let T'(z,vy, z,t) be the temperature at
a point (x,y, z) at time t. There will be flow of heat if the distribution throughout the
domain is nonuniform, and a flow will occur between regions of high heat to regions of
low heat. According to Fourier’s Law, the heat flux q(r,t) through a surface element dS

is proportional to the gradient of the temperature:
a(r,t) = ~L(r, ) VT(r, 1) (A1)

Where 1 is the position vector and L (a positive quantity) is the thermal conductivity of
the material. If n is the outward normal to the surface element d.S, the rate of outflow of

heat (d@) through dS per unit time can be expressed as:

dQ = (qen)dS (A.2)
Therefore the amount of heat flowing across the boundary S of V' per unit time is:

— /(q e n)dS (A.3)

The negative shows that this is a net loss of energy from the volume V' as heat diffuses
away. If e is the specific energy of the volume, and we assume that the body is rigid

and at rest, therefore the only energy present is the thermal energy, the rate of change of
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thermal energy is given by:
d

pedV = / pedV (A.4)
dt
If F(r,T,t) indicates he generation of heat per unit time per unit volume, the source term

becomes:

/ Fav (A5)

Generally F'is assumed to be a known quantity. The law of conservation of energy gives

the relation as:

/pédV:—/(qoﬁ)dS—l—/FdV (A.6)

Gauss’s Divergence theorem gives the identity:

// (Ve FdV:#Fon (A7)

This can then be applied to the conservation of energy equation to give all three integrals

in terms of dV

/(pé + Vg — F)dV =0 (A3)

As this is true for any arbitrary volume V', it can be concluded that:
pe = =Vqg+ F (A.9)

This is the basic form of heat conduction. To determine an equation for temperature
alone an expression must be found for e and ¢ in terms of 7. for limited temperature
ranges, and for most materials, specific internal energy e varies linearly with 7. Thus
¢ = ¢I'. Where ¢ is the specific heat capacity. Similarly, ¢ can be defined as — K VT(r,t).

Thus the heat conduction equation equation becomes:

1
oF (A.10)

T = aV?T +
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Where o = Klpc > 0 is the thermal diffusivity and V? <: 88—; + ;—;2 + %) is called the

Laplace operator. If there is no heat source (F' = 0) the equation reduces to:

T = aV>?T (A.11)
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This is a standard derivation showing how the prototype of the heat equation main-
tains its parabolic identity when expressed in dimensions higher that two [194]. Consider

a second order partial differntial equation with n independent variables:

% ”Mx 3 02y utrd=o, (B.1)

- ox;
=1 j=1 =1

where a;;, b;, ¢, d, are functions of x = (21,22, ,2y,), u = (U1, U2, - - - ,uy), and n is the

number of independent variables. Eqn. can be written in matrix form:

ail Qin 59—;1 59_;,?1
L)%l %] Do : Jf{fh bn:| | +ecu+d=0. (B.2)
ap1 - Gpp 8836_12 8836_12

If the coefficient matrix A = a;; is not symmetric, it can be rewritten in the form a;; =

:(az; + aj;), so that Eqn. becomes:

Zza”axa% Zb +cu+d=0. (B.3)

=1 j=1

Next, consider the transformation:

& = Z%ﬂ]} (B.4)
=1

- 165 -



APPENDIX B.

where £ = (& ---&,) and Q = (¢;;) is an arbitrary n x n matrix. Chain rule results in the

identities:
0 "0 08
i —_ B.5
0? - 0% 0&, 0
(%clﬁxj kim1 85]49& 81‘2 8xj
This allows the mapping of the derivatives of u(xy, za, - - - , x,) with respect to x1, zo, - -+ , 2,

to the derivatives of w(&y,&s, - ,&,) with respect to &;,&, -+ ,&,. Thus, Eqn. can

be expressed as:

Z (Z QkiqaijQZ]> .06, + O(u) = 0. (B.7)

k=1 \i,j=1
Here, O represents the lower order terms in the PDE, and the term in brackets represents
the coefficient matrix, which upon inspection is of the form QT AQ. As A is real and
symmetric, it can be decomposed into a form PTAP = A. Where P is an orthogonal
matrix of the eigenvectors of A, and A is a diagonal matrix of the eigenvalues of A. Also,
as A is real and symmetric, this means that all eigenvalues of A will be real. Hence,

classification of Second Order PDEs in higher dimensions becomes:
e Elliptic if all eigenvalues of A contained in A are non-zero and have the same sign;

e Hyperbolic if all but one of the eigenvalues of A contained in A are non-zero and

have the same sign;

e Parabolic if any of the eigenvalues of A contained in A are zero, this means that

that the matrix A is singular.

The Example of the Three Dimensional Heat Equation The three dimensional

heta equation in its longhand form is:

ou Pu  Pu  0*u
E — (81’2 + 8y2 + 822> =0. (B8)
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Thus, by inspection the coefficient matrix A is:

00 0 0
0 —a 0 0
A= (B.9)
0 0 —a 0
00 0 -a

As the coefficient matrix is already in a diagonalised form, it can be seen that exactly one
of the values is zero. Therefore A is singular, and the three dimensional heat equation

maintains its parabolicity in dimensions above the second.
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Appendix C

Comparison of optical micrographs to the simulated meltpool geometries. The pa-
rameter of each meltpool is given in the figure caption. Images are scaled where appro-

priate in order to maintain scale between images.

100 pm

Figure C.1: 40 W 100 mm/s

100 pm

Figure C.2: 40 W 500 mm/s
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100 pym

Figure C.3: 40 W 900 mm/s

100 pm

Figure C.4: 40 W 1300 mm/s

100 pm

Figure C.5: 40 W 1700 mm/s
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100 ym

Figure C.6: 90 W 100 mm/s

100 pm

Figure C.7: 90 W 500 mm/s

100 pm

Figure C.8: 90 W 900 mm/s
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Figure C.9: 90 W 1300 mm/s

100 pm

Figure C.10: 90 W 1700 mm/s
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200 pm |

Figure C.11: 140 W 100 mm/s

100 pm

Figure C.12: 140 W 500 mm/s
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Figure C.13: 140 W 900 mm/s

100 pm

Figure C.14: 140 W 1300 mm/s

Figure C.15: 140 W 1700 mm/s
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200 pm

Figure C.16: 190 W 100 mm/s

100 pm

Figure C.17: 190 W 500 mm/s
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100 pm

Figure C.18: 190 W 900 mm/s

Figure C.19: 190 W 1300 mm/s

100 pm

Figure C.20: 190 W 1700 mm/s
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500 pm |

Figure C.21: 240 W 100 mm/s

100 pm

Figure C.22: 240 W 500 mm/s
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Figure C.23: 240 W 900 mm/s

100 ym

Figure C.24: 240 W 1300 mm/s

100 pm

Figure C.25: 240 W 1700 mm/s
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