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ABSTRACT

The Advanced Materials and Manufacturing Technologies (AMMT) [1] program aims to accelerate the
development, qualification, demonstration, and deployment of advanced materials and manufacturing
technologies to enable reliable and economical nuclear energy However, the unique aspects of additive
manufacturing (AM) materials in terms of their processing history, microstructure, and properties, are a
major barrier for qualification and certification of nuclear components. Much of this challenge may be
attributed to component scale variations in microstructure and properties that are driven by local influences
of process conditions and geometry on thermal history, melt pool dynamics, and corresponding
microstructure evolution. Computational modeling tools may be helpful in this regard to aid in predicting
and controlling this level of variability. The purpose of this report is to review the current state-of-the-art
for process modeling with regards to metal AM. For this purpose, we consider specifically the case study of
laser powder bed fusion (LPBF) processing of SS316, a family of alloys that are both commonly used in
nuclear energy applications and suitable for AM processing. The report first introduces the necessary
components of a process modeling workflow, followed by a review of the current status of each. At the end,
application of these modeling tools to understanding variability in AM process given their current state are
considered, and recommendations for future development are proposed.

1. INTRODUCTION

Metal additive manufacturing (AM) processes offer complex geometries and unique material properties
that might be beneficial for a variety of applications. For the nuclear energy industry, AM components may
be capable of delivering superior performance and reduced lead times. However, despite the potential
advantages, adoption of AM processing for nuclear energy applications has been a significant challenge,
primarily driven by barriers for qualification and certification. Compared to conventional wrought
processes, in which is it frequently assumed that material microstructure and properties may be considered
uniform throughout a component, AM material often exhibits heterogeneous microstructures and
properties that vary by location [2, 3]. These heterogeneities are a result of local thermal conditions in
response to material deposition along the heat source path [4, 5, 6]. Because the pattern of material
deposition is necessarily dictated by the programmed path of the heat source, there is an intimate link
between the geometry of a component, the corresponding scan path, and resulting distribution of
microstructure and properties. Therefore, a key challenge facing adoption of AM for nuclear component
production is to understand the origins of microstructure and property variation, the physical phenomena
that dictate the connection between processing, microstructure, geometry, and properties, and to predict
and control the magnitude of variation and its effect on component performance.

Modeling and simulation tools of AM processes can offer insight into the relationships that control
microstructure and property variability in AM [4]. Ideally, the physical phenomena may be simulated with
sufficient predictive accuracy to predict distributions of thermal conditions, microstructure and defects.
Furthermore, these models may complement experimental in-process data to act as a component of a
"digital twin" that provides data to inform qualification and certification processes [7, 8]. The purpose of
this report is to review the state-of-the-art for process modeling tools for AM and evaluate potential routes
for providing information on relevant material variations that occur during processing. Ideally, these tools
for process modeling may be connected in a unified workflow to predict the variation in microstructure in
response to local variations in thermal conditions driven by process conditions and geometric variation.

In this report, we define process modeling as those things that occur during the AM process, including heat



and mass transfer in response to the moving heat source and the subsequent microstructure growth and
transformations. The relevant physical phenomena frequently occur over length and time scales that span
several orders of magnitude, from phenomena that occur within the melt pool to phenomena that occur at
the component-scale [9]. Due to the significant variety of physical phenomena separated at the different
scale, a single simulation tool is not capable of accomplishing all tasks required to assess process and
material variability. Instead, a suite of tools must be identified, each selected to capture a particular set of
phenomena at an appropriate scale. Furthermore, a recurring theme is the trade-off between physical
fidelity of a given model and the computational expense. In all cases, models may be made more physical
realistic by incorporating additional physics effects, but invariably, at the cost of additional complexity and
expense.

For the purpose of describing relevant process modeling tools and approaches, explicit predictions of
properties or component performance in service are not included in this report. However, the specific
outputs that must be calculated by process models are discussed in the general context of nuclear
applications of materials of interest. Because exact performance metrics are driven by specific application
requirements, the most generally important process outcomes are determined and the physics needed to
obtain the outputs from models are discussed. To limit the scope of this document to a specific example
with potential near-term impact, we focus here on additive manufacturing of SS316 alloys, as they are both
frequently used for nuclear energy applications, and are suitable for processing using AM technologies.
Furthermore, the AM processing technology space is limited to laser powder bed fusion (LPBF) as it is the
most common AM modality and is increasingly used for industrial applications.

Based on this framing, the report is structured as follows. First, the relevant process modeling workflow
components are identified. The set of required simulation tools are based on a description of the relevant
properties for nuclear energy applications, the associated microstructural features for SS316, and the
anticipated physical processes that affect the formation of those features during processing. The subsequent
sections focus on a review of the state-of-the-art for a range of relevant simulation applications, including
residual stress and distortion, heat and mass transfer within AM melt pools, and microstructure evolution.
Lastly, with considerations for potential near-term uses and the current status of simulation tools,
recommendations are made for research and development to advance and incorporate process modeling to
understand variation in AM SS316 components in response to process conditions and component geometry.



2. REQUIRED WORKFLOW COMPONENTS

Understanding material process-structure-property relationships, especially as they relate to material
performance of PBF SS316 in nuclear applications, is necessary to determine process modeling workflow
requirements. In this section, several aspects of the the performance of SS316 (and related stainless steel
alloys) in nuclear applications are detailed from a literature review. Important material properties and
microstructure features that determine performance are highlighted, and the the process model
requirements for predicting these relevant features are addressed. Two particular variants of SS316 are
considered: SS316H, a high carbon variant targeted for increased mechanical performance at elevated
temperatures; and SS316L, a low carbon variant targeted for increased weldability and corrosion resistance.

2.1 PROCESS-STRUCTURE-PROPERTIES RELATIONSHIPS FOR SS316 ALLOYS

Stainless steel 316H is used for high-temperature nuclear applications mostly due to its increased creep
resistance compared to SS316L at high temperatures and corrosion resistance [10]. Its use in
high-temperature environments makes high-temperature strength, creep resistance, and phase stability
important aspects of its performance. Additionally, SS316H’s use in nuclear applications requires
resistance to irradiation induced damage, such as irradiation creep, void swelling, irradiation hardening and
embrittlement, and helium embrittlement. [10, 11, 12]. Other phenomena can also occur during irradiation,
such as the agglomeration of vacancies into voids and dislocation loops in displacement damaged materials
at high temperatures can result in irradiation-induced precipitate changes [13].

The material microstructure plays a significant role in determining the performance of a part. Under static
loading, the grain size, sub-grain structure, and phase composition act to strengthen the material through
Hall-Petch and precipitation strengthening. Stainless steel 316L has a unique solidification microstructure
consisting of ¢-ferrite and y-austenite when processed by LPBF due to the high solidification velocities
[14]. Yoon et al. [15] show that during creep rupture tests of SS316L, cracks form along the
ferrite-austenite grain boundaries near the melt pool boundaries (see Figure Figure 1).

Sub-grain microstructure features such as solute segregation, precipitation, and dislocation structures are
also important. Klueh et al. [13] note that M>3C¢ carbides help stabilize the lath boundaries in
ferritic/martensitic steels and MX particles help pin dislocations. After exposure to high temperatures,
these precipitates coarsen and can form Laves phase ((FeCr),(Mo, W)). This is generally considered
deleterious, though its formation does temporarily offset loss in strength during creep due to coarsening of
the other precipitates.

Though austenitic stainless steels are generally more limited by creep resistance than oxidation and
corrosion performance [16], there are several microstructure features that govern the corrosion
performance. Chemical compatibility with the fuel, coolant, and structural materials that the steel will be in
contact with is critical, as well as performance with regards to regular and irradiation-assisted stress
corrosion cracking [10]. Additionally, the structure of the grain boundaries has been shown to influence the
corrosion behavior in stainless steel 316L [17].

2.2 SIMULATION WORKFLOW

An outline of the process-structure-property relationships relevant for nuclear applications of austenitic
stainless steel is provided in Table 1. The following list provides an overview of each section of the
workflow diagram that is necessary to predict the relevant material structure and properties for a given
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Figure 1. LPBF SS316L after a creep rupture test at 650°C under the applied stress of 149 MPa in
the vertical and horizontal orientations. Modified from Yoon et al. [15].

application.

e Process. The laser powder bed fusion additive manufacturing process creates a part by repeatedly
melting and solidifying a powder feedstock into some desired geometry. The outcomes of this
layer-by-layer process are dependent on the powder feedstock properties [18], system settings such
as laser beam properties [19] and gas flow [20], scan path parameters [21, 22], laser-material material
interactions [19], solidification behavior, defect formation during processing [23], and post-process
treatments [24].

o Structure. The structure of the manufactured material will depend on the processing route. In
general, the performance of the structure is largely governed by microstructure features such as grain
morphology, grain texture, residual stress, and grain sub-structures.

¢ Properties and Performance. The part properties are dependent on the structure that results from
the processing of the material. The part performance is dependent on the interactions of the structure
and properties of the material under various operating conditions. For example, the grain morphology
influences the location of helium porosity that can form during operation, which influences the
mechanical properties and failure mode of the material. Corrosion, precipitation, and phase
decomposition also depend on the structure of the material and the operating conditions of the part.

Before a specific modeling workflow can be established to predict properties and performance of SS316
alloys in nuclear applications, relevant material and processing characteristics related performance must be
identified. Almost all the properties important to SS316 performance in nuclear application are related to
the microstructure grain size, grain morphology, and sub-grain morphology. Therefore, a critical
component of a process model for LBPF SS316 is the ability to output representative grain structures for
different regions of the part. The microstructure of LPBF materials arises from the solidification and
solid-state thermal cycling that occur during processing, meaning that the heat transfer conditions in and
around the melt pool must be considered. Moreover, the solidification of the material is driven by the



interaction of local thermal conditions and the material’s thermodynamic and kinetic properties, requiring
the use of a representative solidification model. After the material solidifies, solid-state phenomena, such
as residual stress and solid-state phase transformations, further lead to changes in the microstructure of the
material that must be considered. Existing workflows that capture many of these requirements will be
discussed subsequently, followed by more detailed discussion on state of the art modeling tools developed
for individual components of a process modeling workflow, namely: melt pool and heat transfer models,
microstructure models, and residual stress models.

Table 1. Summary of critical process-structure-property relationships for nuclear applications of
powderbed fusion AM of SS316L.

Process

Material Properties

Machine and Post-processing

Powder feedstock morphology
Material solidification behavior
Thermophysical properties

PBF system parameters

Defects (spatter and porosity)

Heat treatment

Structure Properties and Performance
Grain structure | Grain texture | Sub-grain structure | Residual Stress
X X X X Mechanical strength/failure
X X High-temperature creep deformation
X Helium embrittlement
X X X High-temperature phase stability
X X X Corrosion

2.3 EXISTING MODELING WORKFLOWS

In the past decade, improvements in powder bed fusion model implementations and process understanding
have allowed for models to move from disparate representations of individual components of the process
[25, 26] towards models that bridge multiple length and time scales to capture process-structure-property
relationships [27, 4, 28, 29]. This transition was partially enabled by concerted efforts within the AM
modeling community to develop robust multi-physics models for AM processes. Experimental datasets
that revealed data-driven insights and could be used as validation of individual components of multi-model
workflows were critical to progress. Experimental data includes some highly pedigreed data, such as the
AM Bench 2018 and 2022 benchmarks published by NIST [30]. While there is not a current standard for
model validation, benchmark data is a necessity for development of such standards [31].

In a recent review of multi-scale model capabilities and workflows for additive manufacturing by Bayat et
al. [27], the coupling between modeling length scales was identified as a critical component of developing
modeling workflows for AM processes. Wei et al. [4] conclude that one method to address this is by
developing reasonably accurate coarse scale models to capture the most important effects during
processing. Regardless of the approach, multiple models must be developed and coupled to compute, at the
very least, the AM process heat transfer, solidification, and grain solidification. Because of the need to
couple multiple models, the communication and data transfer between models becomes a challenge. For
example, a reduced data format for communicating data from a heat transfer model to a cellular automata
model for solidification grain growth had to be developed to avoid needing to transfer the entire




temperature field between models [32]. Similar challenges exist when creating an interface between any
two models. An additional challenge is that while it is possible to manually transfer data between models,
the development of automated workflows between codes is critical to making modeling workflows useful
tools for process design and engineering in addition to being scientific research tools. Aspects of these
challenges are beginning to be overcome, as demonstrated by some examples of multi-scale workflows
connecting the process-structure-properties of materials [28, 29]. However, it should be noted that these
workflows are computationally intensive and currently not easily extended to investigate large numbers of
parts or process conditions without using large amounts of high-performance computing resources. Once
the model development challenges are completed, the work of Turner et al. [28] and Bierwisch et al. [29]
highlight that the importance of model validation both at the level of individual models and the overall
workflow.

Model validation requires experimental data, so running experiments or extracting literature data is also an
important part of the modeling workflow. If data collection and storage is done in a systematic way,
data-driven approaches to better digitize, store, and make predictions from existing and newly generated
experimental data are also enabled, in addition to physics-based modeling. Scime et al. [33, 34] have
developed a digital factory tool set that enables in situ data from the AM systems to be stored and analyzed
in a digital ecosystem. As such tools are adopted, a rich dataset of AM build data and part properties will
enable increasingly rigorous model validation and incorporation of model-generated features into the
digital representation of a part, i.e., a digital twin [7, 8]. Even with limited experimental data, at least
compared to the typical sizes of datasets considered in data science applications, data-driven approaches
are being taken to make property predictions. Machine learning approaches have been used to leverage
experimental data, which is often noisy, and combine it with a mechanistic understanding of the process
[35], such as linking in situ thermal data to mechanical properties [36] or melt pool characteristics to
defects [37].

Overall, there are examples of existing workflows that can simulate the LPBF AM process and resulting
microstructure features. These tools could be used to inform process parameter development for achieving
desirable microstructure traits for nuclear application, if it is possible to close gaps in the ability to run these
model workflows automatically and in a timely manner while using reasonable amounts of computational
resources. The purpose of the remaining portion of this report is to capture the current state-of-the-art for
these workflow components, and then to consider how they may be connected into an overall workflow to
specifically address challenges in microstructure and property variation in LPBF SS316 components.



3. RESIDUAL STRESS AND DISTORTION

Residual stress is a type of stress which remains in a material even after removing the cause of the original
stress and is a common phenomenon found in material processing. In materials processing, residual stress
results from the gradient in the plastic strain field within a material which itself can change during
mechanical processing, phase transformations, and in regions with high thermal gradients [38].

Additive manufacturing PBF processes are known to have large thermal gradients near the heat source
which will induce stresses and strains due to the spatially varying thermal expansion within the printed
material. Since these thermal gradients are so large, the resulting stresses cannot be accommodated by an
appropriate elastic strain field and thus results in plastic strain as well [39]. The resulting residual stress can
lead to a variety of challenges. Since residual stress must be balanced in the object, the amount of tensile
(positive) stress must be compensated by an equal amount of compressive (negative) stress causing
distortion. For example, a component may distort in place during a build or upon the redistribution of
stresses when it is removed from the build plate, causing challenges in maintaining geometric accuracy. If
not annealed, residual stress distributions within a component may also affect performance, such as fatigue
crack initiation and propagation [40], or stress corrosion cracking [41].

The ability to model residual stress is important for producing repeatable components that meet expected
geometric tolerances, for determining effective post-processing heat treatments and machining strategies,
and to ensure consistent properties and performance. Effective prediction of residual stress requires some
consideration for the thermal evolution of the process in response to the part geometry, a constitutive model
of the material behavior which is in turn dependent on microstructure evolution and thermal conditions,
and a mechanical model of the stress evolution [42]. Figure 2 shows the various relationships and
interactions that dictate eventual residual stress distributions.

3.1 MODELING OVERVIEW

In many ways, modeling residual stress in AM is similar to that of in welding, and indeed, many
researchers in this area for AM have pulled heavily from the decades long history of computational weld
mechanics [43]; however, there are also key differences between modeling residual stress in these two
fabrication processes, the primary concern being computational efficiency. Fabrication of AM components
is done using numerous welds, thus the computational challenge increases by orders of magnitude
associated with the scale of the component and process conditions. Because residual stress is linked to
thermal stresses that occur during processing, some prediction of the thermal fields induced during the
process is necessary. Thermal stresses may then evolve based on the coefficient of thermal expansion of the
material, energy input, and both the thermal and mechanical boundary conditions. Calculation of the
material response then requires a description of the constitutive mechanical behavior of the material as a
function of temperature. Naively linking the entire thermomechanical response at the component scale is
prohibitively expensive since the length and time scales needed for resolving the energy input are miniscule
compared to those of the process. It is therefore necessary to make certain sets of assumptions or
simplifications to enable computational efficiency adequate for component scale simulations. The models
used for these simulations can be broadly classified based upon the types of assumptions they invoke
regarding the thermal and mechanical effects of the process and material.
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Figure 2. Coupling of physical phenomena that result in residual stresses during AM [44].

3.2 HEAT TRANSFER COARSENING

Because the scale of the component is large compared to that of the melt pool, simplifications of the heat
transfer behavior are often applied to accelerate simulation times, even extending to cases where the
simulation elements are large compared to the AM layer thickness. Figure 3 shows a range of relevant
thermal models for the purposes of residual stress predictions arranged by their approximate length and
time scales [45]. At the lowest length and time scale, the physics of the melt pool may be considered
explicitly. Although this may be relevant for solid deformation very close to the melt pool, these effects are
frequently neglected for the purposes of part scale residual stress prediction to save computational expense.
At intermediate length and times scales, the melt pool itself is simplified while still explicitly considering
the movement of a heat source throughout an individual layer. At the highest scales the movement of a heat
source within layers is neglected with the energy content for full layers or even groups of layers being at a
single time [46].

3.3 CONSTITUTIVE ASSUMPTIONS

For stress evolution, the most physically realistic simulations use coupled thermomechanical models that
include the heat transfer, thermal expansion, and elastic-plastic constitutive materials behavior. These
simulations generally rely on finite element frameworks to capture thermally induced stresses in response
to thermal expansion and the coupled material deformation behavior. The computational expense of these
models is dependent upon both length scale and the complexity of the constitutive material model. At a
minimum, temperature dependent elastic and plastic deformation must be captured to reasonably estimate
final residual stresses. However, in many cases it is also necessary to capture strain-rate effects as a
function of temperature. This effect may be captured by viscoplastic models, but at significant
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Figure 3. Length and time scales for thermal simulations relevant to predicting residual stress [45].

computational expense. Ganeriwala et al. [47] compromised between these trade-offs by following Goldak
[48] in implementing multiple models each active in a restricted temperature range, allowing for strain-rate
independence at low temperatures (T < 0.57,,), viscoplasticity at intermediate temperatures

(0.5T,, < T <0.8T,,), and Maxwell type viscoplasticity at high temperatures (T > 0.87},).

3.4 INHERENT STRAIN TECHNIQUE

Coupled thermomechanical simulations tend to be computationally intensive, requiring large
computational resources and scalable algorithms such as adaptive mesh refinement [49]; however, for most
practical situations, coupled thermomechanical models are too computationally intensive for regular use at
the part scale. A common approach to simplifying and accelerating the simulations, originally developed
for welding [50], is to assume an initial eigenstrain for newly deposited material, also referred as an
"inherent strain", which may then relax to develop the final residual stress distribution. More recently, the
inherent strain technique and extensions of it have been adopted by a variety of researchers to investigate
residual stresses in AM [51, 52, 53, 54, 55]. This family of approaches has the advantage of being
significantly less computationally intensive than complete coupled simulation of the thermomechanical
response and accumulation of plastic strains [56] although the eigenstrain with which each newly added
element is initialized behaves as a calibration parameter. Properly calibrated inherent strain models are
capable of reasonable predictions for residual stress distributions but it is unclear whether these calibrations
are transferable between different build conditions, for example, different geometries or process conditions.
Indeed, Bugatti and Semeraro [57] found that while calibration of the initial eigenstrain within a specific
geometry gave excellent prediction across the rest of that same component, predictions for another

geometry were poor by comparison.



The challenge of setting an appropriate initial eigenvalue for new elements with the inherent strain
technique places an emphasis on the approach to model calibration. Initial work on calibrating the inherent
strain during welding relied on experimental measurements of final residual stress distributions using x-ray
or neutron diffraction techniques [50]. For AM, inherent strain techniques have been calibrated against the
distortion observed in cantilever beam samples following careful sectioning from the build plate [58].
Alternatively, a full thermomechanical simulation may be performed as a sub-model on a representative
portion of the domain to directly estimate the eigenstrain values that can be used as input for the inherent
strain method [51]. Li and Anand [59] used a series of coupled thermomechanical simulations to train a
neural network to estimate the appropriate inherent strain.

10



4. MELT POOL MODELS

The solidification characteristics of the melt pool during AM process determines the solidification
microstructure, a key factor in the properties and performance of LPBF SS316. Solidification is dependent
on the transport of heat from the melt pool to the surrounding areas; therefore, simulation of the heat
transfer during the PBF process can provide data for microstructure simulations and insight into the origin
of as-built microstructure. These models can consider numerous physical phenomena that occur during
processing, including but not limited to laser-material interactions, temperature-dependent thermophysical
properties of material, and multi-phase flow. This section will discuss important melt pool physics and the
modeling approaches generally used to simulate the melt pool for PBF processes [25, 4].

Melt pools as characterized in the welding literature are typically classified as either conduction-limited
mode (a.k.a. conduction mode), keyhole mode, or transition mode. Often these modes are determined by
ex situ characterization of the transverse melt pool cross-section as shown in Figure 4. In Figure 4, the
depth and aspect ratio of the melt pool vary drastically as a function of process parameters (in this case,
spot size). The characteristics and rationale for the formation of these modes are detailed in a recent review
on the topic [19] and can be summarized as follows:

e Conduction mode: The extent of melting is limited by conduction of heat into the substrate. This
limits the temperature of the melt pool to be mostly below the vaporization temperature (a small
amount of localized boiling and a small vapor cavity may occur near the center of the heat source
[60]). Surface deformation is generally minimal and mostly driven by surface tension effects. Due to
the relatively flat surface, the laser reflects once off the surface of the melt pool, making the total
absorption equal to the Fresnel absorption. Melt pools typically have shallow depths, less than the
half-width of the melt pool.

o Transition mode: The heat flux into the melt pool from the laser begins to overcome the heat flux
out of the melt pool due to conduction into the substrate. Temperatures in the melt pool begin to
reach the boiling point of the alloy and some vaporization occurs. The recoil force from the
vaporization depresses the surface of the melt pool and the effective absorption of the laser is
increased due to a small number of multiple reflections that occur due to the surface depression. The
melt pool depth is generally equal to or slightly deeper than the melt pool half-width.

o Keyhole mode: The temperatures of the melt pool surface beneath the laser is almost entirely at the
boiling point and significant depression of the melt pool surface is observed. Due to the deep
depression of the melt pool surface, the total energy absorbed by the laser increases due to a
significant number of multiple reflections. The melt pool depth is deeper than the melt pool
half-width.

Due to the complex physics involved in the heat and mass transport of the melt pool, especially in the
transition and keyhole melting modes, there are numerous approaches to modeling the melt pool. Modeling
the thermal conditions in the vicinity of AM melt pools can be done at various levels of physical fidelity,
with the higher fidelity models including a greater number of physical phenomena while also incurring
higher computational burdens. A continuum mixture formulation of the energy conservation equation
during AM processing can be defined in terms of temperature according to:

dpc,T 0(psfs .
(p;;’ )+V-(pcpuT)=V-(kVT)+Lf%+Q(t) (1)
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Keyhole mode Transition Conduction
(a) D4o = 80 0 p.m (b) 100. 0 um (c) 122.2 um (d) 166.7 um

Figure 4. Examples of (a-b) keyhole, (c) transition, and (d-h) conduction mode melt pools. Adapted
from Weaver et al. [61]

where p is density, p; is the density of the solid in the mushy zone, c), is specific heat, T is temperature, f is
time, u is fluid velocity, k is thermal conductivity, L is latent heat, and f; is the solid mass fraction. Briefly,
Eqn. 1 describes the balance between the storage and advection of heat (left-hand side of 1), with the
conduction, latent heat evolution during phase change, and heating from a moving laser (right-hand side of
1). The solution to the temperature field can be calculated at various length and time scales across AM
processes, including the part scale (macroscopic), the melt pool scale (mesoscopic), and the powder scale
or smaller (microscopic). The following sections are focused on the usage and trade-off between different
solution methods employed to resolve the heat and mass transport at the melt pool scale. In general, two
different approaches are often used. The first approach uses (semi)-analytical methods that are fast and
computationally efficient, but do not consider nonlinear effects and or the explicit system geometry. The
second approach uses numerical methods which are more flexible in terms of the fidelity of included
physics, but are often much slower than the (semi)-analytical approaches. A comparison of the fidelity and
computational expense for these types of melt pool models is provided in Figure 5.

4.1 ANALYTICAL MELT POOL MODELS

The lowest fidelity melt pool modeling is performed by a) considering only linear heat conduction and b)
considering a semi-infinite domain, which reduces equation 1 to equation 2:

ar .
pep- = kV2T + Q@) )

Under the stated assumptions, the solution to 2 becomes analytically tractable for several definition of the
heat source, Q(t). Several examples of analytical melt pool models are presented in this section.
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Figure 5. Comparison of computational expense (given as CPU-h / mm of melt track) for three
general types of melt pool model, including semi-analytical approaches [62], continuum numerical
models [63] and free-surface resolved models [64]

The Rosenthal solution provides a quasi-static solution to the temperature field from the reference frame of
a point heat source moving at a constant velocity [65].

T()C, R) To + ET
p )
a=—
PCp

where the heat source is moving in direction x with velocity v, R is in the direction perpendicular to the
moving heat source in a cylindrical coordinate system, and a constant temperature T is maintained far
from the top surface. Despite the simplicity of the Rosenthal solution, the predicted melt pool geometry and
thermal conditions has been used to justify both lack-of-fusion porosity [66] and grain morphology [67].

Later, the multi-pass welding community derived a variety of solutions for the transient thermal
distribution around moving heat sources, breaking down the assumption of quasi-steady state used in the
Rosenthal solution. For example, Eagar and Tsai used a Green’s function approach to derive the
temperature distribution around a moving Gaussian surface heat flux [68]. As representative of this type of
approach, we present here the solution by Nguyen [69] to the transient thermal field around an arbitrarily
moving volumetric Gaussian heat source, defined by the set of position functions {x(¢), y(¢), z(¢)} and the set
of shape parameters {0y, 0y, 07}
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Other similar solutions for different heat source shapes may be derived, the effect of which modifies the
form of the integrand and the pre-integral factor. Because of the piece-wise nature of the scan path
description, the integral in Eq. 5 needs to be computed numerically. The computational cost is therefore
directly related to the speed and scalability of the integration technique. Forslund’s integration technique
[70] uses a lookup table to determine the quadrature order for each piece-wise segment of a scan path.
Schwalbach’s integration technique [71] explicitly ignores the contributions from heat sources that are
determined to be sufficiently far away in space-time, such that their impact on the temperature at any given
point in space-time are negligible. Finally, Stump [62] uses an adaptive integration technique to gradually
reduce the quadrature order while simultaneously increasing the integration segment size as the
nondimensional diffusion time increases.

A major advantage of analytic solutions over numerical solutions is that each point in space-time can be
calculated independently, which allows for further reduction of the computational load depending on
desired outputs. Some examples include: melt pool tracking, which calculates only liquid points [62];
spatiotemporal decomposition [72], which improves the scalability of the solution by calculating points on
separate computing resources in parallel; and the ability to calculate only points in a cross-section or
subregion of an entire build. These features of analytical solutions can dramatically reduce the
computational resources required for AM simulations by either reducing the number of dedicated
processors or improving scalability on distributed computing architectures.

There a several prominent examples where the speed and scalability of semi-analytical solutions are
leveraged to simulate significant regions of AM builds. Donegan [73] uses a zoning procedure based on the
simulated thermal histories to successfully separate different regions and allow for comparisons between
geometries. Raghavan [2] simulates both the final surface temperature field, which strongly correlates to
the surface finish observed via microscope, as well as the bulk solidification gradients and velocities, which
were correlated to the observed microstructure. Kamat [74] uses the simulated thermal histories from a
high-resolution subsection of a larger build for microstructural prediction via cellular automata (CA),
which share many morphological characteristics with the experimental results.

Additionally, the speed and scalabilty of semi-analytical solutions has been leveraged for process
optimization of AM builds. Halsey [75] uses a genetic algorithm to adjust point order and spot time to
control simulated surface solidification conditions. Plotkowski [5] developed a novel scan pattern design
whose hyper-parameters were iteratively adjusted via simulation of the top surface. The resulting scan
pattern resulted in distinct micro-structural regions depicting the Mona Lisa in an as-built part. Ogoke [76]
utilizes deep reinforcement learning to alter either the power or velocity to maintain a constant simulated
melt pool depth along predefined paths. Stump [77] combines a convolutional neural network with a
semi-analytic model to iteratively determine point order and spot times to control simulated bulk
solidification conditions. Finally, Yang [78] makes slight adjustments to predefined paths and dynamically
changes scan speed to give desired distributions for the maximum temperature at select points.

Despite lacking many relevant physical phenomena found in AM, analytic melt pool models have been
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shown to be accurate wherever the assumptions used to make the heat transfer solution analytically
tractable are valid; specifically, in the conduction regime, where the diffusion of heat away from the
moving heat source dominates the overall heat transfer near the melt pool. Stump [79] shows that the
parameters describing the heat source shape in a semi-analytical model can be calibrated against melt pool
geometries predicted using higher-fidelity models in the conduction regime. When this calibration is
performed, the solidification conditions are similar for both models, differing mainly near the melt pool tail
where the diffusion of latent heat through the mushy zone is limited. This difference in solidification
conditions can be corrected with a posterior correction factor. Similarly, Khorasani [80] compared the melt
pool temperatures predicted using a analytic solution to a high-fidelty powder-resolved model, and showed
that the simple analytic solution only becomes inaccurate once a keyhole begins to form.

4.2 NUMERICAL MELT POOL MODELS

Numerical models numerically discretize and solve the partial differential equations (PDEs) describing the
heat and/or mass transport in time and space. Because numerical models arrive at a mathematically
approximate rather than a mathematically exact solution to the governing PDEs, these models can consider
a much wider range of possible physical phenomena in AM compared to the analytical and semi-analytical
models described in the previous section. In general, these numerical models represent and evaluate PDEs
in the form of algebraic equations, which is achieved by subdividing the system into either finite volumes
or finite elements. The advantages of including an accurate representation of complex geometries and the
selection of relevant physical phenomena come at the expense of significant code development overhead
such as meshing libraries to subdivide the system into volumes or elements, and linear algebra libraries to
solve the resulting set of algebraic equations in a performant and stable manner. For these reasons,
numerical AM models are generally implemented as specific applications within larger finite volume
frameworks such as OpenFOAM [81], or finite element frameworks such as deal.ii [82].

There are several prominent examples where numerical models have been successfully adapted to
predicting both the melt pool- and part- scale transport phenomena in AM. Starting at the simplest
implementation, numerical melt pool models may consider non-linear heat conduction in which effects
such as temperature dependent properties, latent heat evolution, and complex boundary conditions may be
included. In these cases, the highly non-linear effect of the latent heat release in the thin mushy zone is
frequently the limiting factor determining mesh resolution and stable time step to achieve accurate
solutions. Such solutions may be considered a reasonable extension of the semi-analytical models listed in
the previous section, but able to better capture the physics of the solidification behavior and the effect of
component scale boundary effects [79]. These models are generally called continuum or macroscopic
models, because they do not resolve individual powder particles or mass transport due to fluid flow.

A major advantage to numerical melt pool models is that they may solve coupled PDEs that do not have
exact solutions to incorporate the complex fluid dynamics that occur in the liquid metal. These effects are
primarily driven by Marangoni effects, i.e., differential surface tension forces caused by strong thermal
gradients at the liquid-vapor interface [83]. The treatment of this interface has a significant effect on the
computational complexity and expense of the corresponding model, and may be used to broadly classify
different approaches. The most straightforward assumption that is frequently invoked is that the
liquid-vapor interface may be considered flat and coincident with a boundary of the numerical domain. In
this approach, the component of the temperature gradient tangential to this boundary may be used to
calculate a shear force boundary condition for the momentum equation that drives fluid flow within the
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where p is the dynamic viscosity of the fluid, » is the normal vector to the boundary, dy/dT is gradient of
the surface tension with respect to temperature, and 97 /07 is the component of the temperature gradient
tangential to the surface. Coleman [63] showed that this simplified treatment of Marangoni convection
produced accurate predictions of the melt pool shape across a range of processing parameters in the
conduction regime (i.e. no keyhole formation), provided that the correct value of the surface tension
gradient was used.

As a keyhole begins to form, the assumption that liquid-vapor interface remains coincident with a flat
boundary begins to misrepresent the both the orientation and magnitude of the Marangoni forces and more
complex and expensive models must be used to better represent flow conditions driven by a free surface. In
these models, the evolution of the liquid-vapor interface is explicitly calculated, for example, using the
volume-of-fluid technique in the finite volume framework or the level-set method in the finite element
framework. These approaches allow for further inclusion of complex physics associated with the
liquid-vapor interface such as free surface deformation, elemental vaporization, recoil pressure, laser and
powder interactions with the free surface and vapor, and keyhole formation. Inclusion of these free surface
models into melt pool models of AM comes at a significant computational burden. In addition to the cost
associated with interface reconstruction techniques, the spatiotemporal resolution needed to resolve the
local curvature of the liquid-vapor is about 5-10x finer than simulations where this interface is not
considered. Therefore, these free surface models are generally limited to simulating only a few millimeters
of tack in the LPBF process.

Nevertheless, several of these free-surface evolution have been successfully used to gain insight into the
complex dynamics governing LPBF processes. Matthews et al. [84] used one such model to show that gas
flow due to vaporization in the vicinity of the melt pool tends to entrain local powder particles and create a
denuded zone surrounding the melt track. A variety of researchers, including Wang et al. [85] and [86]
have used free-surface resolved models to study the dynamics of keyhole formation and instability leading
to porosity as a function of process conditions. Other studies have investigated the interaction of the heat
source and melt pool with the surrounding powder particles [87, 88] or used ray tracing techniques to
understand the effective absorption of the heat source by the melt pool and surrounding material [89, 90].

A major challenge with any AM model considering fluid flow in the melt pool stems from the significant
uncertainty in the necessary model inputs. In particular, the evaluation of the surface tension as a function
of temperature at the liquid-vapor interface is a necessary step for accurately estimating the direction and
magnitude of the Marangoni forces. Unfortunately, surface tension for liquid metals at elevated
temperatures is both extremely challenging to measure experimentally and highly sensitive to small
changes in composition and surface conditions. Experimental measurement generally involves electrostatic
levitation of liquid metal droplets, the vibratory frequency of which may be used to extract surface tension
information [91]. A study by the welding community has established that the Marangoni forces and
resulting melt pool shape may be highly sensitive to small impurity levels of so called "surface active
elements” such as oxygen [92] and sulfur [93, 94] that affect the surface tension gradient with respect to
temperature. Consequently, it has been acknowledged that accurate determination of surface tension
gradients as a model input is highly uncertain and may not even be transferable between material batches
[91]. Frequently, the exact value of the surface tension term is therefore calibrated by matching predicted
melt pool shapes to ex-situ metallographic cross-sections (e.g., [63].
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Owing to the uncertainty in accurately modeling fluid flow in AM melt pool models, it is import to
understand its relative importance in controlling the melt pool shape in terms of processing conditions. The
competition between the advection and conduction of heat on the length scale of the melt pool is described
by the non-dimensional Peclet number:

Pec = =2 Y
2a

where u, is the characteristic velocity within the melt pool, w is a characteristic length, generally taken as
the melt pool width, and « is the thermal diffusivity. In general, Pe. values greater than one indicates an
advection dominated regime, whereas values less than one indicate a conduction dominated regime. The
interpretation of Pe. depends on the selection of the characteristic velocity. Frequently, the maximum fluid
velocity within the melt pool is used [95]. Because the largest thermal gradients driving flow are close to
the center of the heat source, the maximum velocity is localized within a small portion of the melt pool.
This form of Pec is therefore relevant for localized effects such as elemental vaporization. However,
Coleman et al. [63] found that using the average fluid velocity to describe the behavior of the melt pool
correlated better with experimental observations of the deviation of melt pool profiles from the conduction
dominated regime.

With this insight, it is possible to consider various regimes of behavior. For applications such as arc
welding or directed energy deposition processes, it is common to use high power energy sources (>kW)
with large effective spot size (>1mm) and relatively low traverse rates (mm/min). In these cases, the melt
pool width w is large and the flow velocity is anticipated to be high, as the heat input is large, with
correspondingly large thermal gradients and Marangoni forces. In these cases, Pe, is expected to be
comparatively large, and fluid flow plays an important role in determining the melt pool shape and
characteristics such as elemental vaporization. However, in LPBF processing, comparatively low power
(100-1000 W) lasers with small spot sizes (80-500 um) and high scan velocities (> 1 m/s) tend to be used.
In these cases, the melt pools are small, and fluid flow does not necessarily play as dominant of a role.

Given the uncertainty in many parameters governing fluid behavior in the melt pool and the computational
cost associated with its computation, an alternate approach has been to design and calibrate effective heat
source models in conduction based models to approximate the effect of fluid flow and keyhole formation on
the melt pool shape. This approach may be considered reasonable given the discussion above for cases in
which Pe, is close to or below one. In these regimes, characteristic of many LPBF processing conditions,
an effective heat source shape may be able to accurately consider slight deviations from conduction
dominated behavior to improve prediction of melt pool shapes without incurring the expense of solving the
momentum conservation equations or including explicit description and tracking of the free surface. For
example, Knapp et al. [96] showed that using an automated calibration technique, it was possible to
achieve similar levels of agreement using an effective heat source model in a conduction only simulation
with consideration of Marangoni driven fluid flow. Both types of simulation were used to drive a CA-based
grain structure model, and equivalent microstructures were achieved.
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S. MICROSTRUCTURE MODELS

Determining variability of component performance as a result of AM processing requires an understanding
of the linkages between microstructure and properties, and therefore, first an understanding of the evolution
of the relevant microstructural features. In the case of SS316 alloys, the grain structure is of primary
importance. This microstructure forms as a consequence of the behavior locally during solidification,
resulting in the formation of dendrites, and their nucleation, growth and competition, and the effets of these
phenomena on development of the overall grain structure. Features of interest include quantities such as the
distribution of grain size, aspect ratio, and crystallographic texture. Because the formation of the grain
structure is governed by the short length scale evolution at the solid-liquid interface, microstructural
models must consider the mesoscale behavior that connects the melt pool scale to the physical phenomena
governing microstructure development.

Mesoscale modeling methods for the microstructure formed during alloy solidification, and the comparison
of the various available methods, has been the subject of several recent review articles

[97, 98, 99, 100, 101, 102]. In general, the methods fall into one of three categories: volume averaged
methods, sub-grain (or morphology) scale methods, and grain-scale methods. Methods from a given
category output similar quantities with increasingly detailed representation of a microstructure and a
corresponding increase in computational cost as various details of the problem are considered explicitly.
Figure 6 graphically illustrates the scales and computational expense of some of these methods, while 2
compares and contrasts specific aspects of the microstructure that are and are not resolved at the different
scales. More detailed review on volume averaged methods is provided in Subsection 5.1, while review on
the explicit microstructure prediction methods at the grain and sub-grain scale are provided in Subsections
5.2 and 5.3, respectively.

Table 2. Microstructural details resolved by modeling at different scales

Morphology- Grain-scale Volume Aver-
scale aged
As-solidified solute distribution profile | Yes No Partial
around primary solidification structure
As-solidified primary solidification struc- | Yes No Partial
ture details (cells, branching of dendrites,
bands)
As-solidified phases present Yes Partial Partial
As-solidified texture Partial Yes No
As-solidified grain size and shape distribu- | Partial Yes Partial
tion
Post-processing sub-grain phase and solute | Yes No No
distribution
Post-processing grain size and shape distri- | Partial Yes No
bution
Post-processing texture Partial Yes No
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Figure 6. Summary of the length scales for morphology-scale, grain-scale, and volume averaged
solidification models, along with the level of complexity associated with the most commonly used
modeling methods for each scale. Images adapted from [103, 104, 105, 106, 107, 108, 109, 110, 111].

5.1 VOLUME AVERAGED METHODS

Perhaps the most common technique for understanding microstructural evolution is the so-called
CALculation of PHase Diagrams, or CALPHAD [112]. This is a family of techniques used to describe the
free energy of various phases under different conditions in order to calculate relative phase stability and
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other subsequent quantities of interest. Accurate calculation requires semi-empirical calibration of the
thermodynamic parameters describing each phase, which is usually done through incorporation of
experimental observations for specific compositions and thermal conditions, or through first-principals
simulations [113]. When used correctly, CALPHAD techniques are a powerful approach to understanding
phase equilibria even for complex alloy systems, and a variety of commercial software packages and
associated alloy databases are commercially available. These thermodynamic descriptions may be used to
provide input to other models; examples of such input include phase diagram behavior for the analytical
models or rules-driven morphological models described below, or free energy functions for phase field
models. One example of the use of these techniques is Scheil calculations of solidification pathways, which
assume complete mixing of solute in the liquid but no diffusion in the solid. These assumptions are
reasonable for most faster solidification processes, including those found in AM. These types of
solidification calculations can be useful for describing the phases expected in the as-solidified
microstructure [114], propensity for solidification cracking [115, 116], or for describing the evolution of
latent heat in the mushy zone during solidification of the melt pool [63]. CALPHAD may also be combined
with databases for kinetics to estimate the nucleation, growth, size distributions, and strengthening effect of
precipitates that form in the solid state [117].

Analytical methods consider the average or steady-state evolution of a given feature or features of the
microstructure. These models do not output an explicit representation of a microstructure, instead using
approximate mathematical relationships that govern the physics of interest and solving a series of equations
for particular unknowns. Examples of this include the model of Kurz, Giovanola, and Trivedi (KGT),
which approximates dendrite tip radius and velocity as functions of undercooling for an isolated dendrite
tip solidifying in a domain with a positive thermal gradient and static, uniform cooling rate [118], as well
as related models of primary dendrite arm spacing [119]. Additional relationships of feature size, velocity,
and spacing to account for multicomponent [120] and multiphase solidification [121, 122, 123] have also
been proposed. The transition from columnar grain structures to equiaxed grain structures (CET),
commonly observed in casting microstructures though less so in AM, was modeled by [124] through
calculation of a volume fraction of equiaxed grains as a function of alloy composition and thermal
conditions during directional solidification. This analysis was later extended by [125] to use the KGT
model for dendrite tip velocity as a function of undercooling.

Modeling efforts on the effect of phase diagram on promotion of the CET was summarized in a recent
review article [126]. The interdependence model, developed by [127], relates grain size to the density and
undercooling needed for activation of nucleant particles, solute partitioning, and solute diffusion
coeflicient. The growth restriction factor Q is associated with increased solutal undercooling ahead of the
solidification front, and in turn, activation of nucleant particles and refinement of the as-solidified
microstructure. The models of the CET allow process maps of “columnar”, “mixed”, and “equiaxed” grain
structures to be constructed in thermal gradient (G) - solidification velocity (V) space, and as a function of
alloy composition. As G and V are functions of the processing conditions during AM, maps of expected
grain structure in process space (typically beam power and velocity) can be constructed [128, 129, 103].
More complex process maps that include both the solidification morphology and phase(s) present for a
given set of G and V have also been constructed for laser processing [130].

The analytical models require minimal inputs and computational cost and can give a quick and often
reasonable approximation of an average feature of an expected grain structure, such as the undercooling at
which solidification occurs or the solidification morphology. However, the extreme conditions of AM will
affect the accuracy of these relationships, many of which were developed for application to conditions
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common to casting solidification. For example, the effect of Q in promoting the CET may be limited in AM
melt pools due to the large G present, reducing the length of the constitutionally undercooled region ahead
of the solidification front [131]. Models of the dendrite tip operating point such as the KGT model assume
a steady state that may not be reached during the rapid solidification and relatively small (compared to
casting) length scales of AM melt pools. The thermal gradient direction, in which cellular and dendritic
solidification is favored, varies as a function of location in a given melt pool and in time, and the
orientation of the substrate grains (from a baseplate or from previously deposited layers) introduces a scan
path and melt pool shape dependence of grain size and shape that is not captured in process maps of the
CET. As noted by [126], grain refinement during AM is heavily dependent on the density of nucleant
particles and the size of said particles (related to the undercooling at which they are activated); these
quantities are difficult to measure experimentally and will vary as a function of specific AM process and
material. The accuracy of process maps is therefore tied to appropriate estimates for nucleation model
inputs, which may not be available for all alloys or AM processing conditions.

5.2 EXPLICIT MICROSTRUCTURE MODELING METHODS: SUB-GRAIN SCALE

Sub-grain scale (morphology-scale) models differ from analytical models in that they provide an explicit
prediction of the microstructure rather than a purely mathematical one. These models predict the
morphology of the solidification front (cellular, dendritic, banded, planar), the phase or phases present, the
distribution of solute in the as-solidified material, and quantities such as the primary or secondary dendrite
arm spacing. In turn, these models require additional information from heat transport models other than G
and V at the solidification front; the full time-temperature history from a heat transport model is needed.
Sub-grain scale models can either be strongly coupled to the heat transport model (two-way passing of
information, where temperature is used by the solidification model to compute phase fractions that are used
by the heat transport model) or weakly coupled (one-way passing of temperature information to the
solidification model, and independent tracking of the solidification front by the heat transport model) [99].
While the evolution of latent heat is more accurately modeled using the strongly coupled approach, it is
significantly more computationally expensive than the weakly coupled approach, which is more commonly
used.

The phase field (PF) method is the most commonly used method to model the morphology of individual
grains or regions of a microstructure. PF models solve equations for the evolution of order parameters that
describe the system state to minimize the free energy of the system [132]. As noted by [133], this has the
advantage of directly evolving a system towards thermodynamic equilibrium in real time. PF models have
been applied to multiphase solidification, such as eutectic growth [134] and peritectic growth of ferrite and
austenite phases in steel [135]. PF simulations have also successfully reproduced the microsegregation
profile and primary dendrite arm spacing in 2D regions of AM melt pools [114, 136],
orientation-dependent dendrite competition [110] and the columnar to equiaxed grain structure transition
for a dendritic structure in 3D under representative AM conditions [137]. A series of 2D PF simulations
using CALPHAD data and varying undercooling over a wide range was shown to compare favorably to the
analytical KGT model predictions for large thermal gradient conditions, and the transition from dendritic
and cellular to segregationless solidification morphology was predicted [107]. However, simulation at the
thin interface limit is necessary for PF results to match experimental results [138], which in turn
necessitates a sufficiently fine mesh to capture the curvature of dendrite tips. This creates a significant
limitation on the size of the domain that can be simulated, particularly in 3D [99]. While recent GPU
parallelization and the use of supercomputers has allowed accelerated PF calculations [139, 140], a recent
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2D simulation on GPU with hundreds of dendrites was still reported to take 3.5 days to simulate 1 second
of real time [141] (though notably this simulation included solid and liquid motion and solid coalescence,
phenomena rarely or never accounted for in many other morphology-scale solidification methods). A large
number of input parameters, many of which are temperature dependent and require prior atomistic or
thermodynamic modeling data, are necessary for accurate PF simulation; however, it was noted in a recent
review article that the large number of input parameters allows exact calibration of experimental results,
which is not necessarily possible with other morphology-scale approaches [98].

Cellular automata (CA, often called a modified CA to distinguish it from the CA-based grain scale
approach) methods can also be applied to the simulation of grain morphology [142]. Unlike the PF
approach, the modified CA has a sharp interface at which solute partitioning and curvature are calculated
and used to update the simulation using rules based on phase diagram approximations and interfacial
energy [143]. This approach has commonly been applied to thermal conditions often encountered in
casting processes to predict dendrite arm spacing [144], the effect of fluid flow on dendritic solidification
[145, 146], and both columnar and equiaxed growth [147], though some recent papers have applied it to the
more extreme conditions encountered in subsections of AM melt pools [104, 148]. The simplistic nature of
the modified CA method makes it less computationally expensive than PF simulations [97] and able to
reproduce PF results under certain conditions [149]. However, the rules-based nature of the method can
render it prone to grid dependence and limited to qualitative reproduction of experimentally observed
solidification morphologies. Additionally, as a fine cell size is still required to accurately resolve the
curvature at the dendrite tips, the method is still relatively computationally intensive.

Additional methods have attempted to bridge the divide between the more physically-based PF and more
computationally-tractable modified CA approach. The dendritic needle network (DNN) method tracks
individual branches of dendrites using velocities and radii calculated using relationships from solidification
theory and a reduced form of the solute field [150, 151]. The resulting microsegregation pattern from DNN
simulations compares favorably to those predicted by PF [106] and has been validated against directional
solidification experiments and successfully modeled the CET [105, 152]. Additionally, a DNN-inspired
model has been used to model epitaxial solidification in AM melt pools [153]. DNN simulations have also
been coupled with fluid flow to show the effect on the primary arm spacing and side branching [154].
Hybrid models combining components of Phase Field and Cellular Automata to balance the
thermodynamic basis of the former and the efficiency of the latter have also been implemented

[155, 156, 157] and in some cases applied to AM problems [156]. However, these intermediate scale
approaches have not been commonly used for simulation of AM solidification problems.

5.3 EXPLICIT MICROSTRUCTURE MODELING METHODS: GRAIN SCALE

Explicit simulation of the microstructure can also be performed at the coarser length scale of the grains
themselves. While grain-scale approaches do not explicitly predict the details of solute segregation patterns
within the grain nor the solute transport surrounding the grains, approximations regarding the sub-grain
scale behavior allow prediction of larger regions of microstructure with a significantly reduced
computational cost. A grain-scale form of the phase field method can be applied to this problem, where
order parameters represent grain ID and orientation, and free energy evolution includes the effects of grain
boundary orientation and grain orientation relative to the thermal gradient direction. The grain scale PF
model has been applied to AM problems, simulating coupled nucleation and solidification with a
temperature-dependent rate coefficient and solid-solid grain boundary motion [158]. It has also simulated
phenomena such as texture development, powder particle sintering, and powder consolidation for

22



calculations of porosity and grain size [153, 126]. While this approach is more flexible than the rules-based
approaches described next, it remains significantly more computationally intensive (though promising
efforts using graph theory have been made to accelerate these calculations [111]) and has thus far been
limited to 2D subsections of AM melt pools or small 3D sections.

Cellular automata (CA) methods have been the most commonly-used simulation tool for grain-scale
microstructure development modeling. Unlike grain-scale PF, which can simulate transient grain evolution,
CA is limited to a quasi-steady state approximation of interfacial advance as a function of local
undercooling. It also typically assumes the dendritic solidification mode, using octahedron-based tracking
of the solidification front to approximate the preferential <100> crystal growth directions in BCC and FCC
alloys [159]. As CA reduces the solidification problem to relatively simple algebraic and geometric
relationships, it is computationally efficient and has been applied extensively to simulate grain size
distribution and texture development first for casting problems, and more recently for AM problems.
Simulated grain structures consisting of many layers in 3D have shown agreement with experimental
results for laser AM processing of stainless steel 304 [160], stainless steel 316L [161, 162], AlSi10Mg
[163], AA-2024 [164], Inconel 718 [165, 166, 167], and electron beam AM processing of Inconel 718
[168], Ti-6Al-4V [166] and CMSX-4 Ni superalloy [169]. Typically, the limiting factor in CA model
performance is the generation of the temperature field data, as many CA models are at least one-way if not
two-way coupled to a heat transport solver. Notably, the ExaCA code avoids this limitation by using a
sparse form of the time-temperature history data from an external heat transport model as input, using this
data to model large AM microstructures on GPU in a matter of hours [170].

Kinetic Monte Carlo (kMC) models are similar to CA in that they have discrete lattice spacing and state
variables for grain orientations. Unlike CA models, which are based on algebraic or geometrical
approximations of the solidification front movement, kMC models use probability-based evolution rules for
grain states. Probabilities are related to the energy change of the system; system changes that reduce the
energy of the system are always accepted, and others have only a calculated probability of being accepted.
Like CA, kMC was originally applied to casting problems and has recently been applied to AM.
Liquid-solid and solid-solid phase transformation during AM processing has been simulated with kMC and
successfully predicted multiple aspects of grain AM structures for Ni superalloys, titanium alloys, and steel
[171, 108, 172, 133]. However, accurately modeling texture using kKMC necessitates that the probabilities
allow preferential advance of grains with orientations near the local thermal gradient direction at a given
point in time; while tuning of these probabilities may provide the ability to calibrate KMC models to
experimental results better than CA (though without a true physical basis), calculation of the interface
orientation and probabilities for each lattice point on the interface each time step can be computationally
expensive. It was noted by [173] that is CA was more efficient than kMC in the modeling of an equiaxed
microstructure as CA does not require probability calculation allowing larger time steps, but no study
comparing the efficiency of the two methods for AM problems has been performed to date.
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6. RECOMMENDATIONS FOR PROCESS MODELING DEVELOPMENTS FOR
PREDICTING AM VARIABILITY

Based on the above review, there are a variety of potential developments which would increase the ability
of process modeling tools to explain variability of microstructure and properties of AM builds using SS316
alloys. Some of these advances involve the use of existing models, others require significant improvements
relative to the current state-of-the-art, and still others are based around the industrial environment and
practical application of these tools. A key consideration when evaluating these advances is being able to
achieve a combination of model prediction accuracy and computational efficiency that is suitable for
considering component-scale effects and for regular industrial use on modest computing systems. Below,
we describe several of these advances with the specific goal of capturing component scale variability.

6.1 MODELING AND METHODOLOGY IMPROVEMENTS

Thermomechanical models are capable of reasonably predicting part-scale residual stress distributions;
however, fully coupled models are computationally intensive, while simplified inherent strain based models
require careful calibration, and may not translate accurately between process conditions and geometries.
Assuming that near-term application of these models will favor the inherent strain technique due to its
computational efficiency, additional research is necessary to automate the calibration process and to
support it with experimental data. Ideally, experimental trials that measure residual stress distributions over
a wide range of processing conditions and geometries would be used as a benchmark for simulation results.
Additionally, analysis of the simulations could help to understand the sensitivity of the calibrations to
particular parameters, and assess whether a model is or is not valid in a given situation. This calibration
and analysis may be an opportunity for the application of AI/ML techniques.

Melt pool models perhaps cover the widest range of formulations and associated computational expense.
The most sophisticated models that include details of fluid flow and free surface deformation are too
computationally intensive for use in anything but a targeted scientific context. Furthermore, the significant
uncertainty in surface tension gradients as a function of temperature create challenges in prediction of fluid
mechanics. As a result, conduction-based models are attractive for near term application as they balance
computational expense and physical fidelity. However, additional research is necessary to improve the
predictive capabilities of these models by designing reasonable effective heat sources to account for effects
such as fluid mechanics and keyhole formation. There is a risk in this approach of calibrating models too
narrowly by prescribing heat source shapes that are only suitable for a specific set of local conditions;
therefore, development of physics-driven effective heat sources that naturally account for sub-scale
phenomena in a reasonable way is of significant interest. Additionally, well assessed techniques for
calibration will be necessary, both in terms of experimental design as well as computational approaches for
incorporating experimental data and assessing the range of applicability of a given calibration.

There are also significant opportunities for semi-analytical modeling. The major disadvantage of these
approaches is the limited selection of heat source geometries and simplifications to the boundary
conditions at the interface between the component and the powder bed. For these reasons, the model results
are probably not suitable for passing melt pool data models that are very sensitive to melt pool shape, for
example, sub-scale microstructure models. However, semi-analytical models provide a rapid method to
assess general trends in melt pool behavior in response to complex scan patterns. These tools could be a
useful first approximation of thermal conditions for use in focusing the application of more complex
models, or for integration with a larger workflow (see subsection below).
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In microstructure modeling, the relevant length and time scale are necessarily very small compared to those
of the component scale. Of the various modeling approaches, only analytical forms for estimating
microstructure evolution are suitable for application across longer scales. Analytical models for estimating
microstructure behavior could be coupled with melt pool models to predict distributions of features such as
dendrite arm spacing. There are also opportunities to utilize thermo-kinetic modeling to predict quantities
such as microsegregation, phase selection, or in situ precipitation.

Many quantities of interest, such as details of grain or precipitate structure, cannot be reasonably predicted
without an explicit description of the microstructure. In this case, CA models appear to be the best
compromise between predicting physically meaningful quantities (e.g., grain size, aspect ratio, and texture)
with reasonable computational expense, but have inherent challenges with parallelization. CA can
currently be applied to representative volume elements (e.g., a 1 mm cube) but rarely, if ever, on larger
scales that might capture spatial variability in component performance. New solution techniques may be
able to improve performance and scalability, making this type of modeling more accessible for a broader
range of processing conditions and materials systems. Collecting meaningful calibration and validation
data is a significant challenge since grain structures in AM components are frequently complex and
challenging to perfectly represent statistically. Three-dimensional experimental data sets could be
extremely valuable for comparison to compuatational predictions, but are currently expensive and
challenging to collect and analyze.

More expensive microstructural models, such as phase field simulations, are unlikely to be directly
applicable to understanding process variability in the near-term. However, they may have an indirect
impact in helping to parameterize more efficient simplified models or helping to direct the study of the
variations in thermal conditions. For example, the dendrite growth kinetics observed in phase field models
may be used to more accurately estimate the interface response function describing the relationship
between undercooling and dendrite growth velocity within CA models. Dendrite resolved models (phase
field, microscale CA, or DNN) can also predict features such as secondary arm branching, and phase field
in particular can reproduce transitions between planar, cellular, and dendritic growth. These types of
capabilities may inform further both the development and application of models at larger length scales. A
major limitation now is that these models, phase field in particular, tend to simplify the composition effects
of complex alloys down to representative binary or ternary systems. For relevance to commercial alloys
that frequently include many more alloying additions, more complex consideration of the thermodynamics
and solute fields will be necessary.

6.2 WORKFLOW OPPORTUNITIES

While example workflows for coupling simulation of the thermal conditions and with either simulated
microstructure or simulated residual stress calculations exist, those workflows have largely been used for
scientific applications; moreover, those workflows generally focus simulation efforts on a small volume of
an entire part and generally require the use of high performance computing clusters to achieve tractable
computation times. In order to leverage these workflows for understanding process variability at the
component scale, either the computational cost of the models in the workflow needs to be reduced or a new
approach needs to be developed which bridges the length-scale gap between the melt pool and the
component. It is likely that a path forward will involve both a reduction in computational cost and a new
approach to bridging the melt pool and component scales. Additionally, since the development costs of
new models and workflows needs to be considered as a barrier to creating convenient, automated
workflows, new workflows will likely consist of a collection of models developed by researchers from
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different groups and institutions; however, creating automated communication of inputs and outputs
between different models has been demonstrated to be a complex tasks.

Given the computational expense of models that are of significant interest to accurately describing the melt
pool behavior and microstructure evolution, a potential approach is to focus on accurate simulation of
carefully selected representative volume elements (RVEs). The simulation of select RVEs presents its own
challenges for developing a usable, and preferably automated, workflow. First, the coupling between
models, specifically between melt pool and microstructure simulations, needs to be carefully considered.
The melt pool model must be capable of capturing longer length scale heat transfer effects across the
component geometry, although areas far from a selected RVE do not necessarily require resolutions at the
melt pool scale. Within a selected RVE, the melt pool dynamics need to be carefully calibrated and
validated, and the data on the resulting solidification conditions needs to be communicated to the
microstructural length scale with minimum overhead for storing and transferring data. The size of the RVE
also needs to be determined such that relevant statics of the microstructure (e.g., texture) may be accurately
determined and edge effects from the domain boundary may be reasonably neglected.

Assuming the model coupling within a given RVE is adequate, a second consideration is the selection of
RVEs given geometry and scan path information. For this purpose, identifying the distribution of thermal
conditions across a component is important, and might be accomplished through use of semi-analytical
melt pool models, or the lumped-layer approach implemented in coarse-grained thermomechanical
simulations. It will be necessary to quantify the variation across components and to select localized regions
that may act as RVEs using coupled higher fidelity simulations. The selection of RVEs given data from
lower-fidelity models requires expert knowledge of the problem and application; however, AI/ML
techniques may become a useful way to automate this selection process when given a large enough data
set. Once the high-fidelity data has been computed for the RVEs, the data must be generalized back to the
component scale. For this purpose, there is likely a role for data-driven, surrogate models, or Al/ML
techniques which allow for interpolating the outputs from a handful of RVEs back to the entire domain
based on the similarity between lower-fidelity thermal conditions observed within regions of the domain
the lower-fidelity thermal conditions observed within the RVEs.

6.3 INDUSTRIAL ENVIRONMENT AND DATA INTEGRATION

Aside from developments on the process modeling tools themselves, regular use of these tools requires
certain aspects of the industrial environment within which they will be implemented. First, a requirement
for all of the suggested modeling approaches is that the AM process itself is reasonably represented for a
given combination of geometry, process conditions, and scan parameters. This includes detailed
descriptions of the laser power, velocity, and trajectory over time. Unfortunately, this information is not
always available. Some LPBF systems have open-source control systems that make it possible to design or
extract scan path data, but tend to be designed as research tools and are not commonly used for industrial
applications. Ideally, a next-generation of AM systems will be designed with opportunities for qualification
and certification in mind. Given that the material microstructure and properties are inherently linked to
these process conditions, it will be necessary to expose these details to understand the extent of variability
within finished components.

A recurring theme within this report is the trade-off in model fidelity and computational expense.
Development and selection of models to understand process variability will necessarily need to be fit to the
available computational resources. Frequently, for industrial application, this may be limited to modest
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computing clusters or workstations. This environment will certainly challenge the application of models
that are designed to accurately resolve detailed information at a microstructural level. However,
computational resources evolve quickly. Currently, emerging trends in cloud computing and edge
computing resources may make more expensive models increasingly tractable in the near future. Industrial
entities that wish to implement these tools should consider implementation of edge computing nodes
corresponding to individual or small collections of AM systems. Simultaneously, developers of these
simulation tools should make considerations for deployment on cloud computing systems.

Finally, the nature of the AM process lends itself to a data-rich environment. That is, process monitoring is
frequently implemented to provide data on at least a layer-by-layer basis, if not more frequently, which may
then be reconstructed to inform the three-dimensional status of the final component [33, 34]. In this sense,
simulation data may act as an additional data stream meant to correspond with and complement observable
process data. Together, the combination of data streams is likely to be more informative than individual
data stream on its own. For example, in-process monitoring is increasingly used to identify defects within
builds. In many cases, these types of defects are not explicitly considered in any type of modeling (e.g.,
recoater blade damage). On the other hand, modeling tools regularly predict quantities that are challenging
or impossible to observe experimentally in real time. For example, the grain structure development during
processing is dependent upon sub-surface melt pool dynamics not readily accessible to sensors such as
optical pyrometers or infrared thermography. Given that the properties of the final material is anticipated to
be strongly dependent on both microstructure and defect distributions, these data streams could conceivably
be leveraged together to create a more complete picture of the process and resulting material quality.

A data-rich environment suggests opportunities for application of AI/ML techniques. These may take
many forms in terms of automatically detecting processing defects, or even estimating material properties.
They also suggest some additional requirements for process modeling tools if this data is to be incorporated
into that data-driven workflow. The type and amount of data to be collected and stored must be carefully
considered. Models using the small length scales necessary to capture microstructure produce enough data
to quickly pose significant data storage challenges if put into regular use. As a result, lossy data
compression techniques, such as storing a statistical representation of the data, become necessary; however,
determining the appropriate quantities of interest to extract from full-featured data sets is a non-trivial
challenge. The selected features should be light-weight, where possible, and also capture key physical
elements of the material under consideration. Over time, collection of this data may lend itself to analysis
using AI/ML tools which circumvents explicit modeling altogether by building a data-driven surrogate
model for direct estimation of the statistical quantities of interest.
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7. CONCLUSIONS

This report summarizes the general requirements and current status of process modeling tools that might be
used to predict variability for SS316 components processed by laser powder bed fusion additive
manufacturing. These tools consist of models for several types of physical effects: (1) residual stress and
distortion; (2) melt pool dynamics; and (3) microstructure evolution. A major theme that emerged in the
review of the current state-of-the-art of these models is the trade-off between the fidelity of the included
physics in each case, and the computational expense of the resulting simulations. Predicting variability in
AM processes requires an understanding of the location-to-location differences in thermal conditions and
the resulting microstructure evolution. A major limitation of existing AM process models is their limited
applicability to component-level length and time scales. As a result, there is need for both developments in
the accuracy and efficiency of each type of model and also for an overall workflow that intelligently
couples these models together to maximize the value of the data produced. This approach might be
realized, for example, by utilizing lower-fidelity models that capture the minimum level of physics to select
the conditions for which higher fidelity models may be run for specific sub-domains. Additionally, the data
produced by the models and their incorporation with complementary experimental data was identified as a
significant opportunity for the application of artificial intelligence and machine learning techniques.

An additional observation from the review of the literature is that development on process modeling has
been understandably driven by the additive manufacturing research community. Consequently, general
understanding of AM process dynamics has been a priority, often without specific applications in mind.
This community driven approach has been extremely effective for rapidly maturing specific simulation
techniques. However, industry specific challenges are likely to arise that are not currently considered. With
nuclear energy applications in mind, there are particular performance and property metrics (such as
radiation damage, swelling, etc.) with particular microstructural and processing considerations that may
not be broadly applicable to other industries. As a result, those particular issues have not received
meaningful attention from the community that is focused more generally on AM process modeling. The
same situation in undoubtedly also true for other industries with specific and narrowly focused
performance requirements. As these modeling tools continue to mature, it will be necessary for specific
industries to guide development where necessary for the appropriate applications. For this purpose, the
nuclear energy industry should consider a coordinated effort to identify the key microstructural and
processing characteristics that are critical for key target application areas, with consideration, for example,
for typical radiation effects that are unique to this industry. Proper identification of these linkages will help
guide the development of models across the range of process-microstructure-property relationships to
maximize the impact on accelerating adoption of AM.
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