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Abstract

Existing neutron transport methods used in the nuclear power industry rely on a complex
toolchain of modeling and simulation software. Each link in this chain applies various ap-
proximations to the spatial, angular, and energy distributions of the problem variables;
and these approximations can limit solver predictive capabilities. Monte Carlo (MC) neu-
tron transport is a high-fidelity method that can relax many of these approximations and
possibly replace much of the existing toolchain.

However, MC neutron transport is also very slow, particularly when coupled into a
multiphysics solver. Some researchers have published runtime costs of over 100000 cpu-
hours to converge a quarter-core multiphysics problem with MC—an expense which makes
MC-based tools prohibitive for regular use. In response to this issue, some researchers
have developed acceleration techniques using the diffusion-based CMFD (coarse mesh finite
difference) method.

This thesis extends that work by coupling the CMFD solver directly to the thermal-
hydraulics solvers in a multiphysics simulation. To enable this coupling, MC differential
tallies are used to compute the feedback dependence of CMFD parameters. Novel methods
based on the windowed multipole cross section representation are used to compute fuel tem-
perature derivatives along with coolant density derivatives. This differential tally approach
proves to be flexible; the same procedure is applied to each coarse mesh cell regardless of the
presence of control rods, burnable poisons, spacer grids, *>Xe, or other details of the MC
model. With the inclusion of a simple pin power reconstruction scheme, these methods cre-
ate a surrogate neutronics solver capable of bi-directional coupling with thermal-hydraulics.
This surrogate can then accelerate multiphysics convergence by reducing the reliance on
costly MC simulations.

Furthermore, a novel source-weight clipping procedure is introduced to damp MC-
CMFD instabilities. Because this clipping procedure does not require multiple MC genera-
tions, CMFD and multiphysics coupling can be performed after each MC generation—even
the first generation. This allows simulations to be run with very few MC generations, a
feature which alleviates the cost of using many neutrons per MC generation to reduce the
impact of fission source distribution undersampling.

This methodology is tested on a quarter-core model of the BEAVRS benchmark, a large
pressurized water reactor. Simplified subchannel fluid dynamics, fuel pin heat transfer, and
equilibrium xenon solvers are included to form a multiphysics system.

Without the presented acceleration methods, these quarter-core multiphysics simula-



tions using 200 million neutrons per generation are projected to require 3 300 cpu core-hours
to reach stationarity. With the presented methods, this cost falls to 270 core-hours. Fur-
ther results are shown to demonstrate the runtime costs needed to tightly resolve fine-mesh
power distributions with projected runtime savings of 6x over prior work.
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Chapter 1

Introduction

1.1 Nuclear reactor multiphysics

Figure [I-1] shows a striking real-world example of multiphysics feedback in the core of a
nuclear reactor. This figure shows a series of still images taken from 0.2 s of video focused on
the core of a TRIGA reactor. A pulse experiment is shown. A control rod is pneumatically
ejected at the beginning of the experiment (some time before these images begin). Following

the ejection, the reactor power rises sharply as indicated by the increasing intensity of the

0 ms 33 ms 67 ms 100 ms

Figure 1-1: Images of a TRIGA reactor pulse at the Jozef Stefan Institute. Visible
Cherenkov radiation indicates the reactor power. As the core heats up, multiphysics feed-
back passively reduces the reactor power. Media credit: Abdulla Al Hajri.
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blue-white Cherenkov radiation. Then, without any human intervention, the reactor power
decreases quickly.

The spontaneous decrease in power is primarily due to the relationship between neutron
flux and fuel temperature. The neutron population causes fission which heats the fuel; the
fuel temperature in turn changes the neutron population through a variety of mechanismsﬂ
This forms a feedback loop in the physics phenomena that drive the reactor’s behavior. In
this case, the feedback is negative; a rise in neutron flux leads to a rise in temperature which
then reduces the neutron flux.

Multiphysics feedback is not unique to nuclear reactors—rice cookers provide a more
comimon exampleEPbut feedback is a particularly complex topic in nuclear engineering.
Neutrons are fickle and they can be highly sensitive to the shape, composition, or density of
reactor materials as well as the temperature. In high-power reactors, the neutrons can also
change each of these variables directly or indirectly. Consequently, modeling the behavior of
a high-power reactor usually requires consideration of a broad range of physics disciplines.

Accurate modeling of reactor multiphysics problems is also crucially important because
of the implications for the safety and performance of these extremely high-energy-density
machines. In an accident scenario, strong negative feedback, like that found in a TRIGA
reactor, can prevent destructive power excursions. Positive feedback can do the opposite
and lead to grave consequences, as seen in the 1986 accident at the Chernobyl nuclear
power plant. Feedback also impacts how easy a reactor is to control, how much power it
can produce, how quickly it can respond to changing demands, how long it can operate
before refueling, and a host of other operational concerns.

Because of the complexity and consequence of this topic, the nuclear industry pours an
extreme amount of work into developing software tools that can efficiently solve these in-
tricate, multidisciplinary physics problems. This thesis will add to that body of work. The

contributions focus on the use of Monte Carlo (MC) neutron transport methods with multi-

LTRIGA reactors use a U-ZrH hydride metal alloy which forms a combined fuel and moderator material.
The neutron scattering properties of the bound-hydrogen moderator are an important part of the feedback [IJ.
As the hydride temperature rises, the energy spectrum for thermal neutrons hardens which in turn decreases
the probability that each neutron leads to a fission event. The Doppler effect also increases the probability
of resonant parasitic neutron capture with the low-enriched uranium fuel as the temperature rises.

In a rice cooker, multiphysics feedback is used to switch the heating element to low power when the
water boils away. The cooker contains a switching mechanism that is latched by a permanent magnet which
is attracted to a ferromagnetic component. When the water boils away, the temperature of the switch rises
above the Curie point of the ferromagnetic material which removes the magnetic force and actuates the
switch.
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physics simulations of large, high-power reactors. To date, MC is very infrequently used for
this purpose because it is computationally expensive. However, its use is worth pursuing

because its high-fidelity representation of neutron physics brings a host of advantages.

1.2 The value of Monte Carlo neutronics

Much of the complexity in reactor modeling and simulation is due to the physics of neutron
transport and how it relates to the temperature, density, and composition of reactor materi-
als. To tackle this challenge, the nuclear power industry typically relies on a complex chain
of tools, each of which applies different approximations and aims to resolve one portion of
the neutron transport problem.

Knott and Yamamoto describe this conventional toolchain in detail [2]. At one end of the
chain is a nodal diffusion solver; this solver uses coarse meshes in space and energy to quickly
solve full-core 3D reactor physics problems. The nodal diffusion solver requires parameters
(e.g. multigroup cross sections and diffusion coefficients) which are interpolated from a
large set of pre-computed values provided by a lattice physics solver. The lattice physics
solver itself requires parameters computed by a resonance self-shielding solver. There may
also be a pincell calculation and a coupling calculation in between the resonance and lattice
physics solvers.

As discussed by Knott and Yamamoto, each of these solvers will explicitly resolve a
different subset of the energy and spatial variables. For example, the resonance self-shielding
solver has a very fine energy resolution, but it can only consider an infinite homogeneous
medium. The lattice physics solver explicitly resolves much of the geometry details (with
discrete fuel, cladding, and absorbers), but it only considers 2D geometry features and it
generally only solves one fuel assembly at a time. It also uses a coarser energy discretization
of a few hundred groups. The nodal method captures the full 3D geometry, but it represents
this geometry as large (e.g. roughly 10 cm on a side) homogeneous blocks and uses very
few energy groups (e.g. 2).

A large number of approximations and corrections are applied throughout this process.
For example, the resonance self-shielding solver can generate multigroup cross sections from
basic nuclear data, but it typically assumes that resonances from different isotopes do not

overlap. Consequently, an extra calculation step is included to compute resonance interfer-
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ence factors. For another example, it is generally prohibitively slow to resolve anisotropic
neutron scattering in a lattice physics solver so they instead typically assume isotropic scat-
tering and partly account for the forward-peaked nature of scattering by artificially reducing
the total and scattering neutron cross sections.

The point of this discussion is to say that the existing industrial neutronics toolchain is
complex in the extreme. The cost of this complexity is difficult to quantify, but imagine the
challenge it poses to a startup company that aims to develop a revolutionary new reactor
or fuel design. Are the standard approximations valid for this new system? How should
the energy group structure change for a 233U-based reactor? Is a different energy group
structure needed for uranium nitride fuels with silicon carbide cladding? Are 2D lattice
physics solvers valid for twisted cruciform fuel rods? In a business environment, these types
of questions can deplete precious time and money. These questions can also be completely
eliminated by using a Monte Carlo neutronics solver.

Monte Carlo solvers offer the possibility of replacing the entire industrial toolchain with
one comparatively simple tool. This means no tuning of energy group structures. No res-
onance interference factors. No Dancoff factors, Bell factors, or intermediate resonance
parameters. No transport corrections, no discontinuity factors, and no leakage correction.
Removing material about all these approximations needed for the existing toolchain would
probably turn most tome-like neutronics textbooks into afternoon paperbacks. As a conse-
quence of this simplicity, Monte Carlo solvers are easier to understand, easier to validate,
and easier to modify. This offers great promise in terms of reducing nuclear research and

development costs, but there is one catch: Monte Carlo solvers are very slow.

1.3 Making Monte Carlo neutronics practical

Monte Carlo solvers are desirable for their fidelity, but their computational cost poses
challenges. MC can be used without other neutronics methods to simulate a large full-core
reactor, but it requires large computer clusters and long runtimes.

For example, a 2017 study by Kelly et al. used a MC solver for a quarter-core multi-
physics simulation of a large pressurized water reactor at beginning-of-cycle conditions [3].
This simulation required 7 days of wall-clock time with 1,024 cpu cores (170,000 core-hours).

This runtime cost is acceptable for occasional research or validation studies, but it is pro-

14



hibitive for regular use. Nuclear utilities and fuel vendors might perform thousands of
calculations for each reactor fuel cycle and expending so much computational effort on each
calculation is simply infeasible. For this reason, more practical applications of MC require
that it be used along with a simpler coarse mesh method.

There are different approaches to combining MC and coarse mesh methods for reactor
modeling. One approach is to use a MC solver much like a traditional lattice physics solver,
pre-generating large tables of parameters for use in a nodal diffusion code. The research
team behind the Serpent MC code has recently championed this approach [4], and they
have demonstrated parity in accuracy relative to the traditional neutronics toolchain for
simulations of an operating power plant [5]. However, these methods still require many
approximations relating to homogenization and transport effects due to the inclusion of a
traditional nodal diffusion solver.

An alternate approach is to use the coarse-mesh diffusion and MC methods in tandem.
The full problem is represented in MC, and the coarse mesh parameters are generated during
the calculation using the MC solver. The techniques for using a coarse mesh finite difference
(CMFD) diffusion calculation concurrently with higher-fidelity methods have been well-
established, and these techniques have been used to accelerate a variety of higher fidelity
solvers such as method-of-characteristics (MOC) or simply higher order diffusion [6] [7].
Crucially, these methods are carefully designed so that the use of CMFD accelerates the
overall calculation without introducing a bias; the accuracy of the simulation is determined
by the high-fidelity solver. These methods were originally used with deterministic solvers
but have recently been applied to calculations that use MC as the higher-fidelity method [§].

Although combined CMFD-MC solvers have successfully been applied to full-core re-
actor calculations [8], they have rarely been applied to problems that include multiphysics
feedback. Likely, this is due in part to stability issues with the CMFD-MC method. CMFD-
MC instability can easily arise without feedback [8, 9], and multiphysics only complicates
the issue. A related issue is the difficulty in making the CMFD solver responsive to mul-
tiphysics feedback. The CMFD solver relies on parameters computed by MC tallies, and
there are no well-established on-the-fly methods for computing how these parameters vary
with temperature and other multiphysics variables.

Herman has previously tackled this challenge of using MC and CMFD methods on a

large reactor with multiphysics feedback [I0]. To address the instabilities, Herman used
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under-relaxation in the form of moving-window MC tallies. Herman also used a machine
learning approach so the temperature and density dependence of CMFD parameters were
“learned” on-the-fly during simulations, which further reduced the impact of multiphysics
instabilities. The resulting solver demonstrates an impressive reduction in the total number
of MC generations needed to converge the multiphysics problem.

This thesis adopts a similar approach, and aims to address some of the downsides of

Herman’s methodology.

1.4 Contributions of this thesis

The primary objective of this thesis is to demonstrate efficient and general coupling tech-
niques for a multiphysics solver with combined MC and CMFD diffusion neutronics solvers.

The key contribution is in the use of MC differential tallies to compute feedback-
dependent parameters for CMFD diffusion. These tallies improve upon the machine learning
method used by Herman [10] in that they do not require a user to specify and tune a feature
vector. This makes the differential tally approach both easier to use and more general. In
this work, the CMFD diffusion solver combined with feedback-dependent parameters com-
puted via differential tallies is essentially used as a surrogate for the MC solver in some
iterations which accelerates the convergence of the multiphysics problem. Because the
surrogate parameters are periodically updated using high-fidelity MC results, some approx-
imations can be made in the computation of derivatives, diffusion coefficients, etc. without
biasing the final solution.

A further contribution of this work is a collection of MC software improvements which
have been added to the publicly-available OpenMC code [I1]. Chief among these are an
efficient shared-memory neighbor list scheme and a geometry search tree procedure. These
methods improve MC ray tracing performance, and they significantly reduce the runtime
cost for multiphysics geometries. Additionally, a myriad of small usability features have
been added such as rectilinear tally meshes which can better resolve geometry features.

This thesis also addresses the common practice of accumulating MC tallies over multiple
generations. This is a popular but ineffective means of reducing stochastic errors. Here,
the tallied values used by the coupled CMFD diffusion, heat transfer, and fluid solvers are

accumulated over only one MC generation at a time while using many (e.g. 200 million)
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source neutrons per generation. Multiple MC generations are used, but the tallies are
reset after each generation. Overall, fewer simulated neutrons are needed to resolve tallied
quantities with this approach.

This methodology is tested against a steady-state quarter-core problem of a large pres-
surized water reactor (PWR) and includes feedback due to fuel temperature, coolant tem-
perature, coolant density, and 9Xe concentration. A simplified subchannel fluid dynamics
solver is used to compute coolant conditions, and a simplified heat transfer solver is used
to compute the temperature distribution within each fuel rod. The details of the computed
results are compared to data measured from an operating power plant.

In order to make this project achievable over the course of a PhD thesis, some physics
phenomena have been left outside the scope of this work. Probably the most important
of these phenomena for the benchmark considered here is fuel nuclide depletion. Conse-
quently, the presented solver does not achieve parity in accuracy with industrial solvers.
Nevertheless, the impacts of these phenomena are discussed, and including them in future

work is not expected to change the core conclusions of this thesis.

1.5 Layout of this thesis

Chapter [2] describes the subchannel fluid dynamics solver implemented for this work. This
chapter provides some background on subchannel methods and how they contrast with
typical CFD (computational fluid dynamics) solvers. There is also some discussion of the
turbulent phenomena that are important for distributing energy throughout the reactor
coolant, and how it can be treated with simplified models. Chapter [3] similarly describes
the heat transfer solver.

Chapter [4 describes the neutron transport methods used here. Some background is
provided on recent advances in MC methods that enable its use for large multiphysics
problems like the one tackled here. Differential tallies are discussed in detail along with
techniques for their use. The methodology for the CMFD diffusion solver is also described
in this chapter.

Chapter [p| focuses on the coupling of these disparate solvers. Details are provided on
the geometry model, and how data from each solver is mapped for use in the others. This

chapter also touches on the software architecture of the project.
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Simulation results focusing on a single 3D fuel pin are presented in Chapter [6] On this
small problem, the presented methodology can be compared against other approaches. This
chapter demonstrates that increasing the number of MC particles used per generation is far
superior to accumulating tallies over multiple MC generations in terms of error reduction.
The performance of the accelerated algorithm is also shown for the fuel pin problem, and
the implications of the performance are discussed.

The newly-developed methodology is applied to a quarter-core problem in Chapter [7]
Details of the convergence behavior are given, and the runtime is compared to other pub-

lished works.
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Chapter 2

Subchannel Solver

This chapter focuses on the fluid dynamics portion of the reactor multiphysics problem. A
fast and accurate fluids solver has proven to be difficult to develop, but the process was
made easier by limiting the scope of this work to single-phase, steady-state normal operating
conditions in a PWR.

The discussion will begin with a comparison of the subchannel discretization method
against typical CFD (computational fluid dynamics) solvers. This serves as a useful descrip-
tion of the subchannel approach as well as justification for why it was chosen over CFD
for this work. In short, the subchannel method uses a coarser discretization which makes
it faster, easier to implement, and easier to use; but it is more limited to the bounds of
experimental data.

Some of that experimental data is then highlighted in a following section. In particular,
researchers have observed that turbulent flows are crucial for distributing energy in rod
bundle geometries. They also find that the turbulence in this geometry is not well described
by the simple isotropic models typically used for channel flow. Consequently, subchannel
models must be tuned to experiments that are closely representative of the target problem
(rod bundles with a similar pitch-to-diameter ratio and Reynolds number).

Finally, this chapter will describe the methodology behind the simple solver implemented
for this thesis. A comparison to experimental data is shown, and the model parameters are

tuned to match this data.
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2.1 CFD versus subchannel solvers

Subchannel solvers use a finite volume technique for numerical discretization. A typical
volume is sketched in Figure Each volume is an axial segment of a subchannel—the
coolant region that lies between adjacent fuel rods, guide tubes, and core baffles. The mass,
momentum, and energy conservation equations are integrated over these volumes and solved
numerically.

Compare this to a typical CFD mesh shown in Figure 2-2] Here the subchannel region
is divided up into many smaller areas. This particular mesh shows 84 cells in the xy-plane
per subchannel.

The key differences between subchannel and CFD solvers can be explained in part by
these different meshes. The fine mesh allows a CFD solver to explicitly resolve the fine
distributions of velocity, temperature, etc. within a subchannel. The blessing of CFD is
that it can resolve these fine distributions, but the curse of CFD is that it must resolve
them.

A good example to clarify this point is the effect of wall shear on the coolant axial
momentum. In a subchannel solver, this is computed using a Darcy friction factor that
is parameterized with a flow Reynolds number [I3]. Models for the friction factor must
be fitted to empirical results, and there is no guarantee that models fitted to circular pipe
flows, for example, are appropriate for rod bundle subchannels.

In contrast, CFD solvers explicitly resolve much of the fluid shear which removes the

need for such models. Note the presence of fine mesh cells directly next to the fuel rods in

Figure 2-1: Top-down and isometric views of a subchannel volume. This subchannel fills
the space between four fuel pins.
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Figure aimed at resolving this effect. This makes CFD solvers more general, but also
more expensive because they must explicitly compute solution values for each of these fine
mesh cells/[T]

A discussion of CFD would be incomplete without a mention of turbulence models. A
wide variety of turbulence modeling approaches are used in CFD solvers with huge impacts
on accuracy and computational expense. These approaches can be broadly classified into
DNS (direct numerical simulation), LES (large eddy simulation), and RANS (Reynolds-
averaged Navier-Stokes). The fidelity of the method is inversely related with the number of
proper names in its acronym (counting Eddy as a name).

Studying the meshes published for use with the different solvers is a good way to quickly
understand how they differ. The mesh shown in Figure [2-2| was built for a RANS simulation.
Contrast this mesh with one used for LES shown in Figure The LES mesh is much

finer which allows resolution of smaller turbulent structures, but it brings a consequently

!CFD simulations typically use wall models to handle unresolved near-wall effects, but these models are
more generally applicable than the coarse Darcy friction factor models.

11
N

1]

Figure 2-2: An example CFD (RANS) mesh for a portion of a PWR assembly. Image from
[12].
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higher computational cost.

For perspective on the cost of LES, consider the work of Bieder et al. who produced
the mesh shown in Figure and used it to simulate a rod bundle experiment [14]. This
system is far smaller than a PWR core. The setup was a 5x5 rod-bundle with a pitch
and diameter similar to a typical PWR fuel assembly. The test section is 1.2 m in length
(compare to about 4 m for a fuel assembly) and run with coolant achieving a Reynolds
number of about 100 000 (compare to 500 000 for a typical PWR). Even this small problem
required 1.7 million cpu-hours!

Because of this expense, full-core simulations with LES are out of reach with very few
exceptions. One of those exceptions is an effort under the DOE’s Exascale Computing
Project to simulate a full SMR (small modular reactor) core with LES [I5]. Even with the
power of exascale computing, some modeling simplifications will need to be made such as
neglecting subcooled boiling and not explicitly meshing spacer grid mixing vanes. Also note
that this exascale project is focused on the simulation of the NuScale SMR which is smaller
than typical PWRs and has a 10x lower Reynolds number. LES simulations of something
like a 4-loop Westinghouse reactor are therefore far off.

In contrast, full-core simulations with RANS CFD solvers might be practical for research
purposes and infrequent industrial calculations. For one example, Kochunas et al. used

a RANS solver for a steady-state quarter-core multiphysics simulation of a Combustion

Figure 2-3: An example LES CFD mesh for a portion of rod bundle experiment. Note the
explicitly modeled mixing vanes. Image from [14].
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Engineering PWR, and they found a cost of 8,500 cpu-hours [12].

However, caution must be taken with RANS solvers as they are susceptible to errors
introduced by approximations in turbulence models. Most RANS solvers use 2-equation
isotropic eddy viscosity models, and many researchers have shown these models to be inac-
curate for use in rod bundle geometries. Bieder et al. offer a comparison of such a RANS
simulation against LES and experimental data in the wake of a grid spacer with mixing
vanes [I4]. Their results show that RANS captures the large scale flows induced by the
mixing vanes, but misses much of the fine detail within each channel that may be impor-
tant for mixing between channels. Others have reported that some rod bundle geometries
generate large, regularly-occurring vortex structures that requires anisotropic eddy viscosity
models and unsteady RANS (URANS) to capture [16, [I7], but these techniques have not
yet seen widespread adoption.

Two-phase fluids are also very difficult to simulate with CFD, and this is an active
research field [I8]. The two-phase limitation is not an issue for the single-phase conditions
considered here, but it would limit future extensions of this work.

Finally, it is worth noting that mesh generation is a further non-trivial complication
of CFD over subchannel solvers. Mesh generation is difficult not just because the user
must precisely define all relevant surfaces in contact with the fluid, but because the mesh
cells must properly resolve gradients, obey the CFL condition (Courant—Friedrichs-Lewy
condition), and complement the chosen wall shear model. The mesh fineness is also likely
limited by constraints on computation time and memory footprint.

All this is to say that CFD for reactor multiphysics is desirable but very difficult at
present. The complexities of turbulence modeling and mesh tuning make it difficult to use
for a non-expert like myself, and it is costly in terms of both computation time and user

burden. For these reasons, the subchannel method is used here.

2.2 Rod bundle crossflow

The lynchpin of the subchannel method is in the choice of crossflow models. The flow in
a fuel assembly is predominately axial, but this part of the flow is easy to solve for with
1D fluid methods treating the assembly as a heated pipe. However there is a great deal of

turbulent mixing between adjacent subchannels that efficiently transfers energy from one
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T = Tgap

X

Figure 2-4: Coordinate system used for modeling a single subchannel gap. The gap of
interest is highlighted.

channel to another. Boiling, channel blockage, and mixing vanes can also directly divert
fluid from one channel to another which redistributes energy.

This section will briefly discuss the physics of crossflow, experimental observations,
and the models employed by subchannel codes. Ultimately, an extremely simple model
will be adopted here that is unsatisfying given the complexity of the underlying physics.
Nevertheless, this simple model is expected to be close enough for the narrow case considered
here (steady-state, single-phase, Re > 10° PWR flows) given the main objective of studying

multiphysics iteration schemes.

2.2.1 Turbulent energy transfer

Consider the flow between two adjacent subchannels. Let z be the axial direction, z be the
direction between the subchannel centers, and y be the orthogonal direction. The boundary
between two subchannels is a yz-plane. This coordinate system is sketched in Figure [2-4
Subchannel derivations conventionally use the variable W to represent the mass flow per
unit length in z through a gap between subchannels. Using the stated coordinate system
and specifying a gap located at g, that spans from yo to y1, W can be computed from
the integral,
W(t,2) = [t aup, v, 2)0elt, 2, v, 2) (21)
where p is the fluid density and v, is the component of the velocity in the z-direction (the

direction across the gap). Integrating W over z gives a mass flow rate (example units: kg/s)

of coolant from one channel to the other.

24



Similarly, the transfer of enthalpy per unit length can be computed as,

Y1
H(t,z) = / h(t,xgap,y, Z)p(tvl'gapayaZ)Ux(tal‘gapay» Z)dy (2'2)
Y

0

where h is the specific enthalpy.
There are two conceptually distinct flow phenomena with different impacts on W and
H. If there is a large, steady flow of mass across the gap then an integral of W in time is

non-zero. That steady flow will also carry a proportional amount of energy across the gap,
’/W(t,z)dt‘ >0 and /H(t, 2)dt ~ havg/W(t, 2)dt

However, a covariance between h and v, can decouple H from W and lead to a case

where there is significant heat flow even without significant mass flow,
/W(t,z)dm 0  and ’/H(t,z)dt‘ >0

Essentially, turbulent flow draws hot fluid from one channel and replaces it with an equal
amount of cold fluid from the other channel, resulting in a net transfer of energy without a
net transfer of mass. Measurements show that this turbulent energy transfer is significant
for rod bundle geometries. Some of these measurements will be described in the following

subsection.

2.2.2 Rowe and Angle crossflow experiments

The COBRA subchannel solver was published in 1967 by Rowe and Angle as a two-part
technical report. The first part described the code and methodology [13]. The second
described a heated two-channel experiment that COBRA was compared to [19]. One of the
experimental cross sections from that report is shown in Figure

One interesting take-away to note before diving into the details is that Rowe describes
significant difficulties in making a stable solver. This has also been my experience. How-
ever, Rowe and Angle also describe significant physical instabilities that occurred in the
experimental setup. Some of these instabilities even damaged the equipment. This suggests
that a developer should not be disheartened by fighting instabilities in their subchannel

solver—if the experimentalists must struggle against instability then it is only fair that the
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theoreticians face the same difficulties!

Rowe and Angle’s measurements included channel outlet mass flow and enthalpy as a
function of heat flux. One of their plots is included here in Figure The upper half of
the plot shows the enthalpy rise of each subchannel. Note that at the highest heat fluxes
shown here, the smaller channel just barely reaches saturation. The lower half of the plot
shows the exit mass flow of each channel. When the coolant is well below saturation, the
balance of mass flow between the channels is very nearly invariant with heat flux.

For the case in Figure at 0.53 x 1061b/hr-ft? the outlet temperature between the
channels differs by about 35 K. This will result in a lower density, and correspondingly
higher velocity in the hot channel which leads to more frictional force. Hence, a change
in the AP between the channels should be expected. Despite this, there is no significant
change in the outlet flow of either channel relative to the unheated case. This suggests that
there is little net mass exchanged between the channels under single-phase conditions, i.e.
small net W.

However, as previously discussed, H can still be large despite a small W. The data
published by Rowe and Angle suggests that this turbulent mixing effect is significant. The

upper sub-plot of Figure [2-6] shows how the empirical results compare to COBRA simula-
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Figure 2-5: The cross section of the crossflow experiment published in [19]
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tions that use different mixing assumptions. The dashed lines assume there is no turbulent
exchange of energy, and they do not match the data in the hot channel well. The solid
lines use a mixing model fitted by Rowe and Angle that models the data better. (The cold
channel data in this case is closer to the no-mixing assumption, but this is an exception to

the general trends seen in [19] and elsewhere.)

2.2.3 Eddy diffusion models

Experiments like those of Rowe and Angle show that turbulent heat transfer is significant
so practical models must be developed for it. The effect of turbulence is often modeled as
a linear diffusion process, i.e. Fick’s law. In the context of fluid dynamics, this model is
referred to as the Boussinesq assumption. Applied to the heat transfer across a rod bundle

gap, this diffusion approximation gives the relationship,

oh
Hij,turb = _Ehsa (23)

where s is the width of the gap (the minimum distance between adjacent rods) and e, is
the eddy diffusion coefficient for enthalpy.

Unfortunately, it turns out that blindly using Fick’s law to model transport is as much
of a sin for fluid dynamics as it is for neutronics. It is a useful approximation, but it has
limitations that are significant for reactors.

Fick’s law was originally used to describe the diffusion of particles in a fluid, and it can
be derived from kinetic theory by making the approximation that the characteristic length
for particle interactions—the mean free path between collisions—is small compared to the
length scales over which variables like h change significantly. Instead of a particle random
walk process, the diffusion considered here is caused by turbulent eddies in the fluid. The
particle mean free path from kinetics is analogous to the diameter of a turbulent eddy.
Applying Fick’s law assumes that these eddies are small relative to gradients in h which
is not true for reactor coolant conditions. This will be clear from LES simulation results
shown later in this section. Nevertheless, the linear model is a useful approximation, and
it is frequently used to describe experimental results.

Note that for literature relating to the issues with the Boussinesq assumption, it is better

to search for publications relating to momentum transport rather than heat transport. The
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underlying mechanisms are essentially the same, but far more literature is available for
momentum transport. For momentum, the ¢ parameter is called the eddy viscosity. The
most common RANS turbulence models assume that this parameter is isotropic. However,
many researchers have demonstrated that eddy viscosity in rod bundles is anisotropic, and
finding models for the eddy viscosity is an active field of research [16], 17].

There is another issue related to the difficulties with the €, parameter. Implementing

the eddy viscosity model as a finite difference gives,

h(x2) — h(x1)

2.4
P— (2.4)

Hij,turb N —€pS

where z1 and xo are arbitrarily chosen evaluation points. Given that €, can vary greatly
within a subchannel, care must be taken to ensure the model for ¢; matches the choice of
z1 and xs.

For further insight into the complexities of turbulence modeling, it will be helpful to
describe two turbulent flow phenomena found in rod bundle geometries: mean secondary

flows within a subchannel and cross-gap flow pulses.

2.2.4 Mean secondary flows

Turbulent flow through non-circular geometries like a reactor subchannel tends to generate
steady secondary flows in the xy-plane. For a reactor geometry, these secondary flows take
the form of vortices that pump fluid from the subchannel center towards the gaps. Figure
[2-7 shows computational results that illustrate the shape of these secondary flows.

Be careful not to draw many conclusions about the average flows from Figure This
plot shows instantaneous velocity, v + v/, which partly obscures the mean secondary flow,
7. That said, the four vortices adjacent to the gap at the center of the image show the
expected shape of the mean secondary flow.

The implication of these secondary flows is that the specific enthalpy, h(z), will vary
slowly along the flow lines. Fluid from the center of each subchannel is moved closer to the
gap by the secondary flow, effectively reducing the distance xo — x1 used in Equation
and increasing the heat transfer across the gap.

These secondary flows can complicate the issue of modeling heat transfer as a function

of bundle pitch. A simple application of Equation would find that decreasing pitch
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by 20% would increase the heat gradient by 20% and consequently increase the heat flux
across the gap proportionally. But decreasing the pitch would also decrease the size of the
secondary vortices (if they are still present) and counteract the change in gradient. Hence,
a diffusivity value, €, measured with one lattice pitch likely cannot be used with another

pitch.

2.2.5 Large cross-gap pulses

Mean secondary flows play an important role in subchannel mixing, but as discussed pre-
viously, heat can still be carried by transient effects in the absence of a steady flow.

Figure 2-8|shows the instantaneous velocity at a different subchannel gap from the same
LES results shown in Figure Instead of the usual mean secondary flow vortices, this
plot shows a large pulse of flow across the gap. Due to the problem symmetry, this flow
must be transient and balanced at other times by flow in the opposite direction.

Under some conditions these pulses are very strong and occur in a regular pattern, much
to the surprise of the researchers who first observed them. One early report of these pulses
can be found in a 1970 article by Van Der Ros [20].

Van Der Ros performed experiments on a pair of square channels connected by a small

gap. One channel was heated, and mixing was inferred from the enthalpy rise in the other

Figure 2-7: Plot of instantaneous velocity from an LES simulation of a bare rod bundle.
Vortices can be seen near the gap that are representative of the mean secondary flows.
Image from [14].

30



channel. Figure is a plot of the measured heat transfer as a function of bulk Reynolds
number for both a Imm and 2mm gap. The y-axis of this plot is proportional to the total
heat flow across the gap, not the heat flux. Note the counter-intuitive result that between
6 000 and 17000 Re, doubling the cross-sectional area of the gap has no impact on the sum
flow of heat through that area.

Van Der Ros writes [20],

“The increase in the slope of the 2 mm line at Re above 17000 indicates a
different mechanism of enthalpy exchange between the subchannels. Besides
these data, visual observations and fast thermocouple signals clearly indicate
that at Re < 17000 the transport mechanism for the mass- and heat-exchange
during radial transport through the gap can not be explained by eddy diffusivity,
although the data have been analysed as such. The thermocouple signals at
locations outside the centre gap are random turbulent but the recordings as well
as the visible waves are very regular in amplitude and frequency for locations

inside the gap.”

A 2010 review paper by Meyer lays out the history of observations like these and the
development of an explanatory mechanism [2I]. It is a fascinating story because reports
of these flow pulsations were largely ignored for decades. Researchers tried unsuccessfully
to explain rod bundle mixing purely with mean secondary flows even when these regular

pulsations turned out to be the dominant mechanism. It was not until the 1990s that a
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Figure 2-8: Plot of instantaneous velocity from an LES simulation of a bare rod bundle. A
large pulse of cross-gap flow can be seen. Image from [14].
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consensus was built on the existence and mechanism of these pulsations. As an interesting
side note, Meyer lists several cases where a researcher arrived at these findings early, but
left their results in internal reports.

The mechanism underlying the flow pulses as described in Meyer’s review is that of
large vortices in the xz-plane that carry fluid into and out of the gap. See Figure for a
sketch of the vortex structure. The size of the vortices is on the order of the fuel pin radius.
They come in nearly regular, counter-rotating trains slightly offset from the gap center and
travel axially with the primary flow of the fluid.

For a fixed point in the gap, these passing vortices look like large, regularly-occurring
pulses of cross-gap flow. See Figure for experimentally measured data showing this
behavior. The lower subplot in that figure shows the cross-gap flow with the nearly regular
pulses. The peak values of this fluctuating cross-gap velocity are about 20% of the sub-
channel average axial velocity. For reference, mean secondary flows are roughly less than
2% of the axial velocity in reactor subchannel geometries.

These regular vortices occur more readily in bundles with small P/D (pitch-to-diameter
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Figure 2-9: Measured heat flow across subchannel gaps as a function of bulk Reynolds
number. Plot from [20].

32



Figure 2-10: A diagram qualitatively showing the structure of the vortices that develop in
subchannel gaps.
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Figure 2-11: Axial (a) and perpendicular (b) velocities as a function of time measured via
hot wire anemometry in the middle of an experimental subchannel gap. Plot from [22]. For
reference, the subchannel average velocity is 25.5 m/s and the average axial velocity in the
gap is 20.8 m/s.
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ratios) so they probably do not occur in typical PWRs. Rowe found regular pulses in
a bundle with a P/D = 1.1 but not P/D = 1.25 (Re between 50000 and 200 000) [23].
Moéller found regular pulses with P/D = 1.224 at 150000 Re [22]. Neither Rowe nor Moller
identified a high Reynolds number cutoff for the regular pulses, but one should be expected
from Van Der Ros [20]. Consequently, these regular vortices are probably not present in
typical PWRs with P/D = 1.38 and Re = 500 000.

Nevertheless, even irregular pulses likely contribute significantly to the thermal mixing
between subchannels. They will also generate highly anisotropic transport that is difficult

to model with simple eddy diffusivity.

2.2.6 Turbulent energy transfer model

Instead of an eddy diffusivity model, turbulent enthalpy exchange between subchannels ¢
and j is modeled here as,

G@Az + GjAj

H.. —
ij,turb Bs Ai+Aj

(hi — hj) (2.5)

where 3 is a dimensionless fitted parameter, s is the width of the gap, G is the mass flux
in each subchannel, A is the subchannel area, and h is the subchannel average specific
enthalpy. This model is roughly the same model used by Rowe [13] and other subchannel
developers.

The value of § will be fitted to experimental rod bundle mixing data with the appropriate
geometry (discussed in Section [2.4). The distance between subchannel centers varies little
in a typical PWR core so the issue of parametrizing § to this distance can be ignored.

Rowe and Angle find that this parameter, 3, depends very weakly on Reynolds number,
proportional to Re™%! [I9]. The recently filed Watts Bar Unit 2 FSAR cites data for PWR-
relevant Reynolds numbers (134000 to 745000) and concludes that § does not depend

significantly on Reynolds number, pressure, or even steam quality [24].

2.2.7 Diversion crossflow

Diversion crossflow—a steady net transfer of mass from one channel to another—can be
important under some conditions. One of those conditions is in the case of localized boiling

which causes a large change in a subchannel friction factor. For evidence of this, refer back
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to Rowe and Angle’s data shown in Figure[2-6] As one channel approaches saturation, there
is a large change in the outlet mass flows indicating a significant crossflow.

A blockage in one subchannel will also introduce crossflow. The resistance to crossflow
is small so coolant will readily divert back and forth between subchannels to circumvent
the restriction. This proves to be an important safety feature for reactors as it minimizes
the impact of an accidental blockage. The Watts Bar Unit 2 FSAR cites a number of
experiments with the conclusion that for a local blockage there is no significant change
in the subchannel enthalpy rise and likely a small change to the DNBR (Departure from
Nucleate Boiling Ratio) [24].

However, this small crossflow resistance which is beneficial for safety also leads to diffi-
culties for a numerical solver. Small pressure drops drive large flows which can destabilize
a solver. Large crossflows like these are no doubt found transiently in real rod bundles (as
suggested by the LES results shown in Figure , but a solver must damp them out to
find the steady-state solution.

However, the diversion crossflows are likely not significant for the problems considered
here: single-phase, unblocked channels. As explained later in Section this solver
adjusts the inlet flow velocity of each subchannel to equalize the total axial pressure drop.
For the cases considered here, this balancing procedure is able to reduce the cross-channel
pressure drops everywhere to under 1 Pa—a negligibly small value. Hence it is assumed
that there is no diversion crossflow.

The approximation of no diversion crossflow is reasonable for the problems modeled here,
but note that it has implications for the implementation of the solver. The discretization
and iteration procedures used here are likely inappropriate for a solver that must account
for flow diversion.

For an example of other simple crossflow models, consider publications of the early
THINC-I and THINC-II thermal-hydraulics codes [25]. The computational volume for
THINC-I is a collection of many subchannels, a single assembly or a group of assemblies.
Considering crossflow through multiple subchannels significantly increases the crossflow
resistance making it practical for this code to solve for both the inlet flow distribution and
the diversion crossflow.

THINC-IT is a solver that instead operates on subchannels in a single assembly (with

boundary conditions that account for crossflow from neighboring assemblies). To avoid
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stability issues, THINC-II was implemented with the simplifying approximation that the
crossflow resistance is negligibly small and thus no pressure gradient is allowed between
subchannels. The solver then implicitly computes the crossflow values needed to realize
this flat pressure profile. This approach has a side-effect of minimizing the impact of the

inlet velocity distribution so no iteration on the inlet flow is needed.

2.3 Subchannel solver methodology

2.3.1 Conservation equations

This work uses a finite-volume discretization for solving the subchannel thermal-hydraulics
equations. The equations are derived to conserve the integrals of mass, axial momentum,
and energy over each volume. The derivation of the following equations starting from basic
PDEs is laid out in Appendix [A] Several simplifications and approximations are made which
limit the use of these equations for problems beyond those considered here.

For the axial region, k, of each subchannel, ¢, the conservation of mass takes the form,

Azy,
(PV2); j1 = (PV2)3 3 — A, ZVVzgk; (1A.30))
bg

where angle brackets with the subscript k& indicate an average value on the lower face of
the volume, angle brackets with k£ 4 1 indicate an average on the upper face, p is the fluid
density, v, is the axial velocity, A; is the cross-sectional area of the volume, Az is the
height of the volume, j indicates an adjacent subchannel, and W;; is the diversion mass
crossflow from 4 to j.

The conservation of momentum takes the form,

Az,

(Pl = (Plig = (00 = $ovadin) (0:is = 5 3 Misi

J

2
Az, (fk; ) <P>¢,k2<”z>i,kdz oAz (o), (B3I

where P is pressure, M;; is the momentum crossflow, f is the Darcy friction factor, D, is
the equivalent diameter of the channel, K}, is a an area-change loss coefficient (zero except

for volumes at the edge of a spacer grid), and g is the acceleration due to gravity.
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The conservation of energy is,

Az 1
<PhUZ>Z‘,k+1 = <phvz>i7k A Z Hijp + XQWall,i,k (A.33)
T J T

where h is the specific enthalpy, H;; is the crossflow of enthalpy, and gyan % is the energy
flowing in from the adjacent fuel pins.
Values of individual fields like h are computed by assuming they may be separated from

the averages,
<PhUZ>i,k
(h)ip = Y.
PUZ>z‘,k

2.3.2 Upwind discretization

In the derivation of the conservation equations, integrals along the z-axis were approximated
as,

Azk

where H;; . is the quantity evaluated at the lower surface of the volume, the upwind surface.
This approach is similar to the upwinding scheme popular in advective finite volume

0t-order accurate. Don’t tell my numerical methods professor.

solvers. However, it is only
Nevertheless, a sufficiently fine mesh to mitigate truncation errors is practical and efficient
for this solver. The choice to use upwinding here is not for numerical stability (the usual
motivation for upwinding), but instead algorithmic simplicity and efficiency. Due to this
upwinding scheme, the conservation equations can be solved in a single sweep from the inlet
to the outlet. A coarse iteration is needed to converge the inlet velocity distribution, but
no iteration is required otherwise.

Furthermore, because all quantities at axial level k 4+ 1 depend only on values at k, the

values on each axial layer may be computed in parallel. This makes for a fast solver.

2.3.3 Inlet flow balancing

The axial boundaries for the subchannel solver match the top and bottom of the actively
fueled regions of the core. It is approximated that the pressure is constant over these
boundaries.

In order to get an equal pressure drop across each subchannel, the inlet flow velocity
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for each channel must be adjusted. The inlet flow is parameterized with the unitless factor
fi which represents the fraction of the total core mass flow that flows through the inlet of

channel i. The channel inlet velocity can then be computed from,

_ fimtotal

in,i = 2.
vin, Aipin 27)

where mota1 is the total core mass flow, A; is the channel cross-sectional area, and p;, is the
inlet density. The inlet density is computed from the inlet pressure, P,,, and temperature,
Tin, which is specified by the user along with 7¢otal-

Friction is the dominant driver of pressure loss in this system and it scales approximately
with v2. Consequently, the computed pressure drop in each subchannel will scale roughly
with v2,

APZ' = CZU2 (28)

in,?

After performing a sweep, the solver will find different values of AP for each subchannel.
New inlet flow factors f; can then be computed in order to equalize the pressures. For this
purpose, the pressure drop in the first channel is arbitrarily chosen as the reference pressure
drop.

Equating the drop in a channel, AP;, to the reference pressure drop, APy, and substi-
tuting in Equations and gives,

A; |Cy
fi_fvo\/;i (2'9)

This value is computed for each channel, and then the f; factors are renormalized so
that they sum to unity. Because of this renormalization, the resulting pressure drop in each
channel might differ from APy. This renormalization also makes the solver insensitive to
the choice of reference pressure drop. Any channel could be used as the reference, or the
average value could be used; the end result will be similar.

This process of balancing the pressure drops forms an outer iteration scheme for the
subchannel solver. After a sweep, the channel AP values are computed. If they differ by
more than a preset tolerance then the factors, f;, are updated and the sweep repeated until
the pressure drops are within tolerance. To update the factors, first the friction coefficients,

Ci, are computed from Equation 2.8] Then the f; factors are computed from Equation [2.9]
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and renormalized so they sum to unity.

Tests with tight tolerances on the PSBT benchmark (discussed in Section confirm
that this scheme can reduce the cross-gap pressure drops throughout the geometry to under
1 Pa which justifies the assumption of negligible diversion crossflow. For results presented
throughout this thesis, an absolute tolerance is set at 0.5kPa as this is achievable in few

iterations (typically fewer than 10) and believed to be negligibly small.

2.3.4 Water property tables

The temperature- and pressure-dependent water properties used here are based on the
TAPWS releases [26], 27, 28]. However, the equations used in the IAPWS releases were found
to be restrictively slow to evaluate directly in the solver. Computing the specific enthalpy of
liquid water, for example, requires evaluating a 34-term polynomial with exponents reaching
as high as 32 and as low as -42.

Instead, custom functions were fitted to the IAPWS data with faster evaluation times
in mind. The specific enthalpy of liquid water (IAPWS-IF97 region 1) is modeled as a
hyperbola,

hMP,T) = f1(P) = fo(P)Va* -1
where x is a parameterized temperature,

fa(P) =T

r = —FF—"—"

f3(P)

and the functions f1, fo, f3, f14 are fitted second-order polynomials in terms of pressure.
The isobaric specific heat capacity and the specific volume were derived from this model

of h as,

X
f3(P)vVa2 —1
V(P, T) = 0161774 + CQ + CgT

C:D(P7T) - f2(P)

Custom models are similarly used for viscosity and thermal conductivity.
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2.4 Comparison to experimental data

In order to validate the solver and tune the S parameter, results were compared to the
PSBT (PWR Subchannel and Bundle Tests) benchmark [29]. This benchmark includes an
experimental campaign with electrically-heated subchannels and rod bundles.

The data relevant for this work come from exercise II-1, the steady-state fluid temper-
ature benchmark. This test run uses a 5x5 rod bundle with the same pitch, rod diameter,
and heated length as a Westinghouse 17x17 fuel assembly. The bundle includes a number
of spacer grids, some with flow mixing vanes. A non-uniform radial power distribution was
imposed as shown in Figure [2-12

Thermocouples measured the coolant temperature at the outlet of each subchannel. The
raw data is restricted to benchmark participants, but a useful subset can be found in open
literature. Valette provides the results of two experiments (averaged along the y-axis) for
validation of CATHARE 3 (in 3D mode with one mesh cell per subchannel) [30].

Calculations using the subchannel solver developed for this thesis are plotted alongside
PSBT benchmark data from [30] in Figure The value of 8 = 0.08 used in the solver
was tuned to match the run 6232 results.

The calculated results agree well with the run 6232 data, but not as well with the run

5252 data. The 5252 run has a similar input power and mass flow rate (within 10%), but

Figure 2-12: The radial power distribution in the relevant PSBT experimental test series.
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Figure 2-13: Comparison of subchannel outlet temperature calculation to experimental
data. Results averaged along the y-axis (Figure coordinates). Experimental data from
[30].
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the inlet coolant has a lower temperature, pressure, and velocity. The Reynolds number in
central subchannels is predicted to be about 80 000 for 6232 and 45 000 for 5252.

The experimental temperature gradients are steeper for 5252 than predicted suggesting
a smaller mixing factor. (A  of 0.04 or 0.05 matches the overall gradient more closely.)
The experimental results also show a jump in temperature from the first column to the
second column which is not replicated by the subchannel solver used here or by CATHARE
3 as reported by Valette [30]. Such a jump can be found by using a very small mixing factor
(e.g. B =0.005), but the overall gradient will be missed.

It is tempting from these results to use a model for g that increases as a function of
Reynolds number. However this conflicts with the results reported by multiple researchers
that find a small downward trend on bare rod bundles[19, 22] and data collected at PWR-
relevant Reynolds numbers that show no significant trend [24]. Consequently, it is assumed
here that 3 is independent of the Reynolds number. It is tuned to match run 6232 as that

run is closer to PWR operating conditions.

42



Chapter 3

Heat Transfer Solver

This chapter discusses the heat transfer component of the presented multiphysics solver.
This component accounts for conduction, convection, and thermal radiation in fuel rods in
order to compute the fuel and cladding temperature distributions.

For a production solver that might be used by nuclear utilities and vendors, this por-
tion of the coupled physics is critically important because the temperature in the fuel and
cladding must be strictly limited to prevent releases of fission products in accident con-
ditions. Fuel temperature also provides an important role in multiphysics feedback and
reactor stability. In LWRs, the fuel temperature has a large impact on neutron transport,
primarily through the Doppler broadening of cross sections.

For this work, a simple finite difference solver is developed that solves for the radial
temperature distribution within a fuel pin. It is assumed that axial and azimuthal heat
transfer are negligible which allows for the temperature in a fuel pin to be modeled with a
set of uncoupled 1D systems.

Many important phenomena are neglected here including thermal expansion, creep,
radiation-induced swelling, and restructuring. These phenomena must be considered for an
accurate production solver, but their overall impact on the design of multiphysics algorithms

is considered small enough that they are unnecessary for this thesis.
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3.1 Discretization

The fundamental equation used by this solver is the conservation of heat which can be
written in the general form,

or
Pep 5y +V-¢" —¢"=0 (3.1)

where p is the material density, ¢, is the specific heat capacity, T is the temperature, q” is
the heat flux vector, and ¢ is the volumetric heat generation.

For this work only steady-state simulations are considered so the time derivative is equal
to zero. Heat transfer in the axial and azimuthal directions are assumed to be negligible
relative to the radial heat transfer.

The problem is discretized into a set of radial regions. Figure [3-1] illustrates the dis-
cretization. Each region is an annulus and the inner and outer radii for region ¢ are respec-
tively labeled r;_1/, and r;1/,. The innermost region has a zero inner radius, r9_1/, = 0,
making it a disk. Each region is also assigned a central radius, r; = (r;_1/, +1;41/,)/2.

These regions cover the fuel and cladding but not the gap between them. This means
that if region n is the outermost region of the fuel then ry, 11/, # r(,41)-1/,. Otherwise each
region is in direct contact with its neighbors.

Applying this discretization scheme to Equation [3.1] and assuming only steady-state

radial heat transfer gives,

ity gy Ti—1/s "
/ _ ! —d" =0 3.2
iy T2 T Ay e T (3.2)
Region i

Figure 3-1: The heat transfer spatial discretization scheme. Region ¢ is a circular annulus
between radii r;_1/, and r; 1/,.
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"

and ¢/ , /, are the values of of the radial heat flux at r;1/, and r;_1/, and ¢

1
where ¢; i

it+1/2
is the heat generation rate in region s.

Enumerating this equation for ¢ = 0,1,..., N — 1 provides a system of N equations,
each conserving energy for a particular ring. To solve this system, the ¢” terms must be
expressed in terms of T

Except for the outer boundary condition, the heat flux across each surface is computed

from the difference in temperature of the two adjacent regions e.g.,
q;;%, = Ciit1 (Tiv1 — T3) (3.3)

The form of the coefficients, C; ;11, differ depending on whether the heat transfer mech-
anism is conduction through the interior of a solid or conduction and radiation through the
fuel-clad gap. The value each coeflicient takes depends on the temperature of the adjacent

regions which makes the heat transfer problem nonlinear. These coefficients are derived in

Appendix

3.2 Heat flux models

Most of the radial surfaces considered by the solver lie within a solid material—either the
fuel or the cladding. Across these surfaces, the heat flux is computed from Fourier’s law of

conduction. Assuming only 1D radial heat transfer, Fourier’s law can be expressed as,

oT

where k is the thermal conductivity. Appendix [B] describes the temperature-dependent
model used for the fuel thermal conductivity; a fixed value is used for the cladding.

The heat flux across the fuel-clad gap is computed from the linear model,
ng = hg (Tfo - TCi) (35)

where hy is the gap heat transfer coefficient, Tf, is the temperature of the outer surface of
the fuel, and T¢; is the temperature of the inner surface of the cladding.

As described in Appendix |E|, hg is evaluated using temperature-dependent models for
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helium gas thermal conductivity and for thermal radiation.

The heat flux on the outer surface of the cladding is computed using the Dittus-Boelter
model for convective heat transfer and the Chen model for nucleate boiling. For each fuel
pin, values from the adjacent subchannels are averaged to find the fluid properties needed
for these models.

Appendix [B| describes how the Cj ;41 coefficients (used in Equation are computed
for each of these heat flux models. This forms a set of linear models that can be used
in a typical linear algebra solver. However, the coefficients also depend on the problem

temperature values which necessitates a nonlinear iteration as well.

3.3 Numerical solver

3.3.1 Solver overview

The basic structure of the heat transfer solver is shown in Algorithm [I} The solver handles
each axial segment of each fuel pin separately. For each of these regions, the solver first
computes the cladding outer wall temperature, and this is used as a boundary condition for
the heat transfer problem. A linear solver is then used within a nonlinear iteration loop to

compute the temperature values of the fuel rod interior.

3.3.2 Linear system

From the discretized heat equation, Equation [3.2] and the linear temperature difference
model of the radial heat flux, Equation the conservation of heat over the typical region

i can be expressed in the form,

AiiaTi + AT + A i1 T = Qi

Algorithm 1 Basic structure of the heat transfer solver
1: for each axial level do
for each fuel pin do
Compute T, (Algorithm

2
3
4: for nonlinear iteration do
5
6

Use temperature solution to update linear system coefficients
Solve the linear heat transfer system
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where the A coefficients can be computed from the previously discussed heat flux models
and @); is computed from the heat generation in the region. This form holds for all regions
except the innermost where there is no 7;_1 term.

Enumerating these equations for each ring of the fuel and cladding gives the linear
system,

AT = Q (3.6)

where A is a matrix of the A coefficients, T' is a vector of temperature values, and Q is a
vector of heat generation.

For convenience in the software implementation, an atypical approach is used here where
the outer boundary condition contributes to the left-hand-side of Equation [3.6] rather than
the right-hand-side. If there are N regions then the vector, T', has length N 4+ 1. The
last value in T is T.,, the temperature on the outer surface of the cladding. This value is
computed elsewhere (as discussed in Section and is considered fixed for the purposes
of the linear solver.

For an example 5-region problem, the linear system can be written in the form,

To

Ago  Aoa - Qo
1

Arp Ain Airp T Q1
2

As1 Azz Az =l @2 (3.7)

T3

Aszo Asz3 Asza Qs
Ty

Ayz Agg Ays T Q4

Note that the term, A4 57,, could be moved to the right-hand-side of Equation and
subsumed in ()4. This would change the system into a more conventional form with a square
matrix and the vector T representing only unknown values. However the Ay 5 coefficient is
computed in a similar manner to the other off-diagonal coefficients so it is more convenient
to leave this term on the left-hand-side for the purposes of implementing a solver.

To reduce the size of the A matrix in computer memory, it is stored in a banded form.

This form is like the banded matrix form used by LAPACK, except that here it uses row-
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major order as is conventional in C. For the 5-region example,

Ap1 Arp Az Aszs Aus
Band (A) = | Ago A1 Asp Ass Asg
Ao Ag1 Aza Aus

The matrix is tri-diagonal meaning it can be efficiently solved in a direct fashion via
Gaussian elimination (also known as the Thomas algorithm for tri-diagonal matrices). The
system is solved in-place, reusing the computer memory allocated for A to store intermediate
values of the calculation. Note that the solver only computes the first N elements of T—

neglecting the final element which represents the boundary temperature.

3.3.3 Nonlinear iteration

Most of the elements in A depend on the temperature solution. This is because of the
temperature-dependent models for thermal conductivity and the nonlinearity of radiative
heat transfer. For this reason, the solver includes a nonlinear iteration loop.

For each of these iterations, the temperature-dependent parameters are computed and
used to fill the A matrix. The tri-diagonal linear solver is then used to compute an updated
temperature solution. The output of the linear solver is used directly making this a non-
relaxed Picard iteration.

After each iteration, an Ly norm is computed of the relative temperature change in each
region. The iteration terminates when this norm falls below a specified tolerance.

A separate iteration is performed for each fuel pin and for each axial region of the pins.

This means that fewer iterations will be performed for regions that converge quickly.

3.3.4 Boundary condition iteration

Due to the onset of nucleate boiling, the heat transfer coefficient on the outer surface of
the fuel rod is highly nonlinear with respect to temperature. The heat transfer coefficient
proved difficult to resolve with go-to methods like Picard iteration and Newton iteration.
Instead, a custom search procedure is used.

The heat flux on cladding outer surface, ¢, is modeled as,

q:;,o = hcony (Tco - Tb) + hnb (Tco - Tsat) (38)
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where hcony is the convective heat transfer coefficient, hp, is the nucleate boiling heat
transfer coefficient, Tt is the temperature of the cladding outer surface, Tp is the bulk tem-
perature of the surrounding coolant, and Tg,t is the saturation temperature of the coolant
at the relevant pressure.

In steady-state conditions the heat flux is a known quantity, but the cladding tempera-

ture is not. Solving this equation for the cladding temperature gives,

hcoanb + hansat + qgo
hconv + hnb

Teo = (3.9)

The difficulty arises from the fact that hn, depends strongly on T,,. This dependence

can be shown explicitly with,

Tlh _ hcoanb + hnb (Trhs) Tsat + Q(/zlo (3 10)
° hconv + hnb (Trhs)

where the subscripts now indicate the cladding temperature on the left-hand-side and right-
hand-side of the equation.

The search procedure aims to find the fixed point where the equation is balanced with
Tins = Tins. The procedure is described in Algorithm 2] First the cladding temperature is
computed assuming only convective heat transfer. If the computed temperature is below
saturation, then no boiling is expected and the temperature value is accurate.

If boiling is predicted, then the solver begins searching for the cladding temperature
starting with a guess of Ty = Tgat. It steadily increases Ting by 1 K increments until it
overshoots the solution as indicated by Tihs < Tihs-

At this point, the solution is known to lie somewhere between Ty, and Ty —1 K. So the
solver then performs a binary search over this range. This search is considered converged
when the relative change in hy, between iterations is less than 10™%. The resulting .,
can then be used as a boundary condition for the non-linear iteration on fuel and cladding

temperature.
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Algorithm 2 Search procedure for the cladding outer temperature considering both con-
vective and boiling heat transfer.

1: Compute the average fluid properties of adjacent subchannels
2: Compute heony from the Dittus-Boelter correlation
3 Too < T+ deo

& if Toy > T Chen

5: Tihs < 00

6: Trs < Toat — 1 K

7: while Tiys > Tis do

8: Tihs < Tins + 1 K

9: Compute hyp, from the //Chen correlation using Ty
10: Tips 4 Moo pbthupfiorticg

11: Tio < max (Tyat, Trns — 1 K)

12: Thi < Trns

13: while Unconverged do

14: Tia = 5 (Tio + Tii)

15: Compute hpp, from the”Chen correlation using Tiiq
16: Teo «— oo Tbthup oot tdco

17: if T, < Tiniq then

18: Thi — Tmid

19: else
20: Tio < Thia
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Chapter 4

Neutronics Solvers

This chapter will describe how neutron transport has been treated in the multiphysics solver.
Two different neutronics solvers are used: OpenMC [I1] which is a Monte Carlo transport
solver and a custom coarse mesh finite-difference solver that is based partly on neutron
diffusion theory.

Monte Carlo is advantageous because it can explicitly represent the geometry features in
3D, use continuous-energy cross sections, and resolve the angular distribution of neutron flux
without approximate discretizations. This cuts out much of the development and validation
work needed for the classic neutronics toolchain of equivalence theory, lattice physics, and
nodal diffusion.

However, converging the neutron source distribution with MC is very expensive so it is
useful to include a coarse mesh solver in the system. Given parameters generated by MC,
the coarse mesh solver can find accurate solutions with orders-of-magnitude less runtime [§].

The focus of this thesis is on effectively using the MC-backed coarse mesh solver in a
multiphysics simulation. For that purpose, a novel technique is introduced where MC differ-
ential tallies are used to approximate the temperature and density dependence of the coarse
mesh solver parameters. The coarse mesh solver with feedback-dependent parameters can
then be used as an approximate surrogate in place of MC for some multiphysics iterations.

This chapter will discuss the MC and coarse mesh solvers in detail. First, some back-
ground is provided on recent advances in MC methods that make it practical for use on
full-core and quarter-core multiphysics problems. Following that is a discussion of the

OpenMC differential tally implementation and how it can be used to generate feedback-

51



dependent coarse mesh parameters. Finally, this chapter will describe the coarse mesh

solver with some focus on parallel numerical methods.

4.1 Background on full-core Monte Carlo simulations

The objective of this work is to design a multiphysics solver that can solve full-core problems
in a practical amount of time on a practical computer. A few decades ago, this could not be
done with a Monte Carlo solver. However it is now approaching reality thanks to advances
in both computer resources and solver methods development.

This section will discuss some of the important advances in methods that have enabled
full-core MC calculations. It is helpful to frame this discussion with observations published
by Bill Martin in 2012 [31]. Martin highlights these six issues as a barrier at the time for

routine usage of full-core MC simulations:
e Prohibitive computational time for acceptable statistics
e Excessive demand on computer memory
o Slow convergence of the fission source
e Apparent versus true variance
o Accounting for multiphysics feedback

o Adapting to future computer architectures

4.1.1 Cross section representation

Relating to the issues of computer memory and multiphysics feedback, Martin brought
attention to the large costs of using Doppler-broadened pointwise cross section libraries to
simulate reactors with a realistic range of temperature variations.

Historically, MC transport codes usually accepted as input a pointwise cross section
library that had been Doppler-broadened to a set of discrete temperatures in pre-processing.
This raises a challenge for multiphysics simulations where each region of the reactor might
take on a unique temperature from the continuum of real values. One clever work-around
is the “pseudo-material” method described by Jeremy Conlin et al. [32].

If, for example, a fuel region’s temperature is computed to be 1023.5 K then the fuel

material can be modeled as a pseudo-material with some fraction of e.g. 23°U at a lower
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temperature such as 900 K and the remainder 23U at a higher temperature such as 1200 K.
Conlin et al. [32] describe the procedure for choosing the appropriate nuclide ratios based
on interpolation using the square root of temperature values, and they demonstrate this
method on a high temperature gas reactor multiphysics problem solved with MCNP5 and
RELAPS5. Others advocate for interpolation that is linear in temperature. Daeubler et al.,
for example, use linearly-interpolated pseudo-materials in a full core PWR calculation with
Serpent 2 and SUBCHANFLOW [33] based on a study of cross section interpolation by
Trumbull [34].

One particular advantage of the pseudo-material approach is that it allows for the use
of well-established codes like MCNP5 without having to modify the internals of the solver.
Pseudo-materials can also be applied equally easily to resonance range pointwise data, un-
resolved resonance probability tables, and molecule-bound thermal scattering distributions.
However, the pseudo-material method comes with high computer memory costs given that
the solver must store the pointwise cross sections at many temperature values. It also places
a burden on the user to decide how fine of a temperature grid is needed and possibly make
a trade-off between accuracy and computational expense.

Pseudo-materials are a useful hack to make the traditional MC cross section represen-
tations work for multiphysics calculations, but over roughly the last decade, MC developers
have been building a variety of better cross section representations that remove the need for
pseudo-materials. These methods include kernel reconstruction, on-the-fly (OTF) Doppler
broadening, target motion sampling (TMS), and windowed multipole (WMP).

The kernel reconstruction method is a high-order interpolation technique that uses cross
sections evaluated at a carefully chosen set of temperatures [35]. As a pre-processing step,
pointwise cross sections are generated on a precise, irregular temperature grid. During the
MC simulation, the cross section at a particular temperature can be evaluated from a linear
combination of its values on the reference temperature grid. This method can be viewed
as a generalization of pseudo-materials in that it uses many points for interpolation rather
than two. It is more accurate than simple interpolation schemes, and as a result, a coarser
temperature grid with less memory cost can be used to achieve the same target accuracy.
However, it still requires pointwise cross sections evaluated at many temperatures.

OTF is a different approach that has been recently adopted by the MCNP develop-

ers [36]. With this approach, cross section temperature dependence is modeled as a polyno-
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mial using powers of v/T and 1 / V/T. With this method, a grid of temperatures is effectively
replaced with a set of polynomial coefficients. Unfortunately, high-order polynomials are
required for accuracy—up to 17 terms to achieve <0.1% error on the cross section values—
which complicates their implementation [36].

TMS has been developed primarily by the Serpent MC team [37,[38]. TMS is a rejection-
sampling technique (similar to delta tracking) where potential collision sites are sampled
using a majorant cross section. At each potential collision, a target nucleus velocity is
sampled and the collision is accepted or rejected based on the cross section of a target with
that velocity. Inefficient rejection-sampling can lead to runtime issues, but the MC code
must only store cross sections at one temperature which offers significant memory benefits
over the other pointwise methods.

WMP is the approach taken by the OpenMC team [39] 40]. With WMP, the pointwise
representation of cross sections is abandoned in favor of a set of low-order polynomials
and parameters that describe the location and shape of cross section resonances. These
parameters are independent of temperature, and Doppler broadening is handled analytically
while tracking neutrons instead of as a pre-processing step. Cross sections are slightly slower
to evaluate with WMP, but large memory savings are offered relative to the pointwise
methods.

WMP is the method used here for temperature-dependent resolved resonance range
cross sections. This method was chosen primarily because it is the only one of the three
implemented in the main branch of OpenMC; it is unclear if any of the others would prove
superior for this application.

Note that neither WMP nor TMS can be used to model molecular thermal cross sections
(i.e. those computed with S(a, ) tables) or unresolved resonance cross sections. For those
cross sections, this work uses OpenMC’s interpolation feature on a traditional grid of discrete
temperatures. This interpolation method is similar to the pseudo-material approach. The
thermal and unresolved resonance cross sections require much less memory than the resolved

resonance range so the simple interpolation approach is practical.

4.1.2 Acceleration methods

One issue Martin highlighted, “slow convergence of the fission source”;, can be directly

addressed with acceleration methods like CMFD (coarse mesh finite difference). With
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CMFD, a modified form of a finite difference diffusion solver (using MC tally results) is used
to compute the expected neutron source distribution, and MC source sites are weighted to
match that distribution. This usually enables a MC simulation to reach a converged source
distribution with many fewer neutron generations.

CMFD was historically developed for multigroup deterministic solvers. It was applied to
full-core MC calculations in 2010 by Lee et al. [8]. In this case, CMFD reduced the number
of generations needed for convergence (starting from a flat source, convergence estimated
via Shannon entropy) by an order of magnitude, from 150 to 10.

In 2014, Herman published an extension of the CMFD developments where multiphysics
iterations were performed directly with CMFD [I0]. This approach not only reduces run-
time spent converging the MC source distribution, it also aims to reduce the total number
of active MC generations needed for coupled system convergence because much of the in-
formation those generations would provide to the heat transfer and fluid dynamics solvers
is now provided by CMFD.

In order to capture thermal feedback with CMFD, the temperature-dependent behavior
of the CMFD input parameters (cross sections, diffusion coefficients, and current correction
factors) must be modeled. Herman used an on-the-fly machine learning algorithm to fit
temperature-dependent models of CMFD parameters. This thesis builds upon the work of
Herman by computing the cross section derivatives directly with MC tallies.

The methods presented here have many similarities to those used by Herman so it
is worth highlighting some of the distinctions. The machine learning approach used by
Herman requires defining a feature vector—the independent variables considered by the
machine learning model when fitting data. For the learned model to be useful, there must
be a large enough variety and quantity of features so that the model can capture the observed
variation in the data. For example, Herman used a feature vector that included for each
coarse mesh cell: fuel enrichment, number of burnable poison rods, average coolant density,
and average fuel temperature.

However, providing too many features may lead to overfitting where the software begins
to identify and use spurious relationships in the data that ruin its predictive capability. So
it may be the case that adding another feature for proximity to an axial reflector makes the
model more predictive, or it may cause overfitting. Likely, the stochastic results produced

by MC codes will exacerbate overfitting issues. Because of these issues, finding an optimal
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feature vector is a non-trivial task.

For this work, the surrogate model (CMFD with feedback-dependent cross sections) is
created using differential tallies. One advantage to this approach is that extra derivatives
(e.g. ¥5Xe or 23°U concentration) can be added without the concern for overfitting.

Another distinction is based on the fact that the machine learning model attempts to
measure derivatives by looking at the variation between regions. If the model is missing
important variables, then it may try to explain the data variations with the incorrect vari-
ables. For example, if the model does not account for control rod insertion, it may try to
fit for the impact of control rods using the fuel temperature. Differential tallies will have
no such error. Similarly, differential tallies can resolve e.g. a density derivative even when
there is no variation in density across the problem (as may be created by a uniform initial

condition) or when the variation is so small that its impact is obscured by stochastic noise.

4.2 MC software optimization

This section will discuss a collection of software-focused optimizations that are used in this
thesis to reduce the runtime required for the Monte Carlo neutronics solver. This chapter
as a whole largely focuses on diffusion-based CMFD neutronics which is essentially a way
of reducing the number of required MC generations for a simulation. This section instead
focuses on reducing the runtime required for each of those generations.

Two optimizations are presented for OpenMC’s ray tracing methodology: shared-memory
cell-based neighbor lists and universe partitioning. Fine discretization for multiphysics pur-
poses can reduce ray tracing performance, but these optimizations exploit patterns in the
discretization to mitigate the cost. Each of these optimizations leads to a 25% performance
boost on the quarter-core multiphysics problem discussed in Chapter [7]

A discussion is also provided on the use of collision-estimated tallies in place of tracklength-
estimated. This also leads to a roughly 25% runtime reduction due to the complexities of
computing tracklength-estimated tallies on a mesh. A demonstration is also provided on a
simple 2D pincell problem showing that the difference in resulting tally uncertainty is small

for the problems of interest.
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4.2.1 Efficient neighbor lists
Surface-based versus cell-based neighbor lists

When a simulated particle crosses a boundary in a MC code (that is not using delta-
tracking), the software must determine which cell the particle is entering. An exhaustive
search over all cells would be prohibitively expensive so MC codes use neighbor lists to
reduce the search space.

There are several different ways to implement neighbor lists. The most fundamental
design choice for neighbor lists is what type of geometric entity their adjacency relationship
is based on. One option is surface-based adjacency, where there is a neighbor list for each
surface in the geometry (or one for each side of each surface). Another option is cell-based
adjacency where there is one neighbor list for each cell. Figure provides a diagram
to highlight the distinction. (As discussed in Appendix |[C| some MC use a further refined
technique where each cell has a separate neighbor list for each surface that it touches.)

For the multiphysics geometries considered here, cell-based neighbor lists are generally
shorter than surface-based and thus more efficient. Consider a simple 3D pincell problem
that is axially discretized. Figure [I-2] shows that cylindrical surfaces in this geometry will
span the entire length, and thus the number of neighbors is proportional to the number of
axial regions. In contrast, Figure shows that the number of neighbors for a typical cell
does not change with the axial discretization.

The downside to cell-based neighbor lists is that they are more difficult to generate.
Surface-based lists can be generated relatively easily during the initialization stage of the
solver. Cell-based lists are instead generated during the simulation, using the boundary
crossings observed by the solver to discover the adjacency relationships.

Building a neighbor list during the simulation in turn poses difficulties for a MC solver

Surface-based Cell-based neighbor
neighbor lists lists consider
consider neighbors neighbors of the last
of the surface the cell the particle was
particle crosses in

Figure 4-1: Diagram to indicate the difference between surface-based and cell-based neigh-
bor lists on a hypothetical geometry.
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Figure 4-2: A simplified fuel pin geometry with two different levels of axial discretization.
The highlighted cylindrical surface divides fuel cells from moderator cells. The number of
cells neighboring the highlighted surface scales proportionally with the axial discretization.

Figure 4-3: A simplified fuel pin geometry with two different levels of axial discretization.
The number of cells neighboring the highlighted cell does not scale with the discretization.
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with shared-memory capabilities. Generating efficient, cell-based, shared-memory neighbor
lists was the topic of a separate publication [41], and the findings of this publication are
discussed in Appendix [C]

OpenMC originally used surface-based neighbor lists. The cell-based, shared-memory
methodology discussed in Appendix [C] was merged into the main branch of OpenMC with

pull request #1140, and the simulations presented in this thesis use those methods.

Quarter-core performance

Simulations were run to test the impact of the neighbor list changes on the quarter-core
PWR multiphysics problem described in Chapter [7]] These simulations used the same ac-
celerated multiphysics solver discussed in Chapter [7]and the same geometric discretization.
This problem uses a 42-region axial mesh with 1 radial region in the fuel. These test simu-
lations used 5 MC generations with 200 million neutrons per generation. (More generations
would be needed to converge tallied quantities of interest, but this small number is sufficient
to test solver performance.) These simulations were run using Google Cloud Platform on a
single “nl-standard-64” instance. Exact details of the machine architecture are unknown,
but it presents (in /proc/cpuinfo) as a machine with 64 generic Intel Xeon cores.

For this study, surface-based neighbor lists were reimplemented in a recent version of
OpenMC. Consequently, the only software difference between the two simulations is the
neighbor list implementation. (Both simulations include universe partitioning which is
discussed in Section [4.2.2])

With surface-based neighbor lists, the MC portion of the solver has a wall time cost of
5.3 hours (340 cpu core hours). With cell-based lists, the wall time falls by 25% to 4.0 hours
(260 cpu core hours). The MC solver is the most expensive of each of the coupled physics

solvers so the overall multiphysics solver runtime reduction is 23%.
4.2.2 Universe partitioning

Background

Neighbor lists are not used in OpenMC when a particle crosses a boundary between universes
(including every boundary in a fuel assembly lattice). For these universe crossings, a search

is performed over the cells in the destination universe.
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Possibly, the neighbor list implementation could be improved to cover these universe
crossings. However, in the course of this work, it was discovered that there was a low-
hanging fruit for speeding up the cell search, and thus lessening the cost of these universe
crossings regardless of the neighbor lists.

The multiphysics geometries considered for this work are axially divided with a large
number of z-planes. This forms a pattern in the geometry that the ray tracing code can
take advantage of: if a particle lies above a plane at z = zp, then it also lies above the
planes at z = zg — 10 cm and z = 25 — 20 cm and so on.

As originally implemented in OpenMC, a universe crossing would result in a simple linear
search for the particle. There is a list of cells that lie in each universe, and the code would
step one-by-one through the list, checking to see if the particle lies in each cell. If there are
N axial regions, then the cost of this search is O(NN). With an axially-discretized geometry,
this procedure can be replaced with a binary search which gives an O(log(/N)) cost. Figure
[4-4) illustrates how a binary search tree can be constructed from such a geometry.

In the course of this thesis, the UniversePartitioner was added to OpenMC for this
purpose. OpenMC now automatically checks during initialization for universes that contain

many z—planesEl When such universes are found, they are assigned a UniversePartitioner

'To be precise, OpenMC will currently partition universes that contain more than 10 cells and more than
5 z-planes.

> ’
| 1/ \5
4+ N /N /N
0 2 4 6

‘S dbdedodo

1 _ n = z-plane

| ! O = list of cells

Figure 4-4: Left: a simplified pincell geometry with highlighted z-planes. Right: a binary
search tree for geometric cells using the z-planes.
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which builds a binary search tree over the z-planes. Given a particle location, this object
traverses the search tree and returns the subset of cells that lie within the z-bounds that
bracket the particle location. This smaller subset of cells is then used in the traditional
search routines. This feature was merged into the main branch of OpenMC with pull

request #1210.

Quarter-core performance test

The performance was evaluated on the quarter-core multiphysics problem using the same
procedures described at the end of Section [£.2.1] The UniversePartitioner feature was
deactivated, and accelerated multiphysics simulations were run with 5 MC generations and
200 million neutrons per generation on a 64-core “nl-standard-64" Google Cloud Platform
instance.

Without universe partitioning, the MC portion of the simulation requires 5.3 wall clock
hours (340 cpu core hours). With universe partitioning the time falls to 4.0 hours (260 cpu
core hours) which is a 25% reduction. Coincidentally, the runtime savings almost exactly

match those offered by switching from surface-based to cell-based neighbor lists.

Notes on the OpenMC implementation

The UniversePartitioner implemented in OpenMC is targeted at the axial discretization
of multiphysics models. Likely, it could be expanded in the future to assist with fine radial
or azimuthal discretizations as well.

It should also be noted that OpenMC’s UniversePartitioner is effectively a simplified
version of the octree and k-d tree techniques that are popular in computer graphics software.
Implementing these more advanced methods might lead to further performance increases,
although there are some important differences between typical MC neutronics geometry
models and computer graphics geometry models.

One limitation to the OpenMC implementation is that only simple cells are partitioned.
In OpenMC, the volumetric region of each cell is described in terms of intersection, union,
and complement operators on surface half-spaces. Cells which are only defined with inter-
section operators are referred to as simple.

Given the region definition of a simple cell, it is a straightforward process to determine

the cell’s bounding box which then allows it to be easily placed in the search tree of a
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UniversePartitioner. Determining the bounding box of a non-simple cell is more diffi-
cult so these cells are not partitioned; the non-simple cells are added to every leaf of the
UniversePartitioner’s search tree. This is one of many reasons why simple cells lead to

better performance in OpenMC.

4.2.3 Collision-estimated tallies

Another optimization applied here is to use collision-estimated tallies rather than tracklength-
estimated tallies. This significantly reduces the solver runtime, largely due to the compli-

cations of using tracklength tallies with mesh filters.

Software implementation differences

In OpenMC, filters can be specified by a user to discretize tallies over materials, cells, energy
intervals, and a broad array of other variables. This thesis makes extensive use of mesh
filters which can discretize tallies on a Cartesian mesh that overlays the geometryE] These
are very convenient for use with finite difference diffusion solvers because they can compute
reaction rates and fluxes that are homogenized directly onto the diffusion solver’s mesh.

For the quarter-core calculations described in Chapter [7] there are two OpenMC mesh
filters in use. One matches the mesh used by the diffusion solver with 4 cells per fuel
assembly in the xy-plane. This mesh filter is used to compute the 2-group cross sections,
diffusion coeflicients, and D correction factors used by the diffusion solver. The second is a
finer mesh with 1 cell per fuel pin in the xy-plane, and this mesh is used to compute the ¢’
distribution.

To implement the mesh filter for collision-estimated tallies, the software must simply be
able to locate the mesh bin of a collision point after each sampled particle collision. This
can be done efficiently by performing a binary search over the mesh boundaries in each of
the three spatial dimensions.

The software for tracklength-estimated tallies is far more complex. Instead of locating
a single point in the mesh, the software must now handle the line segment created by a
particle transport event. This line segment can pass through multiple mesh cells. The code

must determine which mesh cells the segment passes through and what fraction of the line

20penMC currently offers regular and rectilinear Cartesian meshes. The rectilinear mesh capability was
added in the course of this thesis and merged into OpenMC with pull request #1246.
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lies within each. The software logic is complicated by accounting for corner-cases such as
when the line segment starts or ends outside of the mesh, or when it does both but still
intersects the mesh. The software must also guard against very short line segments which
could lead to floating-point precision issues. As a result of this complexity, the runtime cost
of tracklength-estimated mesh tallies is significantly greater than that of collision-estimated

mesh tallies.

Quarter-core performance test

To demonstrate the runtime differences, a test was run on the quarter-core multiphysics
problem using the same procedures described at the end of Section The collision-
estimated tallies were replaced with tracklength-estimated tallies, and an accelerated multi-
physics simulation was run with 5 MC generations and 200 million neutrons per generation
on a 64-core “nl-standard-64” Google Cloud Platform instance.

With tracklength tallies, the MC portion of the simulation requires 5.4 wall clock hours
(350 cpu core hours). With collision-estimated tallies, the time falls to 4.0 hours (260 cpu
core hours) which is a 27% reduction. This is again similar to the runtime boosts offered

by cell-based neighbor lists and universe partitioning.

Estimator efficiency

There is a reason that software developers have gone through the trouble of implementing
the complex tracklength tallies. Considering the stochastic uncertainty of the resulting
tallied values, tracklength tallies can offer better performance for optically thin regions. In
these regions, few collisions are sampled, and collision-estimated tallies consequently lead
to a high variance.

However, the tally regions used here cover one or more entire fuel pins and are thus
optically thick. For these thick regions, both estimators lead to a similar variance.

To demonstrate this, a small 2D pincell problem was studied. The geometry and ma-
terials match the example pincell problem distributed with OpenMC. Simulations were
performed in fixed-source mode (with the create_fission_neutrons option turned off so
secondary fission neutrons are not produced). With a fixed source, batches are statistically
independent so the estimated uncertainties reported by OpenMC are not plagued by auto-

correlation effects, and these reported values are used here. The source is spatially uniform
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and sampled from a fission neutron energy spectrum. Simulations used 10 batches with
100000 particles per batch.

For representative tally examples, the flux and absorption rate were tallied in two en-
ergy groups (boundary at 0.625eV). No other filters were used which means the tallies are
homogenized across the entire pincell. Both tracklength-estimated and collision-estimated
tallies were computed.

The uncertainties reported by OpenMC—the standard error of the mean—are shown in
Table [4.I] The uncertainty differs by a factor of about 2x for the thermal flux tally. For
the other tallies, the uncertainties are similar.

It is also worth noting that optically thin regions have an impact on the uncertainty
even when the tally homogenizes over them. This pincell problem includes such a region in
the form of the gap between the fuel and cladding. This gap is filled with helium gas, and
that gas is modeled explicitly for the simulation behind Table Replacing this helium
gas with a void reduces the tally uncertainty as seen in Table [£.2]

For the same reason that the helium gas increases tally uncertainty—it has a very small
macroscopic cross section—it is also expected to have a negligible impact on simulation
results. Consequently, a void is used in place of the gas for the simulations in this thesis.

With the voided gap, the difference in uncertainty is small for each of these example
tally results. Consequently, it is expected that collision-estimated tallies offer overall better

performance since they decrease the MC runtime and provide a similar variance.

Table 4.1: Standard error of the mean Table 4.2: Standard error of the mean
(SEM) for tracklength- and collision- (SEM) for tracklength- and collision-
estimated tallies of a pincell problem with estimated tallies of a pincell problem with
a helium-filled gap. a voided gap.
Tally Tally SEM Tally Tally SEM
Tracklength  Collision Tracklength  Collision
(¢); 6.4 7.7 (), 45 5.5
(Eq0); 0.15 0.11 (Xa); 0.12 0.085
(¢), 2.6 5.9 (¢), 2.1 1.8
(Xa)y 0.28 0.21 (Bad)y 0.24 0.23
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Table 4.3: Runtime cost with and without the discussed optimizations. The values indicate
the runtime spent in the MC portion of a quarter-core multiphysics simulation.

Cell-based neighbor lists  Partitioning Collision-estimated tallies Runtime [hours]

X v v 5.3
v X v 5.3
v v X 5.4
v v v 4.0

4.2.4 Summary

This section has discussed a collection of software-oriented details aimed at maximizing
the performance of the MC simulations used in this thesis. Table summarizes the
performance tests from the preceding discussion.

The performance gains are significant. By adding the runtime differences, the total time
required for a simulation without any of these optimizations can be projected as 8.0 hours—
twice the cost of an optimized simulation. It is also worth noting that these optimizations
were not difficult to implement in software so the cost-to-benefit ratio of this work is quite
low.

Perhaps the biggest take-away from this optimization work is that it is crucial to use
software profiling techniques with MC codes and to profile them on the problems of interest.
Profiling was used to discover each of the software “hot spots” discussed in this section, and
most of these hot spots are only apparent on representative geometries (such as quarter-
assembly problems discretized for multiphysics).

MC solvers are intricate, and subtle details can have a large impact on solver perfor-
mance. Consequently, it is important to check for problem-specific inefficiencies whenever

performance is an issue.

4.3 Differential tallies

4.3.1 Differential tally basics

Distributions of flux and reaction rates are the usual desired output from a Monte Carlo
solver, but it is also sometimes possible to compute derivatives of these quantities with
respect to temperature and other variables. These differential tallies are a crucial component

of this thesis.
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Differential tallies, also known as differential operator sampling, can be classified as a
kind of perturbation method—a method that describes how the solution will respond to a
small change in the input conditions. It is very similar to the method known as correlated
sampling, and Rief described both of these methods in a 1984 publication [42]. Peplow has
published a more recent description that focuses more on the details of implementation [43].
There are some important subtleties in the implementation and use of differential tallies so
a derivation is provided here.

In general, a tally in a MC transport code is an approximation of a flux-weighted integral.
Considering only collision-estimated tallies for simplicity, the approximation can be written

in the form,
51) (CL‘n

[ s@ptaia~ L3 0@ g, ) (@)
D N = Sy(@,)" " '

where x is a set of coordinates in the 6-dimension phase space of position, angle, and energy;
D is some arbitrary domain of the phase space; 1 (x) is the particle flux (normalized to
one); f(x) is an arbitrary function (it could be unity for a flux tally or a cross section for
a reaction rate tally); the coordinates x,, are the locations of collisions sampled by the MC
code; dp(xy,) is a delta function indicating that only values of x,, that lie inside the domain,
D, contribute to the summation; and ¥;(x,,) is the macroscopic total cross section at .
For brevity, tallies will be indicated by angle brackets with the phase space variables

neglected,

(IR (;f((i))
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Taking the derivative of a flux-weighted integral with respect to some parameter 6 gives,
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Applying the same Monte Carlo approximation from Equation to Equation gives,
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Essentially, computing a derivative tally amounts to replacing the function f in Equation
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[4.1] with a new function g given by,

10f 190 ) (45)
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For a concrete example, consider f(x) = X,(x) for a tally of an absorption reaction rate.
From Equation this tally is implemented by summing up the quantity 3,/3; each time
a collision is sampled in the domain, D. Then, from Equations [£.4] and the derivative

of the absorption reaction rate is computed by summing up the quantity,

)
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at each collision.

4.3.2 The flux derivative

The complexity in implementing (and understanding) differential tallies is mostly due to
the flux derivative term, the second term in the parentheses of Equation 4.5l To discuss
this term, some rigor is needed in describing how the MC code computes the collision
coordinates, x,.

In order for the Monte Carlo approximation (Equation to be unbiased, the phase
space coordinates, x,,, must be sampled from the flux distribution, ¥ («). Sampling directly
from ¢ is intractable so @, values are instead sampled in a Markov chain starting with
source sites. If the source location for history h is x5 then the uncollided flux resulting

from that source can be written as,

Yo(x|zno) = T(x, r0)S(Th0)

where S is the source distribution and T gives the probability of a particle traveling from
Tpo to x.

The coordinates of the first particle collision site, @ 1, can then be sampled from
Yipo(x|xcn o). Starting from the uncollided flux distribution, g, the fluxes from c_collided

neutrons can be computed recursively as,
Ye(x|xhc—1) = T(2, 2hc—1)C(2, The—1)Ve1(Thc—1) c>0 (4.6)
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where C gives the probability of a collision at @ .1 that results in a particle traveling
towards .

The T and C terms will not be described in detail here, but are discussed at length
elsewhere [42], 43, [44] [45]. The T term represents the exponential attenuation of a beam
and C is the double-differential scattering cross section.

The derivative of Equation (using subscripts on T and C to indicate the different

phase space coordinates) is given by,

0 10T, 10C, 1 awc_1>
=T.Cctpe— ™ —~ 4.
9o~ et ('IFC 99 T, 00 9. 08 (4.7)
Equations and [£.7] can be applied iteratively to find,
Y = [[ TiCiS (4.8)
i=1
e L 10T, < 10C; 108
c _ T;C; ) — 9,y -7 4.
! Cs(gﬂrj 90 2T o0 +sae) (4.9)

4.3.3 Practical implementation

To implement a differential tally in a MC code, the software must sum up values of the
g function defined in Equation This g function includes a flux derivative term, i%,
which each particle accumulates as it is transported through the problem. This term can be
thought of as the derivative of the particle’s weight. It indicates the history of the particle,
and how changes in 6 affect the probability of that particle following the sampled path.

In practical terms, this means that %%’ is just another number that must be attached
to each simulated particle. In terms of computer data structures, it is analogous to the
energy or weight attached to each particle. Like those values, it is a real number that is
unique to each particle and it changes as the particle’s flight is simulated. It must also be
initialized when the particle is born, and its initialization is a detailed topic that is discussed
in Section [£.4]

Note that the code must track a weight derivative for each 6 of interest. For example, if
derivatives due to the temperatures in three different regions—77, T5, and Ts—are desired,
then the code must attach three weight derivatives—i%, i%, i%—to each particle

that it tracks. This may result in performance issues for multiphysics simulations so an
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efficient approximation is discussed in Section [£.5.10

Another subtle detail is that the same weight derivative can be re-used for multiple
differential tallies that use the same 0. A single weight derivative can be used to score
tallies for multiple different reactions, e.g. reusing i% for the differential tallies 8iT1 (3q10)
and %Tl (3s1). Similarly, a single weight derivative can be used to score tallies in multiple

different regions, e.g. reusing ig—;f’l for 8iT1 (Zat)) p, and 8iT1 (Za) p,-

Finally, note that implementing differential tallies for any particular 8 requires that %‘g—g

and é% can be computed by the MC solver while tracking neutrons. The derivations for
functional forms of these are nuanced and so curious readers are referred elsewhere [42) [43]
44),[45]. For this work, it is worth noting that the resulting forms are sometimes quite simple

and can be efficiently evaluated in a MC code. Taking the example of material density, p,

19C 1

Cap
Consequently, the C and T terms for density derivatives are evaluated without approxima-
tion in OpenMC. Temperature derivatives, however, are more complex, and an approxima-
tion for C is used in the OpenMC implementation [45].
4.3.4 Derivatives of multigroup cross sections

For this thesis, differential tallies are ultimately used for Taylor series extrapolations of
multigroup homogenized cross sections. These cross sections are used to simplify the eval-

uation of reaction rate integrals, and they can be defined by the relationship,

Eq

By ///V A,r S(r, E)Y(r, E,Q)dQdrdE =
i EE_ / / /V AﬂWﬁEﬁ)dﬁdrdE (4.10)

where E,_; and E; are the boundaries of energy group, g; V; is an arbitrary volume; and E, ;
is the multigroup homogenized cross section. The word homogenized is frequently omitted

here for brevity.
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Solving Equation for the multigroup cross section gives,

_ fgggfl fff% -f47r E(Tv E)u’("’, E7 ﬁ)dﬁd’l”dE
R Iy il B, Q)dQdrdE

(4.11)

These integrals can be approximately evaluated using MC tallies per Equation
Replacing the integrals in Equation with tallies gives,
<2w>g,i

Ygi = T, (4.12)

Taking the derivative of Equation gives,

0%gi _ <8§T¢>g,i ~ Zgi <%}>g7i (4.13)

9 @y

Equation shows that the derivative of a multigroup cross section includes the con-
tribution from two differential tallies—one for a reaction rate and one for the neutron flux.
The subtraction in the numerator of Equation has crucial implications for this thesis
that are the subject of Section

4.4 The unperturbed source approximation for differential

tallies

4.4.1 Difficulties arising from the perturbed source

Differential tallies require that a MC code keep track of the derivative of each particle’s
weight. Equation shows that the derivative of the particle source distribution is needed
in order to initialize this weight derivative. In other words, differential tallies must consider
how changes in the variable 6 will perturb the source distribution.

This perturbed source term proves to be particularly difficult to handle. Nagaya and
Mori have discussed this term in detail and demonstrate that it can be significant when
computing derivatives of the tallied eigenvalue, k [44] [46].

Despite its importance, there is not yet a widely-accepted method for computing the
perturbed source term. One tempting approach is to propagate weight derivatives directly

from particle to particle across generations. Each time a neutron samples a fission source
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site for the next generation, use the neutron’s weight derivative to initialize the weight
derivative of the progeny neutron born from that site. However, other researchers have
observed that this approach often leads to overly large statistical fluctuations that render
the method unusable [42] [44].

Nagaya and Mori describe a process for performing this procedure over a limited number
of propagation batches [44]. They show an optimization trade-off that increasing the number
of propagation batches will increase the accuracy of the tallies, but also increase their
variance. With this method, the number of propagation batches is a value which must be
tuned for each application, and the optimal value likely depends on the reactor geometry
and conditions.

Other researchers have suggested mesh-based methods for suppressing the variance of
the weight derivatives (e.g. [42]). However, these methods also require tuning the shape
and size of the mesh cells to match the application.

As a further complication, the derivations of these techniques do not account for ac-
celeration methods like CMFD. They must be re-derived with acceleration in mind for use
here. To avoid the extra tuning parameters and complications with acceleration, none of
these techniques for the perturbed source effect are used here.

Instead of trying to accurately capture the perturbed source term, this thesis instead
aims to minimize its impact. As will be shown in Section [£.4.2] the impact of the perturbed
source on the derivatives of reaction rates can be quite large, but its impact on multigroup
cross section derivatives is smaller. Thus, the perturbed source term will be neglected, and
only the derivatives of multigroup cross sections are considered.

Also note that the ultimate application of the derivatives is to accelerate the multiphysics
solver. Errors due to this approximation may impact the convergence rate, but they will

not bias the final answer.

4.4.2 Impact of the perturbed source on differential tallies

A set of MC simulation results is presented here to quantify the impact of neglecting the
perturbed source effect. These results focus on a local coolant density perturbation in a
PWR fuel pin model.

The fuel pin model is axially homogeneous with vacuum boundary conditions at either

end of the pin’s 366 cm height. Precise geometry features are unimportant for the present
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discussion so features such as grid spacers, a gas plenum, and fuel rod end plugs are ne-
glected. The pitch as well as the radii of the fuel and cladding surfaces are taken from
the BEAVRS benchmark specifications [47]. The fuel material is 2.4% enriched UO4 at a
uniform 600 K, and the cladding is a zirconium alloy also at 600 K. Water with 1000 ppm
of added boron is used as the coolant.

Two different coolant conditions were used for the simulations:

« A uniform coolant density of 0.742 g/cm? (corresponding to water at 15.51 MPa and
566 K)

« Coolant with a density of 0.742 g/cm?® everywhere except the small perturbed region

with a density of 0.662 g/cm? (corresponding to 15.51 MPa, 600 K water).

These coolant density values were chosen because they are representative of an operating
PWR. The density perturbation is limited to a small region located axially between 9/20 and
10/20 of the full rod height, intentionally introducing an axial asymmetry. Perturbations
like this one that are confined to a small region highlight the impact of the perturbed source.

A set of simulations was run for each of the two coolant conditions. Each set consists of
20 independent simulations used to compute uncorrelated averages. Each simulation uses
100000 particles per generation with 100 inactive generations and 300 active generations.
In total, 600 million active neutrons contribute to the presented tally results.

Two-group (with the group boundary at 0.625 e€V) reaction rates and fluxes were com-
puted on an axial mesh with 100 uniform cells. The perturbed region fits exactly within
5 of these mesh cells. Tallies on this mesh result in values that are spatially homogenized
over the 4 different geometry regions—fuel, gap, cladding, and coolant.

Figure[&-5|shows the tallied fission source distribution for the perturbed and unperturbed
problems. Note that this figure shows the result of normal tallies from different simulations;
differential tallies will be discussed shortly.

The unperturbed source distribution is smooth and nearly cosine-shaped, as expected.
The perturbed source is similar, but it drops sharply in the region where the coolant density
has been decreased. Less moderation in this region leads to fewer source neutrons. Note
that eigenvalue MC solvers implicitly renormalize their underlying source distribution to
match the specified neutron population. Because of this renormalization, a local drop in

the source must be balanced by a gain elsewhere. Partly due to this renormalization effect,
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the perturbed source is slightly higher just outside the perturbation region.

Note that the change in the source distribution is only visible near the perturbation,
but it is still non-zero at far away locations. For example, the source dips slightly in the
vicinity of %H which is about 1 m away from the perturbation. This indicates that local
perturbations can have extremely non-local effects.

Neglecting this change in the source distribution leads to an error in any differential
tally results. To quantify this error, the results from differential tallies can be compared to
derivatives computed via finite difference. Using the thermal absorption reaction rate as an

example, this finite difference reference can be computed as,

<8 <Z (Z)) ) — <Ea¢>2,perturbed - <Z“¢>2,unperturbed
6,0 ari2 Ap

Reference

where Ap is the density change in the perturbed region.
Note that differential tallies will find different derivatives for the two cases. For these

results, the average value of the two cases is computed,
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Derivatives of the thermal absorption reaction rate and the thermal flux were computed
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Figure 4-5: Axial fission source distribution with and without the perturbed coolant density.
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using the finite difference method and OpenMC’s differential tallies. The results are shown
in Figures and Significant errors in the differential tally results are visible.

Contrast this with Figure This figure shows the derivative of the thermal group
absorption cross section. Here the differential tallies compute a significantly more accurate
result. This is somewhat surprising given that the differential tally cross sections shown
in Figure are based on the erroneous derivatives shown in Figures and (see
Equation , but there is an apparent cancellation of error.

Notice in Figure that the reaction rate derivative is non-zero at locations like %H
which are far away from the perturbation. Very few neutrons at %H will have traveled
through the perturbed region so the non-zero derivative at this location can only be due to
the perturbed source effect. In other words, the T and C terms in Equation [£.9] are zero for
those neutrons so the non-zero derivative must be due to %g—‘g instead.

Figure[d-6)also shows that the reaction rate derivative is underestimated in the perturbed
region. This is consistent with a positive value of %% i.e. a decrease in density leads to a
decrease in the local source (as observed in Figure .

However, the perturbed source has a similar impact on both reaction rates and fluxes.
This leads to a smaller error in the computed derivatives of multigroup cross sections as
seen in Figure Intuitively, this can be explained by observing that perturbations in
the source distribution will have a large impact on the number of neutrons in any given
location, but less of an impact on the energy spectrum. Multigroup cross sections depend
on the neutron spectrum but do not depend on the number of neutrons which leads to a
smaller dependence on the source perturbation.

Only thermal absorption tallies are considered here to simplify the discussion, but the
impact of the perturbed source will differ depending on the tally. Further tally results from
this set of simulations are presented later in Section and they show the impact of the

perturbed source on other multigroup cross sections.

4.5 Diffusion solver

For this work, Monte Carlo neutronics is paired with a simpler 2-group diffusion theory
solver. Like MC, this solver aims to find a distribution of neutron flux, ¢, which solves the

neutron transport equation. Unlike MC, many simplified models are applied to the neutron
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Figure 4-6: Derivative of the thermal absorption reaction rate. Reference results computed
via finite difference are shown along with values computed via differential tallies.
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Figure 4-7: Derivative of the thermal flux. Reference results computed via finite difference
are shown along with values computed via differential tallies.
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Figure 4-8: Derivative of the thermal absorption cross section. Reference results computed
via finite difference are shown along with values computed via differential tallies.

physics. These simple models make the solver faster, but they also make it dependent on
MC or other high fidelity methods for accuracy.

Details of the solver are provided in this section. First, a quick overview of the algorith-
mic structure is given. Next, the simplified and discretized form of the transport equation
is discussed. Details are then provided on the numerical iteration procedures with some at-
tention to their implementation in computer software. Finally, the linkage between the MC
and diffusion solvers is discussed, including the novel techniques based on MC differential

tallies.

4.5.1 Structure of the solver

To tackle the non-linearities in the neutron transport equation, the diffusion solver operates
over three nested iteration loops as shown in Algorithm [3]

The outermost loop is formed by the multiphysics iteration procedure. The diffusion
solver relies on parameters—multigroup cross sections and diffusion coeflicients—which de-
pend on the reactor temperature and density distributions, and these parameters are up-
dated in the outer loop. Not shown in Algorithm [3|is that the other physics solvers for heat

transfer and fluid dynamics must be included in the multiphysics iteration loop. That topic
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is addressed further in Chapter

The middle loop in Algorithm 3] focuses on the source term, Q, of the transport equation.
In an operating power reactor, fission and other neutron-induced reactions are the only
significant source of neutrons. By neglecting all other sources (e.g. photon-induced reactions
or a-induced reactions), the neutron transport equation becomes an eigenvalue equation. A
detailed description of the methods used to solve the eigenvalue equation and why they work
will not be provided here, but such descriptions can be found in reactor physics textbooks
such as the one written by Bell and Glasstone [48].

For the inner loop of Algorithm [3] every variable of the transport equation except the
flux, ¢, is held constant. The transport equation can then be discretized into a linear system

of equations. For this work, that linear system is solved using Gauss-Seidel iteration.

4.5.2 Fundamental conservation equation

This derivation will begin with the steady-state multigroup neutron transport equation
integrated over all spatial directions. Derivations of this equation from a more general form
of the transport equation can be found in [48]. For energy group, g, this equation can be

written in the form,

V- Jy(r) + 3, 4(r)pg(r, E) = Qq(r) (4.14)

where 7 is the position in 3D space, J is the neutron current, ¢ is the neutron flux (integrated
over all directions), ¥, is a macroscopic removal cross section, and @ is a source of neutrons.
This equation is discretized by integrating over an arbitrary finite volume V; and apply-

ing the divergence theorem to find,

/ /8 o) )+ / / /V 50.g(F) g (r)dr = / / /V Qq(r)dr (4.15)

where JV; is the surface enclosing V;, and 7 is the normal vector of that surface.

Algorithm 3 Basic structure of diffusion neutronics solver
1: for Multiphysics iteration do
2 Update solver parameters (e.g. cross sections) based on temperature and density
3 for Eigenvalue iteration do
4: Compute the fission neutron source, Q
5
6

for Linear iteration do
Solve for the neutron flux ¢
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Shorthand variables, ¢4 ; and (g, are introduced which indicate the average values of
the flux and source over volume i. Additionally, the spatially homogenized removal cross

section, X, 4, is introduced. These variables can be defined by the relationships,

///\4 bg(r)dr = ¢y Vi
//Vz Qy(r)dr = Qg V;
///‘é Sy g (P) g (P)dr = £, 46091V

Using these variables, Equation can be written in the shorter form,

/BV Jg(lr) ' ’fL(’I’)dT‘ + Er,g,iﬁbg,i‘/i = Qg,i‘/i (416)

Equation is the fundamental conservation equation used for the diffusion neutronics
solver. It expresses a balance of neutrons over volume ¢ and energy group g. It is important
that the diffusion solver models this equation in a way that is consistent with the MC solver.
The following subsections will discuss how the diffusion solver is parameterized and how
those parameters will be computed in a consistent fashion from MC tallies. As a result,

both solvers will agree (to within statistical precision) on the final converged values for ¢, ;.

4.5.3 Group-specific conservation equations

The ¥, and the @) terms are general expressions of the loss and gain of neutrons due to
collisions and nuclear reactions. These terms will now be expressed in a more specific form.
For this purpose, the solver is restricted to the conventional 2-group structure.

In this structure, energy group 1 indicates fast neutrons, and group 2 indicates thermal.
It is assumed that all fission neutrons are born in group 1. It is also assumed that the only
source of thermal neutrons is from the downscattering of fast neutrons. With this structure,

the specific form of Equation [£.16] for each of group is,

//a Ji(r) - ndr + (Ba1: + Xas) 01, Vi = Q1,iVi (4.17a)
v,

/av Jo(r) - ndr + Xo 2,02, Vi = Xaid1,:Vi (4.17b)
where ¥, is an effective absorption cross section, ¥, is an effective downscatter cross
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section, and ) now includes just the source of neutrons due to fission. The cross sections

will be computed using MC tallies as discussed in Section 4.5.§

4.5.4 Neutron streaming

The first term in Equation describes the change in neutron population due to neutrons
traveling in and out of volume V;, and it is often called the streaming term. It is analogous
to similar terms seen in the fluid mass, momentum, and energy transport equations; and it
raises equal difficulties in the development of numerical solvers. Its treatment is described
in this subsection.

The streaming term can be computed very precisely with MC. However, it is helpful to
introduce simple models for the finite difference solver that describe integrals of the current,
J, in terms of the flux, ¢, in nearby regions.

Stated more formally, a model is desired where the net current between two adjacent
volumes, 7 and j, can be expressed as some function of the fluxes in those volumes, ¢, ; and
Pg.js

[, 2 amiar = 1 (0a 00, (1.18)

Note that more complex models that consider the flux in more than just two cells could
be used. However, this solver must be very fast in order to be useful, and simple models
are likely to be faster. Furthermore, this solver will operate on a coarse mesh (discussed in
Section where the size of each mesh cell is large in comparison to the typical distances
that neutrons travel in a reactor. Thus, the flux in each mesh cell will have little direct
effect on non-adjacent mesh surfaces.

CMFD (coarse mesh finite difference) is one popular model for the net current that has
been used for decades in order to accelerate higher-fidelity methods. Smith described this
technique briefly in a 1983 publication [6]. A more detailed description was later offered
by Sutton and Aviles [7]. These early descriptions are focused on the use of CMFD with
deterministic solvers, but it has also recently been used with MC as described by Lee et al.,
for example [8]. The same techniques are used for this thesis, and they will be described
here for completeness.

The CMFD model parameterizes the net current with two terms expressing the sum
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and difference of the adjacent cell fluxes,

//A‘ 4 Jg - A(r)dr = i jg (dg,; — bg,i) + Bijg (Pgi T ¢g,5) (4.19)

where a and 3 are model coefficients that will be discussed shortly.

The first term in Equation [£.19]is an intuitive contribution that expresses a tendency for
neutrons to flow from high-flux regions to low-flux regions, consistent with diffusion theory.
The second term can be used as a correction to the first, and it allows for a current even
when there is no flux difference between the regions.

The form of a can be derived from diffusion theory beginning with Fick’s law which
states,

Jy(r) ~ —Dy(r) Ve, (r) (4.20)

where D is a diffusion coefficient defined by this relationship. This coeflicient is discussed
further in Section

A numerical discretization scheme is also needed in order to apply Fick’s law; the mesh-
centered finite difference scheme is used here. Hébert (among others) describes this numer-

ical discretization and derives an o model in the form [49],

g = 2Dg,iDy,i i
P9 AjDgi 4+ AiDg

(4.21)

where A is the width of a region along the axis of interest and A; ; is the area of the surface
between the regions.

The S coefficient is then defined in terms of a. Solving Equation for 3 gives,

ffAm- Jg-n(r)dr — ijg (¢g — ¢g.i)
((;Sg,i + ¢g,j)

Bijg = (4.22)

With the CMFD acceleration method, the finite difference solver is used in concert with
a higher fidelity solver like MC. Flux and net current values are computed using the high-
fidelity solver, and then the value of 5 is computed from Equation using these fluxes
and currents. Crucially, even unconverged results from a high-fidelity solver can be used to
compute usefully-accurate values of 5. This fact allows the finite difference method to be
used in the early iterations of the high-fidelity solver thus making it useful for accelerating

the high-fidelity solver.
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Also note that because [ is computed using the high-fidelity fluxes and currents, the net
currents computed using Equation will precisely reproduce the net currents from the
high-fidelity solver, given the same flux values. If the other terms in the transport equation,
Equation [£.16] are computed in a consistent manner, then the finite difference solver will
faithfully reproduce converged results from its parent high-fidelity solver.

Unfortunately, different authors tend to use different notations and conventions for these
finite difference relationships. This author is no different so 3 is not used directly, but it is

instead replaced with D which here is defined as,

Bivjag = 4B’L’,j,g (423)

1,3

N

Note that other works frequently use the symbol D to represent what is here referred to
with S.

This parameterization in terms of A is used because larger surfaces will lead to pro-
portionally greater currents, all else being equal. Thus for different mesh interfaces with
different surface areas, D values are easier to compare than § values—a useful feature for
debugging software.

In summary, the current between regions, ¢ and j, is computed with the relationship,

A~ 2Dg ngi
/Am Jy - n(r)dr A;jDgi+AiDy; " (bg,j — Gg,i) + DygyijAij (bgj + bgi)  (4.24)

A model is also needed for the problem boundary conditions. For reflective boundary

conditions, the net current is simply zero,
/ Jydr =0 (4.25)
AZ,]
All other boundaries are treated with the model,

// Jydr = +4Dgl Ay 360+ Dy Ai g (4.26)

The first term in Equation [£.26] is a vacuum boundary condition derived from diffusion
theory using mesh-centered finite differences as described by Hébert [49]. The choice to use

a vacuum boundary condition is somewhat arbitrary; deficiencies in the diffusion theory
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Figure 4-9: Diffusion solver mesh in the xy-plane for the BEAVRS quarter-core model.
There are 4 mesh cells per assembly. Refer to Figure [7-1] for a similar image indicating fuel
assemblies rather than mesh cells.

boundary condition are mitigated by the D term. A better model may result in faster
convergence for the overall solver, but this model will still be free of bias.

Note that there is just one flux value on the right-hand-side of Equation and it can
be factored out of both terms. This suggests that the solver could be simplified by ignoring
the first term and using just the D term to compute the boundary current. However,
as discussed in Section derivatives will be computed for the D values but not the
D values. Consequently, this two-term model is needed to make the boundary current

feedback-dependent.

4.5.5 Solver mesh

The solver is restricted to 3D rectilinear meshes. An xy-slice of the mesh for a quarter-core
reactor model is shown in Figure The cells seen in this mesh are the volumes, V;,

referred to in the previous derivations.

Mesh size in z and y

The mesh uses 4 cells per fuel assembly in the xy-plane. A small number of mesh cells is
preferable for a number of reasons. First, it reduces the number of flux and current values
that must be computed so each iteration of the solver is faster. Second, it also reduces
the required number of linear solver iterations. The reason for this is subtle, but it can
be roughly explained by observing that if a mesh is N cells wide then a minimum of N

linear iterations are needed for information to propagate from one side of the mesh to the
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other. Third, cross sections are tallied from MC on this same mesh, and large mesh cells
will collect more tally events which leads to less stochastic noise.

It is possible to use just one mesh cell per assembly. However, note that many PWRs
have a row of assemblies that lie exactly on the centerline of core. A quarter-core model
requires the use of reflective or periodic boundary conditions that slice through this row.
As a result, some of these only lie halfway within the bounds of the model. Due to the
boundary conditions, only one quarter of the very center assembly lies within the model.

If one mesh cell is used per assembly, then the cell for the center assembly will be 4
times smaller than most other mesh cells. The MC-tallied cross sections for this assembly
will consequently have more stochastic noise which complicates the process of checking for
solver convergence.

Furthermore, Keady and Larsen have demonstrated that overly large mesh cells can
generate numerical instabilities with the MC-CMFD method [9]. It may be the case that 4

mesh cells provides better stability than 1 mesh cell.

Mesh boundaries in x and y

Note that the mesh shown in Figure is ragged—some rows have fewer cells than others.
This is because reactor designers have solved the classic “square peg in a round hole”
problem by placing the square fuel assemblies in a roughly circular pattern. The boundaries
of the mesh are set to match the resulting shape of the assemblies in the core.

In principle, the diffusion mesh can be made non-ragged by extending it beyond the fuel
assemblies to include the core baffle, former, barrel, and so on. In fact, this non-ragged
approach was used with early versions of the present solver. However, difficulties were
encountered due to stochastic MC tally noise. The flux in these outer regions is relatively
low, and MC tallies are consequently very noisy.

Despite the low flux, the solver proved very sensitive to the tallied cross sections and
diffusion coefficients in the far-removed regions. The resulting diffusion solutions were
highly inaccurate and effectively useless. Limiting the mesh to the actively-fueld core in the
zy-plane reduced the stochastic noise issues and made the solver practical.

The resulting outer mesh boundary is concave which is generally not desirable for neu-
tronics solvers. With this mesh, it is possible for neutrons traveling in a straight line to

leave and then re-enter the mesh. This may raise issues with a general diffusion solver, but
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here the effect will be resolved by MC and accounted for with the D factor in Equation
4. 20

One detail not visible in Figure is that the mesh is slightly irregular in the zy-plane.
A perfectly regular mesh would result in many fuel pins precisely straddling the border
between two different mesh cells. (This is true for fuel assemblies that have an odd number
pins per side, such as the 17 x 17 assemblies in the BEAVRS model.)

Slicing fuel pins in two provides no inherent challenge to the diffusion solver, but it
complicates the use of the solver in a multiphysics simulation. As discussed in Chapter [3]
some model is needed that relates the power produced in each fuel pin to the coarse-mesh
diffusion solution. If every pin fits into just one mesh cell, then a simple model can be used
which relates one pin to one mesh cell. For this reason, the first mesh cell is wide enough
to fit 9 fuel pins, the second fits 8 fuel pins, the third fits 9, and so onE|

Note that for more general diffusion solvers as used in the nuclear industry, this process is
called pin power reconstruction. Likely, these solvers use more sophisticated methods for pin
power reconstruction, and pins that straddle a border are no issue. However, sophisticated
reconstruction methods are not necessary here given that the solver is used concurrently
with a MC solver. Ultimately, the MC code is responsible for computing the fine details of

the flux within each coarse mesh cell, and consequently the pin power distribution.

Mesh boundaries along z

The mesh spacing along the z-axis was similarly chosen in a manner that considers the
numerics of the solver, the MC tally uncertainty, and the multiphysics feedback.

First, under the assumption that neutron diffusion is a roughly isotropic phenomenon, it
is numerically beneficial for the solver to have a similar spacing along all three axes. Using
4 mesh cells per assembly in the xy plane gives a mesh size of about 10 cm so this suggests
a roughly 10 cm spacing along z.

A mesh that resolves the assembly spacer grids is also desirable. These grids displace a
significant amount of coolant which results in a non-smooth shape in the axial distribution
of neutron cross sections. For this reason, mesh boundaries are placed at the top and

bottom of each spacer grid. Mesh boundaries are also placed at the top and bottom of the

3 Actually, the first mesh cell is 8.5 fuel pins wide. The first row of fuel pins are split by the boundary
condition, but this is no issue as they do not straddle two mesh cells. The power of these split pins can be
unambiguously assigned to the first mesh cell.

84



fuel. (Swelling of the fuel is neglected here so the top of the fuel is a well-defined constant.)
These constrained boundaries necessitate an irregular mesh.

The same argument can be used to suggest placing mesh boundaries at the bottom of
control rods as well as the tops and bottoms of the burnable absorbers. However, an overly
constrained mesh may lead to small mesh sizes which pose numerical stability and tally
noise issues. Consequently, the mesh is not constrained to match those geometry features.

The mesh is generated by first specifying each of these constrained boundaries. Then,
each segment in between the boundaries is filled with the smallest number of mesh cells
that yields a spacing less than 10cm. For example, if the distance between two adjacent
spacer grids is 46.5 cm, then that interval will be discretized with 5 mesh cells, each 9.3 cm
high. The typical spacer grid in the BEAVRS model is about 6 cm high, so each spacer grid
will be discretized with 1 mesh cell that is 6 cm high.

For the quarter-core BEAVRS model, this procedure results in 42 total mesh cells along
the z-axis in the fueled region. This is similar in number to the 49-cell mesh used by Kelly
et al. to simulate a quarter-core multiphysics problem [3].

There is one final detail of the z-mesh worth noting: as a legacy of the solver’s develop-
ment, the diffusion mesh includes one extra cell below the fuel and another above the fuel.
Their intended purpose is only for simple debugging calculations—they allow for slightly
more accurate solutions on single-assembly problems that do not include D corrections.
These extra mesh cells may have some impact on the convergence rate of the overall solver,

but there is no known reason to expect this impact is large.

4.5.6 Linear system solver

Recall the basic structure of the diffusion solver outlined in Algorithm [3| For the innermost
loop of the solver, the cross sections, diffusion coefficients, D factors, and the fission source
distribution can be considered constant. With these values fixed, Equations [£.17] and [£.24]
form a system of linear equations with the neutron flux as the independent variable.

Solving this linear system quickly is crucial for the overall multiphysics solver perfor-
mance, and parallel iterative solvers offer an easy way to achieve this performance. In
particular, Gauss-Seidel iteration is a method that is known to be efficient for neutron
diffusion problems, and this is the method chosen for this work.

Algorithm [4] shows a simple but inefficient linear iteration procedure for reference. This
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algorithm includes just three nested loops that each step across consecutive mesh indices.
Here the physics is packed into the simple statement, “Update ¢1; and ¢o;,” for brevity.
Note that each mesh cell has 6 bounding surfaces, and the current across each surface must

be computed using Equation [£.24] [4.25] or [£.26] This introduces a dependency between

each cell and its neighbors.

Algorithm [4] could be used with a Jacobi iteration to make a parallel solver. Jacobi
iteration means that the neutron current (Equation is computed using flux values, ¢,
from the previous linear iteration. However, the solver will be faster if up-to-date values
of ¢ are used when they are available, and this is referred to as Gauss-Seidel iteration.
Gauss-Seidel slightly complicates a parallel solver as the results now depend on the order
in which ¢; and ¢;41 are computed.

Because of this dependency, using Algorithm 4] with OpenMP parallelism will make
the solver non-replicable—the same inputs may produce different results depending on the
scheduling of parallel operations. It is also likely inefficient due to one thread frequently
invalidating the cache lines of other threads. Furthermore, compiler optimizers will recognize
the data dependency and will therefore not use SIMD operations.

For better parallel performance, Algorithm [5]is used instead. This is a red-black Gauss-
Seidel scheme where data dependency is avoided by updating the flux in two disconnected
passes. For example, ¢; and ¢; o are updated in the first pass, and then ¢; 1 and ¢;,3 are
updated in the second pass. Because the current in mesh cell ¢ does not depend on the flux
in cell ¢ 4+ 2, the flux in both cells can be evaluated concurrently or in any order without
changing the results.

Here the red-black iteration is applied to the loops over x and z with each loop targeting
a different type of parallelism. The loops over z are explicitly parallelized with OpenMP
shared-memory parallelism using the #pragma omp parallel for directive. No explicit
parallelism is applied to the = loops, but pains are taken to make the lack of a data de-

pendency clear so that the compiler optimizer uses SIMD operations for these loops. This

Algorithm 4 A simple linear update loop

1: for ¢, in 0,1,...,n, —1do

2 for iy, in 0,1,...,ny — 1 do

3 for i in 0,1,...,n,,;, —1do
4: 14— NgNyly + Ngly + iy

5 Update ¢1; and ¢o;
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includes exposing the ¢ values as a simple C-style array within the solver and in-lining

b

the software functions that implement the “Update ¢1; and ¢2;” steps. The binary file
produced by the compiler was disassembled and inspected to confirm that SIMD operations
are used for these loops.

A further detail not shown in Algorithm [f] is that mesh cells next to the boundaries
are handled separately from the interior mesh cells. This is due to the complexity of the
“Update ¢1; and ¢ ;" introduced by the boundaries. This function includes several branch
cases for when there is one, two, or more adjacent boundaries and whether they use vacuum
or reflective boundary conditions. These branch cases slow the evaluation of this function
and might prevent SIMD optimization, so it is beneficial to separate them from the primary
loops.

The full Gauss-Seidel linear iteration requires repeatedly cycling through Algorithm
until the ¢ values are converged. After each loop, the new ¢ values are compared against
their previous value, and the iteration ends when when the root-mean-square of the relative
flux change is below a tolerance parameter.

The linear tolerance parameter will vary depending on the convergence of the eigenvalue

iteration loop (the next largest loop in Algorithm . In the early iterations when the

eigenvalue source is not well known, it is unnecessary to tightly converge the linear system.

Algorithm 5 A parallel-friendly red-black Gauss-Seidel linear update loop

1: for ¢, in 0,2,...,n, —1do

2 for iy in 0,1,...,n, — 1 do

3 for i, in 0,2,...,n,;, —1do
4: 14— NgNyly + Ngly + Iy

5: Update ¢1; and ¢o;

6 for i, in 1,3,...,n.;, —1do
7 14— NgNyly + Ngly + iy

8 Update gf)lﬂ' and gbg’l'

9: for i, in1,3,...,n,—1do
10: for iy, in 0,1,...,ny — 1 do
11: for i, in0,2,...,n,,;, —1do
12: 14— NgNyly + Ngly + iy
13: Update qbl’i and (ﬁgﬂ‘
14: for i, in 1,3,...,n4, —1do
15: 14— NgNyly + Ngly + 1y
16: Update 525171' and gbz’i
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The tolerance is set to
Linear tolerance = max (Erreig X 10_7, 10_12)

where Errejy is the root-mean-square of the relative flux change between the previous two
eigenvalue iterations.
This tolerance is likely much smaller than needed, but the overall multiphysics solver

runtime is insensitive to this parameter.

4.5.7 Eigenvalue iteration

As shown in Algorithm [} the Gauss-Seidel linear iteration procedure occurs within a non-
linear eigenvalue iteration loop. This loop uses power iteration to find the fundamental
mode solution of the eigenvalue neutron transport problem. For each iteration, the neutron

source is computed from the most up-to-date neutron flux as,

Qi =C VEp1i01i +vE12i02,) (4.27)

where v¥ ¢ is the neutron production cross section and C' is a normalization factor included
so that the source integrates to the same value at the start of each iteration.

Like the linear solver, convergence is established based on the root-mean-square of the
relative flux change between nonlinear iterations. The tolerance for convergence of this

value is set to 1077 for the simulations presented here.

4.5.8 Multigroup cross sections and diffusion coefficients

The diffusion solver relies on many parameters computed by the MC solver. The simplest
of these parameters are the 7 cross sections and diffusion coefficients that are computed for
each mesh cell. These 7 are listed in Table 4.4l

The cross sections are computed via Monte Carlo tallies on the same rectilinear Cartesian
mesh used by the diffusion solver. The calculation of typical cross sections (using the thermal

absorption cross section as an example) for each mesh cell can be expressed as,

Yoo, = Padla (4.28)

()9,
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Table 4.4: The volumetric multigroup coefficients used in the diffusion solver and computed
for each mesh cell.

Dy Fast diffusion coefficient
Dy Thermal diffusion coefficient

Y41 Effective fast absorption cross section (slightly decreased to
account for non-fission multiplying reactions like (n, 2n))

Ya2 Thermal absorption cross section

Y4 Effective fast-to-thermal downscatter cross section (slightly
decreased to account for upscatter)

v¥s  Fast fission production cross section

vYpo  Thermal fission production cross section

where the brackets indicate a MC tally over the relevant mesh cell and the energy group, ¢
is the continuous-in-space and continuous-in-energy neutron flux, and ¥, is the continuous
reaction rate.

Note that there are non-fission reactions like (n,2n) which multiply the number of neu-
trons in the system. In order to account for these reactions, a yield value, vy, is computed
that gives the average number of outgoing neutrons from neutron scattering reactions. It

is analogous to the fission yield, v, and it is computed from the equation,

<VSES¢>1,1'
(Bs0)1,;

Vg =

where the numerator is computed from the OpenMC “nu-scatter” score. The vast majority
of outgoing neutrons from these reactions are fast, so v, is only computed for the fast group.
The diffusion solver accounts for these non-fission multiplying reactions by using an

effective fast absorption cross section computed from,

(o) — (vs — 1) (Es)y
(D)1

Yali =

Similarly, an effective downscatter cross section is computed from the equation,

Y, <ZS¢>1—>2,2' B <ES¢>2—>1,i
e (D)1

)

where the subscripts indicate tallies that are filtered for neutrons traveling from group 1 to
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group 2 or vice-versa.

Diffusion coefficients are difficult to compute with a MC solver. Liu et al. discuss
these difficulties and offer an accurate method for computing the diffusion coefficient, but
unfortunately, this method cannot be used to compute the coefficient in multiple tally
regions simultaneously [50]. However, an approximate method will suffice for this thesis.
The effect of errors in the diffusion coefficient are mitigated by the D correction terms used
in the diffusion solver.

First, it is approximated that diffusion coefficients can be condensed in energy from the

equation,
S5/ Dy(r, E)p(r, B)AE

S5 o(r, E)AE

Dy(r) ~ (4.29)

This is known as the flux-limited approximation [50].
Diffusion coefficients can be related to another parameter, Y., known as the transport

cross section by the equation [4§],

1

Dr,F)= —— 4.30
(r? ) 3Ztr(r, E) ( )
Using the transport cross section, Equation can be expressed as,
e s O B)dE
Dy(r) =~ — AR (4.31)

5" ¢(r, E)AE

One difficulty with Equation is that the transport cross section is equal to zero in
voided regions of the geometry, leading to an undefined result. To circumvent this issue, the
transport cross section in Equation is replaced with its spatially homogenized value.
All tally regions include some non-void material so the resulting cross section is always

non-zero. The new expression for the diffusion coefficient is then given by,

E
Egg+1 32;2. (E) ¢z (E)dE

5 ¢i(B)dE

Dg,z' ~ (432)

The transport cross section in turn can be approximately defined as, [48]

Yu(r, E) = X(r, E) — 35 (r, E)
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where Y is the first Legendre moment of double-differential scattering cross section.
The cross section defined by Equation [4.5.8| can be tallied in the usual fashion to arrive

at values which are spatially homogenized and condensed in energy,

<Zt¢>g7i - <Esl¢>g7i

R
Y

However, Equation shows that a condensed E%r is required instead of .. For this
reason, the X, values are first condensed on a fine energy grid. The fine grid values are

then used to compute the coefficient as,

1
 Yoheg 35,5, Phii

D ;)
g5t
ZhEg ¢h,i

(4.33)

where h is used to indicate energy groups on the fine grid.

The fine grid includes 20 energy groups. The first 10 groups of this fine grid are a subset
of the fast group in the 2-group structure, and they spaced equally in lethargy. The last 10
fine groups are similarly equal-lethargy spaced in the thermal group.

To summarize: the ¥; and X4 cross sections are computed from tallies over a 20-
group energy grid on the diffusion solver’s spatial mesh. Transport cross sections are then
computed from these values as, X = 3y — X51. These fine-group transport cross sections
are then used to compute 2-group diffusion coefficients per Equation The resulting
diffusion coefficients are approximate but useful.

Note that with the CMFD method (Equation , the net currents computed by the
diffusion solver will exactly match those computed by a converged MC simulation (to within
stochastic precision) regardless of how D is computed. It is nevertheless useful to compute
D values with some accuracy as they make the diffusion-based CMFD solver better able to
reduce errors in unconverged solutions.

In addition to the parameters listed in Table D correction factors must be computed
for every mesh surface. These are computed by solving Equation or Equation for
D using the MC tallied values for the flux in each mesh cell and the net currents between

them.
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4.5.9 Multigroup cross section derivatives

The two feedback mechanisms considered here are through changes in the fuel temperature
and the coolant density. Consequently, derivatives of the multigroup coefficients with re-
spect to these quantities are computed. Typical multigroup cross section derivatives (using
the example of thermal absorption and fuel temperature) are computed as,

0%a2i _ <6§%¢>2,i ~ Zaz <%>2n’ (4.34)

For the effective fast absorption cross section, it is assumed that v, is approximately
independent of temperature and density. Consequently, its derivative is computed as,

0¥a1 <8§7%w>1,i — (=1 <8§7S"w>1,i ~ Zal <%>1,i

or (V)1

)

Temperature derivatives are not implemented in OpenMC for group-to-group scattering
cross sections. This is because the impact of temperature on the continuous-energy scat-
tering kernel is difficult (and likely costly) to compute. Because of this, the temperature
derivative of the downscatter cross section, %, is not computed. Downscatter is mostly
dominated by hydrogen in the coolant rather than fuel isotopes so the expected impact of
this derivative is small. Density has no impact on the scattering kernel so 88—%;1 is computed
explicitly.

A simplifying approximation is also made for the diffusion coefficient derivatives. Con-

sidering Dy as proportional to 1/3; 4, its derivative can be approximated as,

0D, D, 0%y,
0~ S, 00

(4.35)

This approximation for the D derivatives is used to avoid the complexity of propagating
derivatives through the fine-group flux-limited calculation. Due to details of the OpenMC
implementation, it is also significantly more efficient to compute the 2-group 3; derivative
along with the other needed 2-group derivatives rather than introducing derivatives on the
fine group structure. (One OpenMC tally object can compute multiple derivatives as long
as they use the same filters.)

Simulations were run to evaluate the accuracy of these derivatives. These simulations
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model a simplified PWR fuel pin with a small perturbed region. One set of simulations
focuses on a perturbation in coolant density. This set was described previously in Section
Another set of simulations focused on the fuel temperature derivative. These simula-
tions are identical to those described in Section [d.4.2]except that the fuel temperature in the
perturbed region is changed instead of the coolant density. The base temperature is 600 K
and the perturbed temperature is 900 K. The computed 2-group cross section derivatives
are shown in Figures [4-10] and

Coolant density derivatives for the 2-group cross sections are shown in Figure [d-10] It is
helpful to compare the magnitude of these derivatives to the underlying cross section. For
this purpose, the figure also includes typical cross section values. (These values are taken
from the midpoint of the unperturbed case.)

The magnitude of the derivatives can be better understood by multiplying them by
a perturbation that is representative of those seen in reactors. For example, consider a
coolant density perturbation of 0.1 g/cm?. Figure indicates that this would change D,
by about 12%, 342 by about 4%, and v¥ ¢, by about 2%. Those values indicate that most
of the coolant density derivatives are relatively large and will have a significant impact on
the system.

Stochastic noise is visible for most of the reference derivatives. Although the noise can
hide an underlying signal, it also provides a useful indication of the magnitude of these
derivatives. If a derivative cannot be resolved from this set of MC simulations totaling
600 million active neutrons, then it is likely small enough that it is unimportant for the
convergence rate of the coupled solver.

Figure[4-10] generally shows agreement between the reference values and those computed
using differential tallies. One notable exception is the Dy derivative. The values computed
using differential tallies and the Equation approximation overestimates the magnitude
of the true derivative. Note that this will limit the accuracy of the surrogate solver and
possibly slow convergence, but it will not introduce a bias in the converged result.

Figure shows the analogous dataset for the fuel temperature derivative. In contrast
to the coolant density derivative, these fuel temperature derivatives are generally small. A
signal can be seen for Dy, Y49, and YXg4; but the values are small relative to the noise. The
data suggest that a 300 K perturbation would change each of those 3 parameters by less
than 0.5%.
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The most significant temperature derivative is for ¥,1. Doppler broadening of resonant
absorbers will have a large impact on this cross section. The Figure data indicates
that a 300 K perturbation would change the cross section by about 3%. The differential
tallies capture this derivative well.

Derivatives are not computed for lA), largely because there is no clear method for doing
so that is expected to be both efficient and accurate. The values of D seen in the fuel pin
perturbation studies are shown in Figure and they give some quantitative detail on
the error underlying this approximation. Unlike multigroup cross sections, the derivatives
of D are large in regions far away from the perturbation—particularly near the problem
boundaries. This implies that the perturbed source effect is strong for D.

Note that with the method presented here, these derivatives are only used to build an
approximate surrogate model. This surrogate reduces the frequency at which the MC solver
is used, but it is not used to replace MC entirely. For that reason, the approximations used
here may affect the convergence rate or stability of the solver, but they will not introduce

an error in the converged result.
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4.5.10 Uniform derivative approximation

The diffusion coefficients and multigroup cross sections used by the diffusion solver are
computed using a first-order Taylor series in terms of fuel temperature and coolant density.

Using matrix and vector notation, the Taylor series can be written as,

E(Ta P) ~ 2(T’refa pref) + Jr (T - T’ref) + Jp (P - pref) (4'36)

where T and p are vectors containing the temperature and density of each region; Ty and
Pret are reference values at which cross sections and derivatives are computed; and Jr and
J, are Jacobian matrices containing cross section derivatives with respect to temperature
and density.

An example temperature Jacobian with only three regions takes the form,

0¥, 9% 9%y
oTy oT> 0T3
0¥y 0%y 0%y
o1y 0Ty o753 (4 : 37)
90Xz 0¥z 0%s
o1y 0Ty oT3

Jr

where subscripts indicate the index of a region.

However, these dense Jacobians are expected to be too expensive to use directly. The
number of elements in the Jacobian scales with N? where N is the number of regions.
Tallying N? values may lead to prohibitive runtime and memory costs in the MC solver,
and using them may lead to prohibitive costs in the diffusion solver.

Instead a different approach is taken by modifying the process used to compute the
differential tallies. Recall that differential tallies include a flux derivative term, discussed in
section [£:3.2] that is unique to each particle and is updated every time the particle enters
the perturbed region. This accumulated value can be thought of as the derivative of the
particle’s weight.

In order to compute a differential tally with respect to the temperature in region 4, the
MC solver must track each particle that enters region ¢ and update that particle’s weight
derivative each time it moves in region i or undergoes a reaction in region ¢. Note that this
is true even if the tally itself is limited to a different region (i.e. off-diagonal elements of
the Equation Jacobian). To compute each element in the full Jacobian, the MC solver

must keep track of N perturbed weights for each particle—one weight per Jacobian column.
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Instead, this work circumvents the issue by treating all of the fuel as a single perturbed
region for the purposes of the fuel temperature derivatives. Instead of N weight derivatives,
the solver just tracks one weight derivative for temperature. This one weight derivative is
updated whenever a particle interacts with a fuel region, regardless of which fuel region it
is. Similarly, all of the coolant is treated as one perturbed region in order to compute the
coolant density derivatives.

These derivatives are then used to form an approximated diagonal Jacobian. The ap-

proximated temperature Jacobian for the three-region example is,

0%
aT‘uni

Jr = 867’%:131 (4.38)

X3
8’Tuni

where subscript “uni” is used to indicate that derivatives are taken over the unified fuel
region.

The utility of this approximation will be demonstrated in Section [6.6]

4.6 Summary

This chapter has described much of methodology used in this thesis for neutron transport.
The guiding principle is to create a coarse mesh diffusion-based solver that bears most of
the burden of solving the neutron transport eigenvalue problem while Monte Carlo is used
to capture the fine details of the neutron flux in terms of space, energy, and angle.

The use of coarse mesh diffusion and MC has been explored by other researchers, but a
novel contribution outlined in this chapter is a method for making diffusion solver responsive
to feedback using differential tallies. A series of approximations are used to make this
method practical, but it is designed to introduce no bias in a converged solution. The

utility of these methods will be demonstrated in Chapters [6] and [7}
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Chapter 5

Coupled Solver

The previous chapters have described four very different physics solvers that must now be
unified into one multiphysics tool. This chapter describes the methodology for coupling
these individual solvers together.

First, some background is provided on multiphysics iteration schemes and associated
terminology used for reactor modeling. Then the geometry model is discussed along with
the methods used to map variables from one solver to another. A discussion is also included
here on the related topics of computing heat generation and '3°Xe buildup. A description
of the implemented iteration algorithms follows. The chapter concludes with some brief
discussion of the software architecture which is crucial to reducing both the cpu-hours

required for the final solver and the student-hours required to implement this project.

5.1 Background on multiphysics iteration methods

5.1.1 Picard iteration

Picard iteration is the most popular multiphysics coupling procedure in reactor physics,
likely because it is simple and flexible. It is a divide-and-conquer approach where the
problem is separated into distinct systems of equations, and each system is solved one-at-a-
time. Consider a problem with the coupled variables of temperature, T', and neutron flux,

¢. A Picard iteration scheme for this problem can be represented as:

(0 s 1} () —

®i {System 2 )—» [¢i+1 ]
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In iteration ¢, this example solver first assumes a fixed distribution of ¢; then solves
the first system of equations (probably heat transfer equations) for a new temperature
distribution, T;41. The solver then uses that new temperature distribution in the second
system of equations (neutron transport) to find a new flux distribution, ¢11. This process
is then repeated iteratively, hopefully converging to a fixed solution of T and ¢. The
trouble with Picard hinges on those words “hopefully converging to a fixed solution”, and
this trouble will be discussed in Section

This iteration scheme is referred to as Picard iteration in this work, but other researchers
call this scheme—or very similar ones—by the names Gauss-Siedel iteration, Jacobi itera-
tion, or operator splitting.

Note that the System 1 and System 2 from the example can be solved with two com-
pletely different computer programs. For example, COBRA can be used to solve for the
temperature distribution and OpenMC for for the flux distribution. The output from one
code can then be used to update the input files for another code either manually or with
the use of a computer script. This is one key advantage of Picard iteration: it easily allows
for the use of two programs developed and validated independently by the experts in their

respective domains, and the internal workings of both programs can be very different.

5.1.2 TUnder-relaxation

Picard iteration often suffers from convergence issues. The iteration might not converge
at all or it might converge prohibitively slowly. One elegantly simple example of these
convergence difficulties for reactor calculations was published by Gill et al. [51]. Their study
analyzed a 3D PWR fuel pin and included neutronics, heat transfer, and fluid dynamics.
Gill et al. showed that depending on input parameters (coolant flow rate and cladding
resistivity), axial instabilities develop and the system oscillates between producing power
predominately at the top of the core, then at the bottom of the core, then back to the top,
and so on.

Picard instabilities such as these are typically eliminated by using under-relaxation
which limits how much solution variables may change between iterations. The relaxation

might be applied to any variable or multiple variables. For example, a temperature update
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can be relaxed with the formula,
T’iJrl = (1 - O‘)E + aTolved

where T; 1 is the computed temperature for the next iteration, T; is the temperature from
the previous iteration, Tyolveq iS the temperature computed directly by the solver, and « is
the relaxation factor. A value of o below 1 is referred to as under-relaxation; above 1 is
over-relaxation.

The results published by Gill et al. [51] show the classic relaxation optimization problem
where a large relaxation factor results in a non-converging solution, and an excessively small
relaxation factor results in slow convergence. The Gill et al. results and the clever way the
authors presented them are enlightening so they are reproduced here.

Simulations using the solver described in this thesis were run on a single PWR fuel pin.
For this problem, cross sections were pre-generated with MC and fitted to polynomials of
fuel temperature and coolant density. The CMFD diffusion solver was then used (without
D correction factors) as the sole neutronics solver for this example problem. (For a similar
example with a detailed description, see [5I].) The solvers were coupled using Picard
iteration. Figure[5.1.2]shows the result of these simulations using different under-relaxation
factors. The upper portion of the figure shows the axial power profile computed in each
iteration of the solver. The z-axis indicates the iteration number; the y-axis indicates the
height in cm; and the color indicates the power density with high-power regions colored red.

The data show that with no relaxation, o = 1.0, the solver oscillates between two
different solutions. The oscillation is driven by the strong negative feedback. If the power is
bottom-peaked in one iteration, then the temperature in the lower part of the core rises, the
absorption cross section increases, and the neutronics solver will then predict a top-peaked
power distribution in the next iteration.

As the relaxation factor is decreased to 0.5 and then 0.25, the oscillations are damped
and the solver converges to one solution. However, the Lo error metric shown in the lower
part of Figure [5.1.2] shows that the error also decays more slowly with o = 0.25 versus
a = 0.5. Hence, the under-relaxation factor is a parameter that must be tuned for optimal
performance.

Although inelegant, the relaxation factor is fairly easy to configure in practice. It is the
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sort of thing that you tune once for the system of interest, leave as an input parameter for

any issues down the line, then forget about it.

5.1.3 Picard coupling with Monte Carlo

Thanks to its simplicity and flexibility, Picard iteration is an extremely popular choice
for coupled reactor simulations. It is so popular that it is usually assumed rather than
explicitly mentioned in publications. It is also frequently used with Monte Carlo neutronics
solvers. Even full-core and quarter-core simulations have been computed with Picard-
coupled MC [52] 3].

As demonstrated by these researchers, MC-coupled multiphysics simulations with Picard
iteration are practical for occasional use in research work, but they can be extraordinarily
expensive. The 2017 quarter-core coupled PWR study by Kelly et al. required 7 days of
wall clock time with 1,024 cpu cores (170,000 cpu-hours) [3]. A 7 day wait on such a large
cluster makes routine calculations infeasible.

There is also a concern specific to Monte Carlo that stochastic noise might activate
feedback-driven oscillations and prevent the multiphysics solver from converging. To address

this issue, some researchers make use of the Robbins-Monro algorithm [53]. Dufek and
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Figure 5-1: The effect of under-relaxation on axial Picard iteration instabilities for a fuel
pin problem. The upper plots use a colormap to indicate the axial power distribution in
each iteration. The lower plots show the Ls norm of the error in the power distribution
with each iteration.
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Gudowski [54] are probably the first to apply this algorithm to multiphysics with MC
neutron transport, and it has since been used by others such as Valtavirta et al. [55].

The Robbins-Monro algorithm can essentially be implemented as an under-relaxed Pi-
card iteration where the relaxation factor decreases over the course of the computation.
The relaxation factor must follow an infinite series where the values of the series «,, obey

the rules,
o0 o0
an >0, Zan:oo, Zai<oo
n=1 n=1

An example of such a series is a;, = 1/n. If the series follows those rules, then there are
some guarantees of convergence [53], [54].

The Robbins-Monro algorithm was not found to be helpful for the simulations pre-
sented here. A large number of neutrons per Monte Carlo generation were used (the rea-
soning will be discussed in Chapter @ which eliminated or significantly reduced the issue
of stochastically-generated, feedback-driven oscillations. It was also found that using the
Robbins-Monro algorithm complicates the issue of convergence checking. A rapidly decreas-
ing relaxation factor can easily give a false sense of convergence despite the solution being

far from its asymptotic value.

5.1.4 Physics-based under-relaxation

Without multiphysics, the accepted approach to solving eigenvalue MC problems is to use
a certain number of inactive or discarded generations. During these inactive generations,
the solver simulates the movement of neutrons and iterates on the spatial distribution of
fission source sites without tallying quantities of interest. This process converges the fission
source distribution before tallies are accumulated thus preventing biased results.

When combining a MC code with thermal-hydraulics solvers to make a multiphysics
tool, it is tempting to use the same approach and fully converge the fission source in each
Picard iteration by using many inactive generations. However, some researchers have shown
that in many conditions it is actually preferable not to fully converge the fission source in
each iteration.

Gill et al. show clearly that using a very small number of MC generations in each
iteration leads to better performance [5I]. They demonstrate that the solver is both faster

to converge and more stable with fewer generations per iteration.
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This technique can be referred to as physics-based under-relaxzation. This terminology
is often used to describe the practice of using a transient solver and a short time-step to
solve a steady-state coupled problem. The transient physics essentially limits how much the
solution may change in each iteration which provides the same benefits as traditional explicit
under-relaxation. Limiting the number of generations run by a Monte Carlo eigenvalue
solver has an analogous effect since the underlying fission source distribution changes slowly

from generation to generation.

5.1.5 Newton-Based Iteration Methods

Newton-based methods like JENK (Jacobian-Free Newton-Krylov) are a well-known alter-
native to Picard iteration. The inner workings of JFNK will not be described here because
there are many good discussions available elsewhere written by more knowledgable authors
(for example, [56]), but some observations on their use will be described in this section.

Because Newton-based methods explicitly consider a problem’s Jacobian, they are ex-
pected to offer better stability and faster convergence rates relative to Picard iteration.
Speedups have been observed for some multiphysics problems such as that discussed by
Hales et al. who observed a factor of 2x runtime improvement by using JFNK over Picard
for LWR thermo-mechanics simulations [57].

Note that the thermo-mechanic solver described by Hales et al. used the finite element
method to discretize all of the underlying physics problems. The coupled problem is then
essentially treated as a series of linear algebra problems. For solvers like this, JFNK is
relatively straight-forward to apply. The conceptual solver matrix simply includes some
rows that discretize the heat transfer problem and other rows that discretize the mechanical
deformation problem. This means that the solver considers each of the coupled physics
problems essentially simultaneously.

However, the process of developing a Newton-based solver is complicated when different
discretization methods are used. Monte Carlo neutron transport is particularly difficult to
include in such a solver as it cannot be naturally converted into a linear algebra problem.

Despite the difficulties, Mylonakis et al. have demonstrated a clever implementation of a
Newton-based iteration with a MC neutronics solver [58]. This method—called approximate
block Newton—allows MC or any other solver to be coupled to others with a Newton

iteration scheme.
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To describe this method, it is helpful to use the notation of Mylonakis et al. where x
is a solution vector describing the power distribution, IV is a neutronics solver, and T is a
thermal-hydraulics solver. With this notation, Picard iteration without relaxation can be
represented in the form,

wip1 =N (T (;))

Newton-Krylov iteration requires that the solver compute (or approximate) the action
of the Jacobian on a set of Krylov vectors. Mylonakis et al. approximate the action of the

Jacobian with the finite difference form,

where J is the Jacobian, v is a Krylov vector, and € is a step-size parameter.
The vectors computed via this approximation then form the Krylov subspace used by
the solver. The usual Newton-Krylov iteration is then used to compute a new solution

vector. This step can be written in the form of a linear algebra problem as,

J (wi+1 — wz) =—-F

where F' is a residual vector.

One downside to this method is that the MC solver must be run multiple times per
update of the solution vector; each new vector in the Krylov subspace requires another MC
solution. Also note that Mylonakis et al. used the traditional MC approach with many
inactive generations (100) and active generations (400).

Since this solver does not operate on the neutronics and thermal-hydraulics problems
simultaneously, it breaks the typical mold of JFNK solvers. This may have implications
for the loosely-defined terms tightly-coupled and loosely-coupled that are frequently used to
describe multiphysics algorithms.

The method outlined by Mylonakis et al. is promising, but it is not explored here.
Instead, it is hoped that the gains found by including a fast deterministic neutronics solver

are greater than those which can be found with clever Newton-based iteration algorithms.
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5.2 Solver coupling

For this thesis, neutronics, fluid dynamics, and heat transfer are each treated with special-
ized solvers. These solvers operate on different meshes, have differing numbers of internal
loops, and have different runtime costs. Consequently, Picard iteration is used to couple

these solvers due to its simplicity and flexibility.

5.2.1 Overview

An overview of the coupling is shown in Figure The fine details of the this coupling
are described throughout the remainder of the chapter, but an introduction is given here.

The neutronics solvers compute the power distribution (expressed as a linear heat rate,
¢') which is in turn used by the subchannel and heat transfer solvers. Those solvers in turn
provide the coolant density (peoo1), coolant temperature (Too1), and fuel temperature (Truel)
values needed to solve the neutronics problem.

As indicated by the figure, the Monte Carlo and the surrogate solvers are somewhat
interchangeable in this regard. Fither can provide a power distribution, and either will
respond to changes in fuel and coolant conditions. (Differential tallies are computed for
coolant density but not for coolant temperature. The surrogate will therefore respond to
changes in pcool but not Tioo-)

Data is also exchanged between these two neutronics solvers. Homogenized 2-group

cross sections (X), diffusion coefficients (D), current correction factors (D), cross section
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Figure 5-2: Overview of the data exchanges between solvers.
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derivatives (g—% and %), and pin power factors (f) are computed by Monte Carlo and used

in the surrogate. The surrogate can provide a fission neutron source distribution (v¥;¢) to
MC.

Finally, the subchannel solver provides the coolant temperature (T¢o01), coolant pressure
(Peool), and Reynolds number (Re) distributions to the heat transfer solver.

For computational efficiency, each of the data transfers shown in Figure happens

in-memory, without reading or writing files on the disk.

5.2.2 Common computational mesh

Coupling in this work is complicated by the fact that the four physics solvers operate
internally on very different computational meshes. Despite the differences, there is a least-
common-denominator model of the geometry used throughout the program that aids cou-
pling.

This least-common-denominator geometry model conceptually separates the z-axis from
the z and y axes and describes them with different data structures. The geometry in the
zy-plane is largely described in terms of pins, Channelﬂ and the adjacency relationships
between them. The z-axis is instead modeled with a simple mesh that that can be used to
discretize pins or channels or even homogenized blocks of material.

The decoupling between z and xy appears throughout the program. Many variables
are stored in 2D arrays matching these two different dimensions. For example, the linear
heat rate is stored as a 2D array indexed by pin number and by axial height. The coolant

temperature is a 2D array indexed by channel number and axial height.

Pin and channel adjacency maps

The geometry model for any problem begins with a description of the fuel assemblies and
pins within them. From this, the solver assigns a unique index to every pin and a unique
index to every channel in the active region of the core. During initialization it also computes
maps that describe the adjacency relationships between these. There are pin-to-channel,
channel-to-pin, and channel-to-channel maps.

Figure [5-3] shows an example pin-to-channel map for simple 9-pin, 4-channel geometry.

Note that different pins can connect to a different number of channels so the mapping is

n this chapter the terms channel and subchannel are used interchangeably for brevity.
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not one-to-one. There are many data structures that could be used to implement the map
in software, but a 2D array with some unused elements proves to be a simple and efficient
choice.

As a note on implementation, the word pins throughout this thesis usually refers to
fuel pins, but the program also treats RCCA guide tubes and instrument tubes as pins.
This makes the channel-to-pin map more useful for tasks such as computing the flow area
and wetted perimeter of each channel. These non-fuel pins are simply ignored by the heat
transfer solver.

In principle, each guide tube interior could be considered as a channel and modeled by
the fluids solver. However, the guide tube interiors are instead neglected by the fluids solver
for development expediency. Accurately solving for the flow in these channels would likely
require models for the fluid flow through the nozzles, the lower dashpots, and in the annuli
around control rods and burnable poisons. These details are considered outside of the scope
of this thesis.

Note that the regions outside of the active core—everything beyond the baffle, below
the fuel, and above the fuel—are not modeled by the subchannel or heat transfer solvers.
Consequently, the solver coupling routines do not transfer any information relating to those

regions.

Unified axial mesh

One tool used here to simplify coupling is a unified coarse axial mesh that each solver

operates with in some fashion. This axial mesh extends the length of the active fueled

Pin indexing
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Figure 5-3: Illustration of the indexing schemes for pins and channels, and an example
pin-to-channel map.

Channel indexing Pin-to-channel map
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region. It is irregular and constrained so that there are always mesh boundaries at the top
and bottom of each spacer grid. For the calculations presented here, the mesh cells are
limited to a maximum size of 10 cm which results in a 42-cell mesh covering the 366 cm of
active length.

Temperature and density fields in MC neutronics are resolved on the coarse axial mesh.
This is implemented in the OpenMC model by placing z-planes at each of the mesh bound-
aries and using these planes to make different cells for each axial layer. Similarly, the
OpenMC model uses rectilinear tally meshes that match this unified axial mesh in the
z-direction.

The heat transfer solver—which essentially solves a large number of uncoupled 1D
problems—also operates on the same axial mesh and solves one problem per axial mesh
cell and per fuel pin. This provides a convenient conformation between heat transfer and
neutronics. No interpolation or mapping is needed along the axial direction for the power
distribution or temperature within the fuel.

The subchannel solver requires a finer axial mesh (~1 cm is used for all calculations
here), but this fine mesh is also irregular and constrained so that each cell fits within just
one coarse axial mesh cell. It is then assumed that the axial power distribution is flat within
each of the coarse mesh cells; the linear heat rate in each fine mesh cell is equal to the linear
heat rate of its corresponding coarse cell. Coarse mesh values for the coolant temperature
and density are then computed using the average of the fine mesh values, and the coarse

values are communicated to the neutronics and heat transfer solvers.

5.2.3 MC geometry and coupling

Of all the solvers, the MC geometry is the most detailed. It is fully 3D and explicitly models
many fine structures (e.g. fuel-clad gaps and simplified grid spacers). The shapes and di-
mensions of geometry features closely match those specified in the BEAVRS benchmark [47],
but they are also discretized with the multiphysics temperature and density distributions
in mind.

Example plots of the MC geometry are shown in Figure p-4 Note that the coolant
subchannels are treated explicitly with 4 unique materials surrounding each fuel pin. This
figure shows the corner between 4 different fuel assemblies and highlights that the MC geom-

etry treats each subchannel with one material even when it crosses an assembly boundary.
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OpenMC'’s distributed materials feature is used extensively so that one cell can have a dif-
ferent material for each instance of it appearing in different lattice locations. Note that
these plots show the fuel discretized with a 3-region radial mesh, but only 1 region is used
for almost all calculations in this thesis.

The OpenMC model uses a unique material for each axial level of each subchannel. It
also uses a unique material for each radial region and each axial level of each fuel pin. In the
quarter-core BEAVRS model there are 12 828 fuel pins. With the typical discretization of
one radial fuel region and 42 axial regions, this leads to 538 776 fuel materials and 591 024
subchannel coolant materials.

With this many materials the default Python library provided with OpenMC to generate
the input “materials.xml” file is quite slow. Instead, a simplified XML writer is used here.
This XML writer calls the relevant OpenMC Python functions once for a water material and
once for each fuel enrichment. The simplified writer then copies the text output from those
functions and updates the material “id” values as needed. The usual OpenMC Python
functions are then used for the remaining materials such as burnable poisons, steel, and
zirconium alloy. Note that XML files are only written and read during solver initialization.

Here the mechanical deformation caused by radiation, temperature changes, and creep
are neglected so the geometry is fixed over the course of the simulation.

During multiphysics iterations, the solver adjusts the density and temperature values of

O
Q
€

Figure 5-4: MC geometry details near the corner of four fuel assemblies. The left plot shows
each material with a unique color; the right plot shows cells. Grid spacers can be seen in
these plots.
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the coolant materials, the temperature of the fuel materials, and the ¥5Xe density of the
fuel materials. This would be prohibitively slow to do through computer disk access so it
is instead achieved directly in RAM. Using the in-memory Python API functions provided
with OpenMC is also too slow, so these values are updated using custom implemented in
C++ that can be called from Python. The OpenMC header files are included in that C++
code, and the OpenMC shared library is linked during runtime so that the values used by
OpenMC can be directly modified during the simulation.

As a further simplification, the MC coolant density is only updated by multiphysics
coupling in the actively fueled region. The coolant immediately above the active region is
set to the average outlet conditions, and the coolant elsewhere is set to the inlet conditions.
Because the coolant in the guide tubes is not modeled by the fluids solver, it is assumed to

maintain the inlet conditions.

5.2.4 Coupling from heat transfer to Monte Carlo neutronics
Data models

The fuel temperature distribution is computed by the heat transfer solver and used by the
MC solver. Figure [5-5] summarizes the mapping of this data from one solver to the other.
The heat transfer and MC neutronics solvers have very different characteristics which
make it best to use a different radial mesh for each solver. It is practical to use a fine radial
mesh in the heat transfer solver with a piecewise-linear discretization of the temperature
distribution. However, MC codes are usually restricted to a constant temperature within
each cell, i.e. a piecewise-constant discretization. (Some researchers have offered alterna-

tives to the piecewise constant approach [37, [59], but they are not widely adopted.) A fine

Tfuel mapping:

Heat transfer Monte Carlo

Per fuel pin Per fuel pin

Piecewise-constant

Piecewise-constant iacti .
Projection on coarse axial mesh

on coarse axial mesh
Piecewise-constant
on coarse radial
mesh

Piecewise-linear on
fine radial mesh

Figure 5-5: Summary of the process of mapping fuel temperature data from the heat transfer
model to the MC model.
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mesh can also greatly slow down a MC solver by imposing greater ray-tracing and cross
section evaluation costs.

Therefore, different meshes are used to match the different solvers. The MC model uses
a conventional discretization with mesh boundaries spaced proportional to /r so that all
regions have the same area. This has the benefit of more finely resolving the temperature
near the edge of the fuel where the gradient is steeper. For simplicity, the heat transfer
mesh uses a constant radius interval. An illustrative example of these meshes is shown in
Figure [5-6

When transferring temperature values from heat transfer to MC, they are projected
onto the new mesh. The projection is implemented such that the area-weighted average
temperature in each cell of the MC mesh matches the heat transfer mesh.

Test calculations on a quarter-core model found that the computed power distribution is
insensitive to the number of radial mesh cells used in MC. These calculations are described
in Section[D-4] For this reason, only 1 mesh cell is used for the results presented everywhere
except Section i.e. the temperature is averaged over the entire interior of the fuel for
use in MC. For the calculations shown here, the heat transfer solver uses a mesh with 20
cells in the fuel and 2 in the cladding.

In order to compute the power produced by each pin, the MC solver uses a rectilinear
tally mesh with one mesh cell in the zy-plane per fuel pin. This mesh matches the unified
coarse mesh in the axial direction. The OpenMC “fission-Q-recoverable” tally is used which
computes the recoverable energy (energy excluding neutrinos) released by fission reactions
in that mesh cell. There is some nuance to this topic that is discussed further in Section

It is approximated that the power distribution is radially flat within the fuel. Note that

this is an approximation which is generally worse for depleted fuel due to the accumulation

Heat transfer | | [ [ ||| [TLTTTTEITT

MC neutronics | | | |

¢ T

Figure 5-6: Illustration of the mesh spacing for the heat transfer and neutronics meshes.
This is a 1D radial meshed used only for the fuel pin interior. The heat transfer mesh is
fine with constant-width and the MC mesh is coarse with /r spacing.
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of plutonium near the outer edges of the fuel.
One upside to this approximation is that it simplifies the MC tallies and the data transfer
software between the neutronics and heat transfer solvers. The only values communicated

from neutronics to heat transfer are the linear heat rates in each pin as a function of height.

Software implementation

The heat transfer solver only runs on the root process so an MPI broadcast is used to
synchronize fuel temperature values across all processes before updating OpenMC ValuesE]
The fuel temperature values used by OpenMC are updated directly in RAM without any
overhead of disk access and solver finalizing/re-initializing.

Note that an in-memory Python API is provided with OpenMC (the openmc.1ib mod-
ule), and it could be used for this purpose. This API was used in the early stages of solver
development, but looping over all fuel materials in Python via this API is too slow for
efficient quarter-core simulations.

Instead, custom C++ software was written for this task. The OpenMC header files are
included in this software, and the OpenMC shared library is linked at runtime. Conse-
quently, the RAM locations used by OpenMC can be directly updated with no overhead.
This C++ software also includes Python header files, uses the Python C API, and is com-
piled as a shared library. Consequently it can be imported into Python at runtime for
use. The end result is that the fuel temperature can be represented as an array in Python
then passed to C++ software which efficiently loops over each value and copies it to the

appropriate memory address for OpenMC.

5.2.5 Coupling from subchannel fluids to Monte Carlo neutronics

The coolant density and temperature distributions are mapped from the subchannel solver
to the MC solver as summarized in Figure [5-7] Both solvers use the same radial discretiza-
tion for coolant variables: each subchannel is one uniform region. No projection or averaging
is needed in the zy-plane.

As mentioned previously, the subchannel solver internally uses a finer axial mesh, but

each fine mesh cell fits exactly within one coarse mesh cell. The coarse mesh values used

2Tricky synchronization errors can arise when updating values in-memory for distributed memory pro-
grams like OpenMC. If implemented incorrectly, it’s possible for neutrons on one MPI process to see a
different temperature than neutrons on another MPI process!
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by MC are computed from the arithmetic average of the corresponding fine mesh values.
With the meshes used in this work, the coolant properties do not vary greatly within one
coarse mesh cell so an arithmetic average will be similar to other schemes.

Similar to the way fuel temperature is handled, custom C++ software was written to
update the OpenMC coolant values in-memory from Python arrays. Both the density and

temperature of each coolant material is updated by this procedure.

5.2.6 Coupling from heat transfer and subchannel fluids to the neutronics

surrogate

The mapping of coolant density and fuel temperature to the surrogate model is summarized
in Figure Note that these values are only used for extrapolating from the conditions last
seen in the MC solver. In a converged solution where the feedback variables are unchanging,
the MC solver is ultimately responsible for converting the fuel and coolant conditions into
accurate CMFD diffusion parameters. Consequently, simple models for fuel temperature
and coolant density in the surrogate will suffice.

The diffusion-based surrogate solver uses the same axial mesh as MC so variables along
the axial directions are mapped similarly. (No axial mapping of fuel temperature because
the heat transfer solver uses the same mesh; coolant values are averaged over fine mesh
cells.)

In the xy-plane this solver uses a very coarse mesh which homogenizes many fuel pins
and subchannels. Here the simple approach is taken of computing the arithmetic average of
the (area-averaged) fuel temperature in each pin that lies within the coarse mesh. Ideally,
an adjoint-flux-weighted average (with the adjoint defined as the importance to each cross

section in that mesh) would be used, but this is difficult and unnecessary to implement

Pcool, Tcool mapping:

Subchannel Monte Carlo

P h. 1
Per subchannel . er subchanne
Averaging . .
Piecewise-constant

on coarse axial
mesh

Piecewise-constant
on fine axial mesh

Figure 5-7: Summary of mapping coolant density and temperature from the subchannel
model to the MC model.
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in practice. Similarly, the arithmetic average of the coolant density is computed for the

subchannels that are adjacent to those fuel pins.

5.2.7 Coupling Monte Carlo and surrogate neutronics

The spatial mapping of data from MC to the diffusion-based surrogate solver’s mesh is
relatively simple: the MC simply uses a Cartesian rectilinear tally mesh that exactly matches
the surrogate’s meshﬁ The physics of computing useful parameters on this mesh is more
complex, and this topic was discussed at length throughout Chapter |4 Some extra details

particularly relevant to multiphysics feedback are described here.

Pin power reconstruction

The surrogate uses a very coarse mesh in the zy-plane that homogenizes many fuel pins,
but pin-by-pin resolution of the power distribution is needed for use in the heat transfer and
subchannel solvers. A simple scheme is used here to reconstruct pin-by-pin distributions

from the surrogate’s coarse mesh.

3Rectilinear tally meshes were added to OpenMC for this work and merged into the main branch with
pull request #1246.

Tfuel mapping:

Heat transfer

Per fuel pin Surrogate
Piecewise-constant A ) Per coarse cell
on coarse axial mesh Veraging
Piecewise-constant
Piecewise-linear on coarse axial mesh
on fine radial
mesh
Pcool Mapping:
Surrogate
Subchannel

Per coarse cell
Per subchannel .
Averaging . .
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on coarse axial
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Piecewise-constant
on fine axial mesh

Figure 5-8: Summary of mapping fuel temperature and coolant density values to the neu-
tronics surrogate model.
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This reconstruction uses a factor, f; ;, unique to each pin and each coarse-mesh axial
level. The factor relates the linear heat rate in pin ¢ at axial level j to the neutron production
rate in the corresponding coarse mesh cell k,

/
4,5
(V5101 + vE2d2),

fij =

The neutron production rate is a convenient denominator because this reaction rate is
computed in each eigenvalue iteration of the surrogate. As described in Section the
surrogate mesh is slightly irregular so that no fuel pins straddle the boundaries between
mesh cells. This means that each fuel pin can be assigned unambiguously to a single
coarse mesh cell. (Some fuel pins are sliced in half by the quarter-core reflective boundary
conditions, but they are still only adjacent to one mesh cell so they can be assigned to that
one mesh cell for pin power reconstruction.)

The factors, f; j, are computed from MC tallies after each MC iteration (usually just 1
generation). In this sense, they are analogous to multigroup cross sections and are treated
in a similar fashion except that they are not modeled with a Taylor series expansion of

temperature and/or density.

Source site re-weighting

In order to achieve bi-directional MC-CMFD coupling, the solver must be able to update
the MC source distribution using the coarse mesh neutronics solution. In MC, the fission
source distribution is represented as a set of discrete points sampled from the transport
of neutrons in the previous generation, and the procedure for adjusting the distribution of
these discrete points is non-obvious.

Lee et al. adopted the clever approach of adjusting the weights of particles emitted from
these source sites [8]. With this approach, the source sites themselves are not changed, but
the impact each simulated neutron has on the output tallies (and the distribution of source
sites for the next generation) is scaled.

A possible implementation of the technique described by Lee et al. is shown in Algorithm
[6l This algorithm forms the basis for a more advanced algorithm that will be described
shortly.

The goal of this algorithm is to make the MC source weight distribution match the
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QcmrD,; values, the fission source intensity in each coarse mesh cell, 7, as computed from
the converged CMFD solution. This is achieved by multiplying the weight of each source
site by a factor, m;, that is determined from the ratio, m; = Qcmrp,i/ @mc,i-

Note the final section of this algorithm which renormalizes the particle weights so that
they sum to Npart, the number of particles per MC generation. A more elegant algorithm
could modify the m; values directly instead of renormalizing the particle weights, but the
presented algorithm is preferred for its robustness. The intent of the re-weighting procedure
is clear, and is unaffected by experimental modifications to the way m; values are computed.

One detail not shown in Algorithm [6]is that MPI communication procedures are needed.
In OpenMC, the array of source sites is a distributed array—each MPI process has a different
set of source sites. For the re-weighting procedure, each MPI process computes its own
Qwmic,; values and these are summed with a call to the MPI_Allreduce routine. (This is
advantageous because it parallelizes the significant work of computing which coarse mesh
cell each source site resides in.) The coarse mesh neutronics equations are only solved on

the root MPI process so the Qcnrp,i values are sent to the other processes via MPI_Bcast.

Algorithm 6 A simple MC source site re-weighting procedure (not used here). This al-
gorithm sets the MC particle weights so that the neutron source distribution matches the
distribution computed by CMFD.
> Compute MC/CMFD source scaling factors
Declare m an array of scaling factors for each coarse mesh cell
for each coarse mesh cell, i do
Qwmc,; = number of MC source sites in cell 7
QcMFD, = VX11,iP1, + V32 i¢2,; from the CMFD solution
if Qmc,i > 0 then
m; < QcmEDp,i/ QMc,i
else
m; <+ 0
> Update the source site weights
9: for each MC source site, j do

10: 1 < coarse mesh cell containing site j
11: w; = weight of site j
12: Wi <= Wj - My

> Ensure the particle weights sum to the number of MC particles
13: W=0
14: for each MC source site, j do
15: W W +w;
16: for each MC source site, j do

Npart
17: Wy < Wy - — 7
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Each process then computes the m; values and adjusts the weights of its assigned source
sites. Each process then computes its own portion of W and contributes to the total via
MPI_Allreduce before renormalizing source weights.

The issue with this procedure is that it is a non-relaxed Picard iteration and thus
susceptible to instabilities. Test calculations using the solver developed for this thesis find
that the MC-CMFD coupling can be unstable even without multiphysics feedback. Hence
some form of underrelaxation is needed.

Note that in prior publications, several MC generations are used before coupling to
CMFD. For example, Lee et al. delayed MC-CMFD coupling until after the 10" genera-
tion [§], and Herman delayed MC-CMFD coupling until after the 5*" generation [I0]. These
authors cite increased tally precision as the reason for the delay, but it also presumably
reduces the Picard instability.

Here an alternate approach is taken of applying explicit relaxation to the m; values.
In particular, extreme values of m; are clipped so that they lie over a smaller range. This
procedure is shown in Algorithm

No detailed parameter study for m,.x was carried out in this work so no firm recom-
mendations are provided here for setting mmax. A value of 1.2 was used for this work which
was found to be sufficiently small to prevent instabilities and large enough to allow suffi-
ciently fast convergence. In the quarter-core simulations discussed in Chapter (7] m; values
can be as large as 4 and as small as 0.2 in the first MC generation so the clipping to 1.2
and 1/1.2 is significant. In a converged simulation, the m; values usually fall within the 1.2
to 1/1.2 range meaning that no relaxation occurs. (Note that this is a unique and probably
desirable feature of the nonlinearity of the clipping procedure; linear relaxation techniques

would still apply relaxation even when the solution is converged.)

5.2.8 Coupling from neutronics to subchannel fluids

Both neutronics solvers—MC and the surrogate—output ¢/, the linear heat rate distribution,
for use in the other solvers. The neutronics solvers provide ¢’ values for each pin discretized
on the common coarse axial mesh.

The MC solver computes these values using a tally on a rectilinear mesh with a single fuel
pin per mesh cell in the zy-plane. This mesh is separate from the mesh used for surrogate

parameters. Note that some fuel pins and instrument tubes are cut in half by the quarter-
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Algorithm 7 A MC source site re-weighting procedure with clipping.

9:
10:
11:
12:
13:
14:
15:
16:
17:

18:
19:
20:
21:
22:

23:
24:
25:
26:

27:
28:
29:

30:
31:

> Compute MC/CMFD source scaling factors
Declare m an array of scaling factors for each coarse mesh cell
for each coarse mesh cell, i do
Qwmc,; = number of MC source sites in cell 7
QCMFD,z’ = u2f717i¢1,i + Z/Ef727i¢27i from the CMFD solution
if QMCJ > 0 then
m; < QcmrEDp,i/ @Mc,i
else
> Renormalize the scaling factors so the non-zero values average to unity
m <0
N0
for each coarse mesh cell, i do
if m; > 0 then
m<—m+1
N+N+1
m <« m/N
for each coarse mesh cell, i do
> Clip the scaling factors
for each coarse mesh cell, i do
if m; > mma.x then
My <= Mmax
else if m; < 1/mpax then
m; < 1/Mmax
> Update the source site weights
for each MC source site, j do
1 < coarse mesh cell containing site j
w; = weight of site j
Wi <= Wj - My
> Ensure the particle weights sum to the number of MC particles
W =20
for each MC source site, j do
W+« W+ W

for each MC source site, j do

Npart
Wi < Wy + W
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core reflective boundary conditions. The solver automatically doubles the tallied reaction
rates (both the power production rates and the simulated fission detector responses) for
these locations to account for the fact that only half of these pins/tubes lie within the
model. The surrogate solver can then reconstruct these pin-by-pin ¢’ values using the f; ;
factors (which include the boundary condition adjustment).

The subchannel solver has no conventional “mesh” in the xy-plane, but instead uses
the channel-to-pin and channel-to-channel adjacency maps. The channel-to-pin map is
used to find how much heat is flowing into each channel from the surrounding pins, and
the channel-to-channel map is then used to compute the turbulent exchange of enthalpy
between channels.

The subchannel solver assumes that the heat flux in each fuel pin is uniform in the
azimuthal direction. This means that 1/4 of the power produced by a pin flows into each
of the pin’s adjacent subchannels.

As a consequence of this approximation, the subchannel solver can directly use the
power distribution computed by the neutronics solvers. Otherwise, the heat transfer solver
would be needed to determine the azimuthal distribution of the heat flux and determine
what fraction of the heat flows into each subchannel. (A transient solver would similarly
need to solve the heat transfer problem in order to compute the pin heat flux.)

As mentioned previously, the subchannel solver internally uses a fine axial mesh. The
input power distribution comes from the neutronics solvers in the form of an array expressing
the linear heat rate of each pin on the coarse unified mesh. The subchannel solver then
transfers values from the coarse mesh to each of the appropriate fine mesh cells. Note that
this makes the linear heat rate a convenient quantity to use in coupling; values can be used
interchangeably between coarse and fine meshes without any rescaling. A diagram of this

mapping is provided in Figure [5-9

5.2.9 Coupling from neutronics to heat transfer

The heat transfer solver essentially operates on a separate 1D problem per fuel pin and per
axial level on the common mesh. The neutronics solvers provide exactly one ¢’ value for
each of those positions so the ¢’ data can be used directly in the heat transfer solver with
no mapping.

Internally, the heat transfer solver makes the approximation that the power distribution
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is radially uniform. The distribution is roughly uniform for beginning-of-cycle fuel pins,
but in depleted fuel it becomes strongly peaked towards the edge of the fuel due to the
rim-effect buildup of Pu-239. Gadolinia-bearing fuel pins may also cause a similar effect

due to their strong absorption cross section for thermal neutrons.

5.2.10 Coupling from subchannel fluids to heat transfer

The heat transfer solver must use various fluid properties in order to compute the boundary
conditions on the each fuel pin. The mapping of these properties is summarized in Figure
B-10

Each fuel pin is surrounded by 4 subchannels with different coolant temperatures. This
poses a problem for the 1D heat transfer solver which has no means of accounting for this
azimuthal variation. Here the simple approach is taken of computing the arithmetic average
of the adjacent coolant temperatures and using this average for the heat transfer boundary
condition. The coolant properties generally change very little from just one subchannel
to the next so the solver is not expected to be sensitive to this averaging. Similarly, the
average value in each coarse axial mesh cell is computed from the subchannel solver’s fine

mesh.

¢’ mapping:
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. . 1-1 map

Piecewise-constant
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on fine axial mesh

Figure 5-9: Summary of mapping linear heat rate values from the neutronics model to the
subchannel model.
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Figure 5-10: Summary of mapping fluid properties from the subchannel model to the heat
transfer model.
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5.3 Energy deposition and equilibrium xenon

5.3.1 Local energy deposition approximation

The heat energy generated by fission is computed using OpenMC’s “fission-g-recoverable”
score—a tally scoring function that was added to OpenMC in the course of this WorkE] This
score computes the energy released from fission events using the Madland model which gives
the energy release from each isotope as a function of incident neutron energy [60), GI]EI This
score includes the energy released promptly from fission in the form of fission fragments,
neutrons, and photons. It also includes the delayed energy released from the radioactive
decay of fission products in the form of neutrons, photons, and g particles. This score
does not include the energy released in the form of anti-neutrinos as it is unrecoverable
(practically all anti-neutrinos leak out of the reactor).

The neutrons and photons travel far from their original fission sites and will deposit their
energy throughout the reactor materials. This effect can be computed with MC solvers, but
it is neglected here for expediency. The energy is instead assumed to be deposited locally,
at the fission sites. As a result, the power density in the interior of the fuel is over-estimated
which will lead to an over-estimate of fuel temperature. To understand the impact of this
approximation, note that the neutrons and photons carry about 10% of the recoverable

energy.

5.3.2 Negligible neutron capture energy approximation

Energy is also produced in the reactor from capture reactions such as (n,7) and (n,«).
Accounting for this effect is a surprisingly complex topic.

A common approach of accounting for this energy is to artificially increase the fission
Q-value by (v — 1) Q. where Q, is the average energy produced from neutron capture reac-
tions [62]. This model is valid for a critical reactor where precisely v — 1 neutrons from each
fission event are lost to a capture reaction. Rhodes et al. critique some dubious models for
Q. that have been widely used and instead advocate for computing this value directly with
high-fidelity neutronics codes that can resolve the per-isotope capture rates [62].

The nuclear data files used by OpenMC include the direct Q-values for all the neutron

40penMC pull request #698.
5This data is listed under MT=1, MF=458 in nuclear data files with the ENDF format.
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capture reactions of interest, and tallies could easily be used to compute the reaction-rate-
weighted average over all isotopes. However, these Q-values do not consider the §-decays
that often follow a capture reaction, and they are thus under-estimates of the value needed
for this thesis. The issue is further complicated by the fact that capture products might
undergo [-decay or they might instead capture a further neutron.

The total energy produced by these capture reactions is very roughly about 5% of the
energy produced by fission reactions. Given the complexities of accounting for it accurately,
the capture energy is neglected for this work. It is instead assumed that all energy comes
from fission reactions (and the $-decays of their products). As a result, the total fission rate

in the core will be over-estimated which leads to an over-estimate of °Xe concentration.

5.3.3 Equilibrium xenon

A general depletion calculation is outside the scope of this work, but the isotope 3°Xe is
considered given that it builds up quickly in a reactor and has a large impact on the reactor
power distribution.

135X e is produced directly by fission and through -decay of other fission products. It
is removed from a reactor either through $-decay or through neutron absorption. A reactor
operating at stable power can quickly reach an equilibrium concentration where these source
and loss rates are in balance. The concentration in this condition can be described by the
equation,

Z 'yjzic(’r‘)qb(’f‘) = Ua,Xe(T)NXe,eq(T)¢(T) + ANXe,eq(T)
J

where Nxe eq(7) is the equilibrium atomic density of 135X e at location 7; 47 is the cumulative
yield of 135Xe from fissions of isotope j; ch is the macroscopic fission cross section for isotope
J; 0a,Xe is the microscopic absorption cross section for 135Xe; and A is the S-decay rate of
1355 q.

This equation can then be integrated over volume V;. This volume will represent one
axial segment of the fuel in a single fuel rod. For simplicity, the xenon density will modeled

as uniform over this volume. The resulting integrated equation is,

S ], Brrrotear = Moo [[]| auselriotridr + AV
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The integrals can be evaluated using MC tallies with the caveat that the MC-computed
values must be scaled to match the appropriate intensity of the fission source distribution.

Using the angle-bracket notation for MC tallies, the xenon equation can be written as,
C Z 7j <E§”¢>i = CNxe,eq,i <Ua,Xe¢>i + ANXe,eq,i Vi
J

where the C' scaling factor is computed as,

Power

¢= Zz <Qrecovzf¢>l’

where the numerator is the total specified power for the problem, and the denominator uses
the OpenMC “fission-g-recoverable” score. Note the discussion from the previous subsec-
tion that a more rigorous implementation requires consideration of the power produced by
neutron capture reactions.

Solving for the equilibrium concentration gives,

CYv (o).
C <Ua,Xe¢)>i + AV

NXe,eq,i =

This work focuses on problems that do not use depleted fuel so it is assumed that 235U
and 238U are the dominant fissionable isotopes. Consequently, just these two isotopes are
considered for the xenon production rate. As a further detail, OpenMC does not provide
tallies for microscopic cross sections; instead, the macroscopic value is tallied and the result
must be divided by the xenon density used in the MC simulation. Incorporating these

details gives the final form used for computing the equilibrium concentration,

07U235 <Z}J235¢>i + C,YUQSS <Z}I238¢>
Cr— (Zaxed); + AVi

NXe,eq,i = i (51)

The v values from the ENDF/B-VIIL.1 nuclear data library are used here [63]. Specifi-

cally, the library values for cumulative fission yield from 0.0253 eV neutrons are used.
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5.4 Multiphysics iteration

The focus of this thesis is on multiphysics iteration that combines the advantages of Monte
Carlo and diffusion neutronics solvers. This section will discuss the details of software

algorithms that realize this multiphysics iteration.

5.4.1 TUnaccelerated

For a reference point it is helpful to begin with an algorithm that does not include a diffu-
sion neutronics solver. Algorithm [§] shows the iteration procedure used here for simulations
without diffusion. This is referred to as the unaccelerated iteration procedure. This al-
gorithm references several variables that are represented in software as multidimensional
arrays describing a 3D field: T, is the fuel temperature, peoo1 is the density of the coolant,
Nxe is the atomic density of 13°Xe in the fuel, qnic is the linear heat rate computed directly
from Monte Carlo tallies, and ¢, is the linear heat rate computed with under-relaxation.
There are also other less important variables exchanged between the solvers (e.g. the coolant
Reynolds number from the subchannel solver to the heat transfer solver) that are omitted
here for brevity.

As implemented here, the MC tallies are “reset” at the beginning of each iteration.
They do not accumulate any information from the previous iterations which used different
temperature and density distributions.

Algorithm [§|refers to running Ngen, MC generations in each of the main iterations. Prior
works have frequently used a large number for Ngen (perhaps 100) and possibly included
“inactive” generations that do not contribute to tallies. The results presented later demon-
strate that small values of Ngen—even as small as 1-—generally perform better. Similarly, no

inactive generations are used here since the tallies are reset in each iteration which removes

Algorithm 8 Unaccelerated coupled iteration procedure

1: for Main iteration do

Update MC Tiyel, peools Nxe

Simulate Ngen, MC generations

Compute gy and Nxe eq

q:‘elax — (1 - a)qéelax + aqll\/[C

NXe — (1 - a)NXe + aNXe,eq

Solve subchannel fluids with ¢/, for Teool, Peool
Solve heat transfer with ¢/ ., Teool for Tiyel
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the bias from early non-converged MC generations.

Algorithm [§] includes a relaxation step on the power distribution. After performing
relaxation, the power distribution is also renormalized to ensure that the total desired power
is produced. As demonstrated later in this thesis, using a small number of MC generations
(e.g. 1) per multiphysics iteration provides a form of relaxation which makes the arithmetic
under-relaxation unnecessary. Consequently, the presented unaccelerated simulations use a
unity relaxation factor, a = 1.

Relaxation is also applied to the xenon concentration. The same relaxation factor is
used for both Nx. and ¢/, to avoid the complexity of multi-parameter optimization.

The coupled solver is initialized with a uniform distribution of fuel temperature and
coolant properties. The fuel is set to 600 K and the inlet conditions are used for the
coolant. The initial MC source is axially cosine and radially flat. The initial 35Xe is set to
a value which is practically zero for the purposes of neutron transport, but an arbitrarily
small non-zero value is needed so that OpenMC will be able to tally reaction rates[f]

No automated convergence checking is used for the main iteration loop, although it
could easily be added. Instead, a fixed number of iterations are run based on resource

constraints, and the data is analyzed after the fact to establish convergence.

5.4.2 Accelerated

Algorithm [9] presents the accelerated iteration procedure. It is largely similar to Algorithm
but includes an inner loop where the power distribution is computed using the diffusion-
based surrogate instead of MC. This power distribution is indicated with the variable,
Liffusion-

Under-relaxation on the ¢}g.s0n Variable is required for stability of the inner loop, but
this is not shown for brevity. This relaxation factor can be set to a small value without a
large impact on the overall solver runtime since the MC solver is the most expensive.

Algorithm [J] also includes the computation of 2-group cross sections, diffusion coef-
ficients, their derivatives, D correction factors, and pin power factors. Like the power
distribution, these are computed using MC tallies that are reset at the beginning of each
primary iteration.

Note that the MC fuel temperature and coolant density is always set using an under-

5The initial xenon concentration is set so that it makes up 1072 of the fuel nuclides.
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relaxed power distribution that includes contributions from both the MC and diffusion
solvers. Test calculations showed that relaxation of this quantity was important for solver
stability. Surprisingly, oscillations in the power distribution can propagate through the
solver to the multigroup cross sections and form an instability. This instability is mitigated

by under-relaxation on the power distribution.

5.5 Software design

The bulk of this thesis discusses numerical methods, algorithms, and physics approxima-
tions; but the success of this work also hinges on software design. Poorly implemented
software can easily destroy performance and turn a viable method into a useless program.
Therefore, this section briefly discusses some of the programming practices and software
details of the coupled solver.

The multiphysics solver is written in a combination of Python and C++. APIs and
dynamic linkage are used extensively so that the solver transitions seamlessly between
code written in each language. Python is used because it makes the software development
process faster. Python code does not need to be compiled which allows for fast prototyping
and debugging, and there is a large ecosystem of helpful third-party Python software that

is trivial to acquire and use. C++ on the other hand is usually more difficult to use,

Algorithm 9 Accelerated coupled iteration procedure
1: for Main iteration do

2: Update MC Tiyel, Peools Nxe

3: Simulate N MC generations

4: Compute gy and Nxe eq

5 q;elax — (1 - Ck)qfrelax + aql/\/IC

6: Nxe (1 — a)NXe + aNXe,eq

7 Compute 2-group D, X, f), %, 8% values and pin power factors, f
8: while ¢/j;g,60n Unconverged do

9: Extrapolate cross sections (Equation with Tuel, Peool

10: Solve diffusion neutronics for ¢}igusion

11: Solve subchannel fluids with ¢};gusion £T Zcools Peool

12: Solve heat transfer with ¢/;gusion» Zcool fr Thuel

13: Reweight MC source sites using the diffusion solution (Algorithm
14: qllrelax = (1 B a)qllfelax + aq(,iiffusion

15: Solve subchannel fluids with ¢/, for Teool, Peool

16: Solve heat transfer with ¢/ .., Tcool for Tiyel
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but the resulting software is often orders-of-magnitude faster thanks the optimization and
compilation process. It is also easier to develop parallel code in C+4 using MPI and
OpenMP.

The software was developed in an iterative cycle of prototyping, testing, profiling, and
optimizing. All novel software (everything except OpenMC) was first written in Python.
After implementing new code and testing for accuracy, it would then be instrumented to
identify runtime hotspots. Code hotspots were then rewritten in C++ as needed.

This software makes extensive use of the Python C API. C++ software that uses this
API can use the native Python data structures such as the list, dict, and tuple so that
the C4++ components interface well with the pure Python components. This software also
uses the C API provided for the numpy Python package which allows for numpy arrays to
be used interchangeably between Python and C++.

The Python C API and numpy C API are somewhat challenging to learn and use, but
they offer important performance gains. Critically, no copying is needed for one language
to access the data allocated in another language. Only memory addresses are exchanged,
and the software written in either language can interpret the data at that address.

The C APIs allow the software to switch between code written in either language without
any overhead. The solver takes advantage of this and frequently switches between languages.
For example, the diffusion neutronics eigenvalue loop is written in Python, but it calls a
Gauss-Seidel loop written in C++4-. The pin-to-channel map is allocated in Python, and the
unified axial grid is allocated in C4++. The subchannel loop over axial height is written in

Python, but it calls a C+4 loop over the channels.

5.6 Summary

This chapter has described the linkage between the individual physics solvers. Most of the
methodology was chosen with simplicity in mind, but the focus here is on Algorithm [9] which
shows how the diffusion-based surrogate is used within the multiphysics iteration procedure.

The following chapters are focused on evaluating the performance of this algorithm.
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Chapter 6

Fuel Pin Simulations

The focus of this thesis is on quarter-core sized calculations which prove challenging for a
multiphysics solver. However, smaller simulations on just a single fuel pin are also useful
for characterizing the convergence behavior of the coupled solver.

This chapter covers an array of calculations on a single fuel pin, and discusses the issues
of instability, convergence precision, and convergence rate. The data presented here suggest
that simulations using a small number of MC generations per multiphysics iteration (e.g.
1) and a large number of particles per generation are more stable and less noisy. The data
also show that the proposed acceleration algorithm can reduce the number of generations
needed for convergence by more than 30x.

For all simulations shown here, the geometry is of a fuel pin from the BEAVRS bench-
mark [47]. This model uses the same 42-cell axial mesh that is later used for quarter-core
calculations. The pin power is set at 68 kW, the average value for full-power BEAVRS. Fuel
temperature and coolant density feedback are included. No depletion or equilibrium xenon

calculations are used.

6.1 Convergence analysis

The typical approach for evaluating Monte Carlo source convergence is to use a Shannon
entropy metric. Specifically, this metric measures the entropy of the fission source distri-
bution on some specified mesh. Unlike typical tallies, the entropy is computed for each
generation rather than accumulated over the course of the simulation. Plotting the entropy

as a function of generation number usually reveals a signal with a bias that decays away in
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the early generations.

The fission site Shannon entropy is convenient in the general case because it is applicable
to a wide variety of systems and condenses all the complexity of the fission source distri-
bution into one number per generation. However, the value of entropy itself is essentially
meaningless and it cannot be easily related to the uncertainty or error in the quantities of
interest.

For convergence checking, this work can take advantage of the fact that tallies of the
power distribution are needed and these tallies must be frequently reset for multiphysics
purposes. This means they can be plotted as a function of generation number to reveal
convergence trends.

One particularly useful metric of the power distribution is the axial offset. It measures

the relative imbalance of power between the top and bottom of the core and is defined as,

AO — Qtop — Qvottom (6.1)
Qtop + Qvottom
where Qpottom is the total power produced in the lower half of the core and Qyop is of the
upper half.

Note that in a single fuel pin problem, the axial offset will covary strongly with the
second-most-dominant eigenmode. Consequently, it can be expected to converge slowly
relative to other metrics which makes it a good measure to evaluate solution stationarity.
As will be demonstrated below, this metric also captures the oscillations seen with unstable

algorithms.

6.2 Active and inactive generations

Note that this work will also adopt the atypical practice of averaging tallies over multiple
generations after-the-fact rather than during the calculation. Usually a MC solver internally
accumulates tally values over the course of some number of active generations and then
reports the average rather than the generation-by-generation value. This is advantageous
in the general case because it requires less memory, and the generation-by-generation values
are usually more information than needed.

However, the alternative approach is practical and useful here. This solver stores the

power distribution computed in each MC Picard iteration. In the usual case, there is 1
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generation per Picard iteration so the generation-by-generation tallied power distribution
is stored. The memory required is small enough that this approach is practical, and it
provides much more useful data for post-processing.

In particular, this removes the need to determine before-the-fact how many MC gen-
erations are needed to converge the source distribution. The data can be analyzed after
the simulation to determine the point of stationarity, and then the average value of the
stationary region can be computed. This means that the solver does not use any inactive
generations, at least not as they are usually defined for MC simulations. Even the first MC
generation provides valuable data used by the coupled solver.

Storing the values from each Picard iteration also allows for a better understanding of
the statistical noise in the solver. Unlike the traditional MC approach, autocorrelation can

be seen and measured which protects against an underestimation of statistical uncertainty.

6.3 MC generations and multiphysics instability

One important parameter for MC-based multiphysics solvers is how many particle genera-
tions are used per multiphysics iteration. Using multiple generations per iteration can the-
oretically reduce statistical noise and better converge the fission source distribution within
each iteration, but it also reduces the frequency at which the temperature distribution is
updated. Gill et al. have previously demonstrated the surprising conclusion that using very
few generations per iteration leads to better stability and faster convergence, even when it
increases the stochastic noise seen by the thermal-hydraulics solvers [51]. Those conclusions
are further reinforced by the data presented here.

Simulations were run with a varying number of MC generations per multiphysics Picard
iteration. These simulations were run without acceleration using Algorithm [§] Figure [6-1
shows the axial offset behavior with 1, 20, 50, and 100 generations per iteration. Figure
shows a set of longer simulations with 200, 500, and 1000 generations per iteration.
All simulations use 1 million particles per generation, and no explicit relaxation is applied
(aw = 1). Note that these generation numbers indicate both how frequently a Picard iteration
is executed and how frequently tallies are reset. This means that the 20-generation data
points are averaged from 20x as many simulated neutrons as the 1-generation data points.

These figures show that the number of generations per iteration acts essentially as a
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Figure 6-1: Convergence of the axial offset (Equation [6.1]) from unaccelerated simulations

of a fuel pin with varying numbers of MC generations per Picard iteration (indicated by
the number next to each series).
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Figure 6-2: Convergence of the axial offset for unaccelerated simulations that use many
generations per Picard iteration. Note the change in z- and y-axis scales from Figure [6-1]
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relaxation parameter. Too many generations per iteration leads to a wildly oscillating
solution that is driven by the strong negative feedback in the system. The impact of the
number of generations seen here is analogous to the impact of the relaxation factor shown
in Figure [5.1.2]

The reason for this relaxation effect is due to the dynamics of the MC fission source.
Simulated neutrons do not travel very far from their birth location so the fission source sites
that they sample will be relatively near to their own source site. Thus the overall change
in the fission source distribution from generation-to-generation is limited.

Using a small number of generations to damp oscillations is somewhat similar to the
technique of using a transient solver in a steady-state multiphysics calculation. If the time
step parameter for the transient solver is sufficiently small, then the time derivative terms
act like relaxation factors because they limit how much a solution can change between
iterations. This practice is often referred to as physics-based under-relazation [64], and
these results suggest that limiting the number of MC generations per Picard iteration is
another form of physics-based under-relaxation.

Note that this under-relaxation effect is limited to simulations without acceleration.
The entire purpose of acceleration is to make large changes in the fission source distribution

between MC generations so other forms of relaxation are needed.

6.4 MC generations and tally noise

Another finding from the Figure [6-1] data is the surprising fact that that increasing the
number of generations does not decrease the size of the noise in the stationary region.

To highlight this point, Figure[6-3]focuses on the computed axial offset for generation 250
and beyond. This figure shows simulation results using 1, 2, 5, 10, and 20 generations per
iteration. Note that the subplots use identical scales. Horizontal lines on this figure indicate
the £20 envelope where o is the standard deviation of the 1 generation-per-iteration data.

The data in this figure indicate that the number of MC generations per iteration has a
very small effect on the tally noise. Simulations that use 20 generations for each data point
are no more precise than simulations that use 1 generation per data point.

This finding is somewhat counter-intuitive. It is generally expected that a larger number

of of generations leads to a larger number of tally events which significantly reduces the
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Figure 6-3: Tallied axial offset as a function of MC generations. Subplots show a different

number of generations per iteration. Horizontal lines indicate the uniform noise envelope.
All simulations use 1 million neutrons per generation.

136



Figure 6-4: Standard deviation of the axial offset (generations 250 onward) versus the
number of generations per iteration. For reference, the last column indicates the expected
standard deviation if tally results were independent.

Ngen  Std. dev. o< 1/y/Ngen

1 0.0038

2 0.0037 0.0027

5 0.0041 0.0017
10 0.0051 0.0012
20 0.0031 0.0008
50 0.0042 0.0005

statistical uncertainty of tallied results.

More rigorously, if tally results from each generation were independent, then the central
limit theorem suggests that the tally standard deviation would scale with 1/,/Ngen where
Ngen is the number of generations per iteration. Table @ shows the standard deviation of
the Figure data and compares it to 1//Ngen scaling. The observed standard deviation
is nearly constant, and does not follow the 1/,/Ngen scaling.

The noise does not scale with 1//Ngen because tally values from consecutive generations
are not statistically independent. Tallied quantities like the axial offset strongly depend on
the MC fission source distribution, and this distribution does not change by a large amount
from one generation to the next.

Because consecutive tally values depend significantly on the slowly-changing source dis-
tribution, these consecutive values will be statistically correlated. This is referred to as
autocorrelation—the signal is correlated with itself—and it can be seen in the Figure [6-3|
plots. The Ngen = 1 and Ngen = 2 cases in particular show that each tallied value is very
close to the previous tallied value. As a result, the tally values slowly meander upwards and
downwards within the noise envelope. Contrast this behavior with Figure This figure
shows random noise sampled from a normal distribution, and it demonstrates a signal with
little autocorrelation.

This behavior can be quantified in terms of an autocorrelation coefficient which is defined

as,
. Cov (Xt, Xt+T)

R(r) = —.- X)) (6.2)

where X is the set of tally values and Xy, is the set of tally values shifted by 7 generations.
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4 Independently-sampled noise

N
?

Figure 6-5: Random noise. Values were sampled independently from a normal distribution
with a mean and standard deviation that matches the data shown in Figure for 1
generation per iteration.

This value can be computed as,

R(r) = LS (X — ) (Xeer — 1)
1 n—1 2
=g (X — )

(6.3)

where p is the mean value of X, and n is the number of X values. For the present discussion,
X is the set of computed axial offset values.

Figure [6-6] shows the autocorrelation coefficient for the axial offset data up to 7 = 20.
Even with a lag of 20 generations, the coefficient only decays to R(20) = 0.49. Note that
the autocorrelation coefficient is a specific case of the Pearson correlation coefficient. A
Pearson coefficient of 0.49 indicates a relatively strong relationship between two variables.
This means that error of a tallied value (the value minus the mean) at generation ¢ + 20
is strongly related the error at generation ¢, and the two samples cannot be considered
independent.

Bayley and Hammersley offer a way to compute an effective number of independent
samples given a known R(7) [65]. The uncertainty of N correlated samples is equal to the
uncertainty that would be expected with N.g independent samples. For this discussion, the
number of samples equals Ngen, the number of MC generations per iteration. The effective
number of generations is then [65],

N 1

gen,eff — Ngenw (64)

ZTZO R(T)

These values were computed for simulations with Nge, up to 50, and the results are
shown in Table This table also shows the expected standard deviation computed using

Ngen and Ngen, of. These numbers indicate that even 20 generations can barely be expected
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to give a more precise answer than 1—a prediction which matches well with the observed
standard deviations. To put it bluntly, a tally over 20 MC generations mostly gives the
same number 20 times in a row, and averaging the result does not give a noticeably more
precise answer.

One practical implication of these observations is that different generations cannot be
considered independent for the purpose of estimating uncertainty on tally mean values. Like
most MC codes, OpenMC reports uncertainty figures that make this erroneous assumption.
Due to the high autocorrelation, those uncertainty estimates are not used anywhere in this
thesis.

Another practical implication is that increasing Ngen is a generally inefficient means of
reducing tally error. Increasing the number of particles per generation or running multiple
independent simulations is a much more efficient choice as will be discussed in Section [6.5

There is one caveat to mention before leaving this discussion. Increasing the number
of particles per generation is more effective than increasing the number of generations, but
there are sometimes practical computer limitations on the total number of particles per
generationﬂ When these limits are reached, increasing Nge, can still provide some benefits
to the solver even though the overall sample standard deviation is largely unaffected.

Notice from Figure that all results show a similar noise envelop, but increasing Ngen
does reduce the high-frequency components of the noise. The high-frequency components
are smaller than the low-frequency components and thus largely unimportant for the overall
standard deviation. However, the high-frequency error does manifest in other ways that can
be occasionally troublesome for the solver.

For example, this high-frequency error leads to less smooth spatial distributions of tally
results. This effect on spatial smoothness is demonstrated in Figure Each plot in this
figure shows the ¢’ distribution sampled from just one solver iteration (an arbitrarily chosen
iteration in the stationary region). The two plots show simulations with differing Ngen, and
the greater Nge, results in a smoother curve. Test calculations (not shown here) find that
values such as Nge, = 2 are occasionally helpful for diffusion solver stability which suggests

the importance of spatially-smooth tally results.

!Because of a limitation in the version of the numpy software used here, some data arrays passed through
C APIs are limited to a maximum size of 2 GB. This in turn limits the simulations in this thesis to 24 million
particles per generation per MPI process.
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4 Autocorrelation coefficient
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Figure 6-6: Autocorrelation coefficient of the axial offset tally. The values are computed
from a simulation with 1 million particles per generation and 1 generation per iteration.
The top subplot of Figure [6-3| shows the dataset used to compute these coefficients.

Figure 6-7: Effective number of MC generations for AO tally statistics. The middle column
shows the observed standard deviation. The last two columns show the predicted standard
deviations using Ngen and Ngen, eff-

Ngen  Ngener | Std. dev. o< 1//Ngen < 1/1/Ngen, cft

1 1.00 0.0038

2 1.04 0.0037 0.0027 0.0037

5 1.10 0.0041 0.0017 0.0036
10 1.20 0.0051 0.0012 0.0034
20 1.40 0.0031 0.0008 0.0032
20 2.17 0.0042 0.0005 0.0026
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Figure 6-8: Linear heat rate distribution computed from 1 solver iteration. Subplots show
results using 1 or 5 MC generations per iteration. Both simulations use 1 M particles per
generation.
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6.5 Effect of particles per generation

Another important parameter for this solver is how many particles are simulated in each
MC generation. Fuel pin simulations without acceleration were run with 1 M (1 million) and
10 M (10 million) particles per generation to study this parameter. Based on the previously
discussed findings, these simulations use Nge, = 1 which means that a multiphysics iteration
is performed and tallies are reset after each MC generation.

Figure [6-9) shows the time series of the axial offset from two simulations with 1M par-
ticles per batch. (Omne of these series was shown previously in Figure [6-1)). These two
simulations use different seeds for the MC random number generator to make them statisti-
cally independent. Figure plots a similar dataset from simulations using 10 M particles
per batch.

These plots show that unlike the generations-per-iteration parameter, increasing the
number of particles per generation significantly decreases the noise in the stationary re-
gion. Likely, this is because the uncertainty in the fission source distribution for any given
generation depends on the number of particles per generation but it does not depend on
the generations per iteration. In other words, increasing Ngen helps with statistical under-
sampling but does not improve the source distribution; increasing the number of particles
tackles both issues which leads to a stronger effect on tally uncertainty.

This discussion has focused on tallies of the axial offset because it is a clear measure of
solver convergence, but the same findings about the number of particles and generations are
also true for the tallies of multigroup cross sections and other diffusion solver parameters.
Accurate tallies of these parameters are important for the performance of the accelerated
solver so it is important that simulations use many neutrons per generation.

A downside to increasing the number of particles per generation is that it makes the non-
stationary portion of the simulation more expensive. The number of generations required
to reach stationarity does not decrease if more particles are used, and those generations
become more computationally expensive to run. Thus there is a trade-off between runtime
spent in the non-stationary region versus noise in the stationary region. Note that an
acceleration method can shift the balance of this trade-off by decreasing the number of
generations needed to reach stationarity, as will be discussed in Section [6.6]

One further observation to take from Figure[6-10|is the possibility for deceptive plateaus
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Figure 6-9: Convergence of the axial offset from two unaccelerated multiphysics fuel pin sim-
ulations with different random number seeds. Simulations used 1 M neutrons per generation
with multiphysics coupling after each generation.
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Figure 6-10: Convergence of the axial offset from two unaccelerated simulations with dif-
ferent random number seeds using 10 M neutrons per generation.
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in the data. One simulation shown in this figure (plotted by the orange line) reaches an
early plateau that lasts for 150 generations, and every value in this plateau lies well below
the mean. If the simulation halted before the end of the plateau, the observed mean would
be biased, and it would be easy to underestimate the uncertainty of that mean. This is
another manifestation of the autocorrelation discussed in the previous section. (In fact,
simulations with more neutrons per generation also have greater autocorrelation.)

The implication is that in order to confidently establish convergence either multiple in-
dependent simulations should be run or the single simulation should be run for an extremely
large number of generations. With acceleration, running multiple independent simulations

becomes a more practical option.

6.6 Acceleration

This section discusses the performance of the acceleration multiphysics algorithm (Algo-
rithm E[) on the fuel pin problem. These simulations use 10 million neutrons per generation
and 1 generation per iteration. The accelerated algorithm is somewhat complex so the fol-
lowing paragraphs will walk through the first few iterations of the solver in detail, showing
the computed power distributions.

The multiphysics solver is initialized with a uniform fuel temperature distribution of
600 K and uniform coolant density of 0.740g /cm?3. The MC solver is initialized with a
source distribution that is flat in the radial direction and cosine-shaped in the axial direction.
The MC solver is then the first of the coupled solvers to be called. It computes the initial
distribution of ¢/. It also computes a set of multigroup cross sections, diffusion coefficients,
D correction factors, and derivatives for use in the diffusion-based surrogate solver

The surrogate solver (which includes the diffusion neutronics, subchannel fluids, and
heat transfer solvers) is called immediately after the 15 MC generation. The surrogate
first converges the eigenvalue neutronics problem using the diffusion solver. The diffusion
solution then provides the second ¢’ distribution computed by the overall solver.

Figure shows these two initial ¢/ distributions—one computed via MC and one

via the diffusion solver. At this point in the solver, multiphysics feedback has not yet

2The MC solver also computes the pin power factors, f. There is only one pin in this problem so the only
purpose of f here is to relate the neutron production rate to the heat generation rate. There is significant
axial variation in this quantity due to the differences in the neutron energy spectra.
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Figure 6-11: Linear heat rate computed by the first iterations of the MC solver and the
surrogate solver. Neither solution yet includes temperature or density feedback.

been included. Both the MC and diffusion solvers are operating on the initial guess of a flat
temperature and density so the resulting power distribution is approximately cosine-shaped.

The surrogate solver then computes an under-relaxed ¢’ distribution (using the MC ¢
as the “old” distribution and the diffusion ¢’ as the “new” distribution). The resulting ¢’
is then passed to the subchannel and heat transfer solvers. Note that this is the first time
the subchannel and heat transfer solvers are used in the simulation.

New multigroup cross sections and diffusion coefficients are then computed using the
MC differential tallies. The diffusion solver is called again with the updated parameters
in order to compute a new ¢. The process then repeats, cycling through the diffusion
neutronics, subchannel fluids, and heat transfer solvers.

The first three ¢’ distributions computed in this surrogate iteration procedure are shown
in Figure The ¢ from the second iteration is heavily bottom-peaked, showing the
impact of axial coolant density distribution. Fuel temperature feedback then leads to a
third ¢’ which is more flat.

After 24 iterations, the surrogate solver converges to the distribution shown in Figure
[6-13] For reference, this figure also shows the final converged solution computed after many
MC generations (the average ¢’ from the stationary region).

Figure [6-13|shows that surrogate solver is able to very nearly find the converged ¢’ using
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Figure 6-12: Linear heat rate computed by the first three surrogate solver iterations. The
non-relaxed values are shown.
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Figure 6-13: Linear heat rate computed by the first three surrogate solver iterations. The
non-relaxed values are shown.
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tallied values from only the 15* MC generation. The largest error seen in Figure occurs
at the very bottom of the problem. (It is likely due to the assumption of zero derivatives for
D). Except for the top and bottom mesh cells, the maximum error is 0.57 kW / m—2% of
the peak ¢’. This is impressive given that those initial tallies were computed from a uniform
distribution of temperature and density.

The fission source distribution computed by the converged surrogate is then used to re-
weight MC source sites. Note that the MC particle weights are clipped at 1.2 and 1/1.2 (then
renormalized) as a form of under-relaxation. As indicated in Algorithm |§| the converged
linear heat rate computed by the surrogate, ¢}gusion, 15 used with the MC linear heat rate,
dves to compute an under-relaxed value, ¢),,. The under-relaxation factor (used both to
compute ¢l ., and to compute ¢;gusi0n Within the surrogate) is o = O.3E|

The ¢/, distribution is then used to compute a new distribution of temperature and
density. These values are incorporated in the MC solver, and then the second MC generation
is computed. The solver then proceeds in the same fashion until the specified number of
iterations have been performed.

Figureshows the resulting trend of the axial offset (computed from ¢/, ) computed
after each of the main solver iterations. Two independent accelerated simulations (using
different random number seeds) are shown. An unaccelerated calculation is also shown for
reference.

This figure shows that the accelerated simulations reach stationarity with many fewer
generations and arrive at the same result as the unaccelerated simulation. (The unacceler-
ated simulation does not reach the final asymptotic value in these first 200 generations, but
it eventually will as seen in Figure .

The signal is noisier with acceleration which would suggest that values must be averaged
over a larger number of stationary generations in order to resolve precise answers. However,
the accelerated simulations also show less autocorrelation which counteracts the impact of
the noise. Thus it is not obvious which method requires more total generations after reaching

stationarity.

3This under-relaxation factor is probably far smaller than necessary for this problem. Such a small relax-
ation factor was found to be necessary for small, high-peaking reactor cores that were modeled in the testing
and development phases of the solver. A small relaxation factor prevents an intermediate solution from
sampling unusually high local powers that cause bulk boiling in subchannels or excessively large cladding
temperatures, both of which are error conditions for the solver to prevent it from extrapolating fluid proper-
ties outside of the IAPWS region 1. The relaxation factor was not tuned for this fuel pin simulation because
it is computationally cheap regardless of relaxation.
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Figure 6-14: Convergence of the axial offset of fuel pin calculations with and without
acceleration. Two accelerated simulations with different random number seeds are shown.
All simulations use 10 M neutrons per generation.

It is however obvious which method reaches stationarity more quickly. Due to autocor-
relation, it is difficult to say exactly when the unaccelerated algorithm reaches stationarity,
but it is probably between 150 and 250 generations. The accelerated algorithm requires
only requires about 5. The tallies required for acceleration slow each MC generation but
only by a factor of 50% so the overall runtime gain is still 20x to 30x.

Lowering the cost to reach stationarity is important not just because it makes any given
simulation faster but also because it makes running multiple independent simulations a more
practical option. With redundant simulations, the time spent converging the fission source
is essentially wasted, but acceleration reduces that wasted time. As discussed previously,
independent simulations are important when using a MC solver to guard against false
indications of convergence. Similarly, acceleration also makes it more practical to run
simulations with more neutrons per generation which results in a less noisy fission source

site distribution.

148



6.7 Summary

Accurate MC tallies are important for the performance of the solver presented in this
thesis. At a minimum, each solver iteration must be able to sufficiently resolve the power
distribution for multiphysics feedback. With acceleration, the solver must also be able to
resolve multigroup cross sections and other diffusion parameters.

The simulations shown in this chapter demonstrate that the common practice of aver-
aging tallies of multiple MC generations is an ineffective way to reduce tally uncertainty.
Instead, it is better to increase the number of particles per generation (to improve the
accuracy of a given simulation) and run multiple independent simulations (to establish
uncertainty on the final solution).

This chapter also demonstrates that the surrogate solver (using diffusion-based neu-
tronics) can find accurate solutions to the multiphysics problem from the very first MC
generation. It is consequently useful for acceleration purposes, and it can reduce the total
number of MC generations needed to reach stationarity by an order-of-magnitude.

Note that these arguments relating to acceleration, particles per generation, and gen-
erations per iteration are tightly inter-related. Acceleration both enables and necessitates
simulations that use many particles per generation; The autocorrelation issues due to us-
ing multiple MC generations are made more acute by the tallies needed for acceleration.

Making a fast solver entails considering all of these variables simultaneously.
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Chapter 7

Quarter-Core Simulations

This chapter presents simulations on a quarter-core pressurized water reactor problem. A
benchmark of a real operating reactor is used which allows for comparison of the simulated
results against empirical measurements. High accuracy is not a goal of this thesis, but
seeking some degree of accuracy is helpful in ensuring that the presented methods are
useful for works beyond this thesis.

This chapter will also discuss in detail the convergence behavior of the accelerated
solver. Comparisons are made against unaccelerated calculations, and against other pub-

lished works.

7.1 Model description

The geometry and material definitions used here closely match those specified in the BEAVRS
benchmark [47]. This benchmark describes a typical large Westinghouse reactor with a nom-
inal thermal power of 3411 MW produced by 193 fuel assemblies using a 17x17 rod-pattern.
Figure shows a map of one quadrant of the core and the checkerboard enrichment pat-
tern.

Some minor deviations are made from the benchmark geometry. The sleeves attached
to grid spacers have been neglected for simplicity. The region immediately below the fuel
rods is modeled using the VERA benchmark definitions instead of the BEAVRS definitions
because they are expected to be better representations of the geometry [66]. With the
VERA model, there is a 4.2 cm water-filled gap between the top of the lower nozzle and
the bottom of the fuel end plugs. Like the VERA benchmark, the nozzle here is modeled
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Figure 7-1: Map of a quadrant of the BEAVRS cycle 1 core with color indicating assembly
enrichment.

simply as a homogeneous region with a material that is 50% steel and 50% water by volume.
In contrast, BEAVRS uses a discrete steel block with fuel-pin-sized holes, and the nozzle is
in contact with the fuel. Radially, the model used here includes the baffle, barrel, neutron
pads, and downcomer. The reactor pressure vessel is not included.

A simplified approach is also used for the instrumentation tubes. The voided instrument
thimbles are not modeled and each instrument guide tube is instead filled with water. A
trace amount of 23°U is added to the water inside the instrument tubes which facilitates
OpenMC tallies of 23U fission rate in order to simulate measurements with fission detectors.
Note that replacing the instrument thimbles with a moderator will introduce an error, but
this approximation has the advantage of making the geometry completely octant-symmetric.
Asymmetry in these quarter-core simulations can then be used as an indicator of convergence
errors.

The BEAVRS benchmark includes measurements taken at hot-zero-power conditions.
Checking against these measurements helps to ensure that the there are no large errors in
the geometry and material definitions. Section[D.I]of the appendix shows how the computed

distributions compare with the measurements.
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7.2 Comparison to full power measurements

Most of this chapter is devoted to discussing the fine details of the solver convergence, but
first, this section will discuss how well the final converged results match measurements in
the reactor at full power conditions.

The empirical data comes from day 169 of the BEAVRS first cycle, the first day where in-
core flux measurements were made at full-power. Although core burnup would be quite high
for 169 days of typical operation, the BEAVRS first cycle has many days of low power oper-
ation or even shutdown so the core burnup on this day is only 1.5 MWd /kg. An equilibrium
xenon calculation is used to account for 13°Xe buildup, but no other depletion calculations
are used. The benchmark specifies the conditions for the power level, boron concentration,
inlet coolant temperature, and RCCA positions matching these measurements.

Two independent simulations were run to guard against statistical outliers, and each
simulation used 30 MC generations with 200 million neutrons per generation. The diffu-
sion neutronics, subchannel, and heat transfer solvers are run after each generation per
Algorithm [9] and all tallies are reset after each generation.

Starting from an initial fission source that is radially-uniform and axially-cosine, the
accelerated solver reaches stationarity by the 6'" MC generation. The details of this con-
vergence are discussed in the remainder of this chapter. The distributions computed by
each of the two simulation are averaged over generations 6 through 30, and the resulting
two distributions are again averaged to arrive at the results presented here. In total, the
two simulations used for this section required 2 700 cpu core—hoursH

Figure focuses on the radial distribution of detector signal and compares the com-
puted and measured values. The reactor core is very nearly octant-symmetric so measured
values from across the entire core have been collapsed down into the one plotted octant.
The axial distributions are integrated to arrive at these radial values. The plotted data
show an error in the calculated results in the form of an in-out tilt that peaks at about 8%
relative error.

The source of the in-out tilt error is unclear. Several physics approximations have been
made, and each can be imagined to play a role (no depletion, fixed fuel-clad gap width, no

axial swelling, local energy deposition, neglected neutron capture energy, radially-uniform

!These simulations used 12 Intel Xeon E5-2683 v4 processors totaling 192 processor cores.
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fuel heat depostion). The two simulations find eigenvalues of k = 0.99822 and k = 0.99824
so the net affect of these approximations appears to be too much negative feedbackEl

Note that an 8% radial error is probably unacceptable for industrial use, but it is small
enough that it is not expected to significantly impact the conclusions of this thesis. A more
accurate solver would likely require a very similar number of multiphysics iterations and
neutron eigenvalue iterations, and it would likely face similar difficulties with multiphysics
instabilities.

Figure [7-3|shows the computed and measured axial distributions for assembly D12. The
data are normalized so that they integrate to the same value. Assembly D12 is noteworthy
because it is the highest-power assembly and it clearly shows the effect of the partially
inserted RCCA D-bank. A tilt error can be seen in this data, with the values under-
predicted near the bottom of the core and over-predicted in the upper parts of the core. This
figure also shows that the depressions caused by spacer grids are deeper for the computed

data relative to the measured. It is unclear if this is due to the simple model used for

2This is a 180 pcm error. How big is a pcm? My personal reference point is appended to this thesis in
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Figure 7-2: Calculated and measured detector response in each fuel assembly on day 169 of
operation (hot full power).
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the grid spacers, the instrument tube model which is filled with coolant, or some other
approximation.

Figures [7-4] and show the measurements for assemblies JO8 and B03. Assuming
octant symmetry, these correspond to assemblies GO3 and B13 in the plotted octant, and
these assemblies are notable because they show the peak radial errors as indicated by Figure
(These curves have been renormalized so the integral error is not shown in these plots.)
The computed data for GO8 shows greater stochastic noise because this instrument tube is
cut in half by the reflective boundary condition (which leads to fewer MC samples).

The B03 position is also particularly useful because measurements were taken in two
other assemblies that lie in symmetric positions: N02, and N14. All three of these mea-
surements are plotted in Figure [7-6] to give an idea of the uncertainties in the data. The
computed distribution for this location is also shown. Again, the flux depressions due to
the spacer grids are clearly overestimated. Otherwise, a small tilt towards the top of the
core can be seen, but the calculations for this assembly lie just at the edge of the measured

spread.
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Figure 7-3: Measured and computed axial detector profile in assembly D12 on day 169 of
operation. Both curves have been normalized to the same integral.
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Figure 7-4: Measured and computed axial detector profile in assembly JO8 (same position
as GO8 with octant symmetry) on day 169 of operation. Both curves have been normalized
to the same integral.

156



Assembly B03 (B13) detector response
4 [unitless]

A~
/V /\ Computed
' Measurck

/

| |
H IH
Height

=
el |
T

Figure 7-5: Measured and computed axial detector profile in assembly B03 (same position
as B13 with octant symmetry) on day 169 of operation. Both curves have been normalized
to the same integral.
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Figure 7-6: Measured axial detector profiles in assemblies B03, N02, and N14 are shown in
blue. Each of these assemblies occupies the same position assuming octant symmetry. The
computed profile is shown in orange.
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7.3 Details of the coupled solution

The previous section focused on the instrument fission rate because this value can be com-
pared against measurements published in the benchmark. This section explores other com-
puted results in order to highlight some features of the coupled physics system.

Figure [7-7] shows the computed radial distribution of pin power. This dataset clearly
shows the effects of burnable poison rods and the checkerboard pattern of fuel assembly
enrichment. Sharp gradients in the power distribution appear at assembly boundaries where
assemblies with higher enrichment experience an incoming current of thermal neutrons from
the lower enriched assemblies

There are also strong gradients across assemblies at the core periphery where power
across an assembly can vary by more than a factor of 2x. These assemblies highlight the
advantage of quarter-core and full-core Monte Carlo neutronics. In the traditional toolchain
with lattice physics solvers, the lattice physics parameters are usually computed from a
simulation of an assembly with reflective boundary conditions which leads to a roughly
flat power distribution. Methods developers must then take great care when using these
parameters in a core-sized calculation which shows a more complex flux distribution. Full-
core MC eliminates the lattice physics step which can simplify software development and
validation at the cost of computational expense.

Figure shows the distribution of outlet coolant temperature. The subchannel mixing
model used here results in a very smooth outlet temperature distribution. The mixing is so
strong that it is difficult to discern from this plot which subchannels border a guide tube
and which are surrounded by fuel pins. However, steep gradients in temperature can still
be found at the core periphery.

Figure[7-9shows the inlet velocity distribution computed by the subchannel solver. With
the simple models used here the distribution is mostly determined by the hydraulic diameter
and consequently the frictional force of each subchannel. This results in less velocity in the
subchannels adjacent to guide tubes which have a smaller hydraulic diameter and conversely
greater velocity in the subchannels between fuel assemblies.

Note that the solver misses some important details such as the fact that grid spacers
likely have different pressure loss coefficients for interior subchannels versus the subchannels

that bridge the space between two fuel assemblies. Furthermore, no consideration is made
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Figure 7-7: Calculated average ¢’ in each fuel pin at full-power.
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Figure 7-8: Outlet subcooling (Tgy — 1) at full-power.
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for the geometry of the lower nozzle. Hence large errors in the inlet velocity distribution are
expected, but the impact of this error on the temperature distribution is partly mitigated
by the large amount of turbulent diffusion in the system.

The solver also finds that the power distribution has a small impact on the inlet velocity.
This is due to additional friction that results from the low-density, high-velocity flow in
warm subchannels. The impact of the power distribution can most clearly been seen for
the peripheral assemblies in Figure [-9] Assembly D12 also shows a noticeably lower inlet
velocity due to its high power.

A combination of the axial and radial variation is shown in Figures and These
figures show a diagonal slice through the core from the upper-left of assembly E11, through
assembly D12, and to the lower-right of assembly C13. The figures respectively show the
fuel pin linear heat rates and the subchannel coolant temperatures along this line.

This diagonal slice is particularly interesting because it samples three very different fuel
assemblies. Assembly E11 is a typical assembly with 1.6% 235U enrichment. D12 is a 2.4%
assembly that contains partially-inserted control rods from the D-bank, and it is the highest
power assembly in the core. C13 is a 3.1% assembly that lies along the core boundary and

includes pyrex rods in some guide tubes. These slices highlight the 3D nature of the data
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Figure 7-9: Inlet velocity distribution at full-power.
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Figure 7-10: Calculated ¢’ in a diagonal slice through the reactor from the upper-left of
assembly E11 to the lower-right of assembly C13.
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Figure 7-11: Coolant subcooling in a diagonal slice through the reactor from the upper-left
of assembly E11 to the lower-right of assembly C13.
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and the importance of tools that can resolve it.

Figure shows the axial temperature distribution of the cladding and surrounding
coolant for the hottest pin in assembly D12. These quantities would be important to resolve
for safety analysis as the reactor power is limited by the highest fuel cladding tempera-
tures which can cause thin margins to DNB, accelerated corrosion, and loss of mechanical
strength.

The surface temperature of this fuel rod exceeds the saturation temperature for a sig-
nificant portion of its length, indicating a large region of subcooled nucleate boiling. The
nucleate boiling limits the maximum temperature of this rod to 353 °C. Note that the Watts
Bar Unit 2 FSAR cites a hot spot temperature of about 350 °C for normal operation [24].
This agreement with the FSAR provides some confidence in the correctness of the imple-

mentation of the coupled solver.
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Figure 7-12: Temperatures for the hottest pin in assembly D12.
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7.4 Convergence behavior of the ¢’ distribution

The linear heat rate values computed by the solver in each of the main iterations are stored
in an output file. These values can then be analyzed after-the-fact to understand the
convergence of the solver.

Note from Algorithm [J] that in each main iteration the solver first executes 1 MC gener-
ation, and the resulting tallied linear heat rate is labeled ¢y;-. Then, the surrogate system
using the diffusion solver is converged, and the final linear heat rate from this step is labeled
iffusion- Both of these variables are then used to update the under-relaxed value which is

labeled ¢/},

7.4.1 Axial variation

All three linear heat rate distributions are stored in the output file. Figure shows the
convergence behavior of these three variables from one simulation. For a holistic picture,
the heat rate at three different axial locations is shown. Values are taken from the axial
mesh cell nearest the indicated height, e.g. cell 0 for 0H and cell 21 for %H . All values are
averaged radially across the entire core.

In the early iterations, all three ¢’ variables can disagree significantly, but they converge
as the simulation progresses. The diffusion-based surrogate solver generally shows an over-
shoot in its convergence trend. If the asymptotic ¢’ is above the initial ¢’ then the diffusion
solver will predict an overly large value in the early iterations. The overshoot is partly due
to xenon feedback (the surrogate does not attempt to predict xenon changes), but it also
occurs in simulations without xenon feedback. This overshooting is damped by the explicit
under-relaxation on ¢’ and by the source site weight clipping.

As the simulation nears convergence, the MC solver begins to closely lag the diffusion
solver. This is particularly apparent for the middle subplot in Figure after generation
4. At that point, ¢}, matches the previous ¢jg.«on almost exactly. At this stage in the
solver, the temperature and density distribution used by the MC solver are relatively stable
(they are computed from ¢, ) so this lagging effect must be caused by the source site re-
weighting procedure. In other words, the diffusion solver and MC solver are using the same
fission source distribution (lagged by 1 iteration) so they so they agree on the resulting ¢/

distribution (lagged by 1 iteration). This suggests that the coupled solver could rely solely
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Figure 7-13: Convergence of the linear heat rate variables. The subplots show the core-
average linear heat rate at different axial locations.

164



On ¢ifpusion and ignore ¢y when computing the under-relaxed heat rate.

Another observation from Figure [7-13]is that the data from all three heights appear to
reach stationarity at the same generation. This is helpful because it simplifies the process
of convergence checking—only values from one or two heights must be considered.

A final take-away from Figure [-13]relates to the stochastic noise seen in the stationary
region. There are occasional small jumps in the ¢’ data at %H . These jumps are also present
at %H , but they are much smaller. This difference in noise magnitude between %H and %H
cannot be explained by a difference in the power level at these locations; they have a very
similar ¢'.

To explore this phenomenon further, Figure shows the standard deviation of the
stationary ¢’ values for every axial location. There are clear peaks just below %H and near
%H . The location of these peaks could plausibly correspond to the extrema of an important
eigenmode in the system. One-speed diffusion theory applied to a 1D bare homogeneous
slab predicts that the second-most-dominant eigenmode is sinusoidal with extrema near %H
and %H . Perhaps noise in the MC-tallied cross sections cause oscillations in the diffusion
solver that correspond to the eigenmodes.

Because the noise peaks near iH , other convergence plots in this chapter focus on the

%H axial location.
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Figure 7-14: Axial variation in the standard deviation of ¢/j;g,«0n after reaching stationarity.
This data quantifies the noise seen in Figure at all axial heights.
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7.4.2 Radial variation

The solution to this problem is 3D, so it is important to also check values that have not been
averaged over the entire xy-plane when establishing convergence. For this reason, Figure
shows the convergence of ¢ at iH in three different assemblies. (Refer to Figure
for the location of these assemblies.)

The three assemblies shown in Figure [7-15] are spread across different locations in the
core. The total change in ¢’ from the initial generation to the final varies significantly across
these assemblies—about 3 kW /m for D12 but less than 0.5 kW /m for B13. Despite the
differences, ¢’ reaches its asymptotic value practically simultaneously in all 3 cases (at about
generation 6).

Again, interesting behavior can be found in the noise of the stationary region. Notice
that the noise is similar for each assembly. This is somewhat surprising given that the
tally region for assembly GOS8 is only half the size of the others—GO08 is cut in half by the
quarter-core boundary conditions. This reinforces a notion touched on in Chapter [6] that
simply increasing the number of MC samples in a tally region does not guarantee a decrease
in the stochastic noise. When the number of samples in a tally region is sufficiently high, it

appears that oscillations in the fission source distribution are the dominant driver of noise.
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Figure 7-15: Convergence of the linear heat rate in different assemblies. Values are taken
from the %H location and averaged over all fuel pins in each assembly. Values are expressed
as an absolute error by subtracting the asymptotic solution from each assembly.
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7.5 Verifying an unbiased surrogate

It is important that the surrogate solver does not introduce a bias in the converged solution.
The CMFD conservation equations are designed to be consistent with the MC solver, but
very subtle errors in implementation can lead to a biased surrogateﬁ

To check for a bias, a simulation was run that uses acceleration to reach a converged
solution, and then acceleration is turned off. The resulting ¢/ . data for one region of the
core is shown in Figure [-16] The first 15 generations of this simulation use acceleration.
For the remaining 44 generations, the diffusion solver is not run, MC source sites are not
reweighted, and only ¢} is used to update ql’relaxﬁ

There is less noise in the unaccelerated portion of the simulation. This should be ex-
pected given that simulations without acceleration show extreme autocorrelation (as demon-

strated in Chapter @ More importantly, there is no significant trend in the unaccelerated

3For example, an early implementation of this solver used a used a core-average Q-value for fission when
computing the pin power factors. This lead to a significant bias in the converged solution as the Q-value
differs greatly between different pins and axial locations, likely due to differences in the ratio of 233U to 23¥U
fission.

4Test calculations such as this one are the primary reason why gj;c is used to update ¢/, in addition

to Q(/iiffusion'
Assembly D12 ¢/, near 2H [kW/m]
30.5 — Accelerated ! Unaccelerated
30.0 —
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Figure 7-16: Behavior of a partially accelerated simulation. Acceleration is used for the
first 15 generations, then MC alone is used without the CMFD diffusion surrogate. Values
are taken from assembly D12 at %H as a representative example. Note the narrow range
used for the ¢’ scale.
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data which suggests that it is converged or at least nearly converged. This in turn suggests
that the surrogate solver does not add any bias to the final result.

Note that autocorrelation might hide a small bias over the course of just 44 generations,
but a large bias would likely show some trend. This assertion will be supported by the

following section which shows measurable trends in unaccelerated simulations.

7.6 Convergence with and without acceleration

In an effort to quantify the gains offered by acceleration, another simulation was run without
it. Figure compares the convergence behavior of accelerated versus unaccelerated
simulations for one representative region of the core. For the accelerated case, the figure
shows two independent simulations with different random number seeds to give an idea of
the repeatability and statistical uncertainty of the simulations.

Each accelerated simulation is run for 30 generations, and both appear to reach station-
arity by about generation 6, consistent with the data presented previously. The unacceler-
ated simulation is limited to 60 generations to prevent excessive runtime, and it does not
reach stationarity. However, the number of generations required to reach stationarity can
be roughly estimated from the trend in the data.

Figure [[-18 expresses this same dataset in terms of a relative error, referenced against
the converged value. The error is computed from the equation,

q' — Qg

/
avg

rel err =

where qfwg is the average value from generation 15 onwards of the two accelerated simula-
tions.

Figure shows that the error error in the accelerated simulations is uniformly below
0.7% in the stationary region. Therefore, projecting the point at which the unaccelerated
simulation reaches 0.7% error will provide a useful indication of the speedup offered by
acceleration.

The error from the unaccelerated simulation appears to decrease linearly on this loga-
rithmic plot (indicating exponential decay) from about generation 20 onwards. By fitting
a line to this data and extrapolating, the unaccelerated simulation is estimated to reach

0.7% error after 110 generations. Thus a ratio of 110-to-6 can be used as an estimate of the
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Figure 7-17: Convergence in a high-power region of the core. The linear heat rate at 1/4
of the active height averaged over fuel pins in assembly D12 is plotted. One unaccelerated
simulation and two accelerated simulations with different seeds are shown.
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Figure 7-18: Relative error of Figure data. Values below 0.1% are clipped.
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number of generations needed to reach stationarity. This analysis was repeated for a few
other assemblies and axial heights, and it consistently yielded similar numbers in the range
of 80 to 110 generations for stationary.

Section [7.7] will discuss the runtime in detail, but for this discussion it is worth noting
that on average, a simulation required 30 cpu core-hours per MC generation without ac-
celeration and 45 core-hours per MC generation with acceleration. (This includes the cost
of the heat transfer, fluids, and CMFD neutronics solvers as well as the MC solver; the
runtime difference is mostly due to the extra tallies needed for the surrogate solver param-
eters.) With these values, the computational cost to reach stationarity can be estimated as

6 x 45 = 270 core-hours with acceleration and 110 x 30 = 3300 core-hours without.

7.7 Runtime breakdown

The simulations presented in this section were run on a computer cluster with Intel Xeon
E5-2683 v4 processors. Each cluster node has two processor sockets, and each processor has
16 cores. These simulations used 6 nodes of the cluster for a total of 192 processor cores.
The accelerated simulations with 30 total MC generations required 7.0 wall-clock hours,
and the unaccelerated simulation with 60 generations required 11.9 wall-clock hours.

Table shows the fraction of runtime spent in various components of the coupled
solver. The bulk of the runtime is spent in Monte Carlo neutron transport regardless of
whether or not acceleration is used. Acceleration introduces some additional cost to generate
multigroup cross sections (MGXS in the table) and solve the CMFD diffusion problem, but
these costs are small compared to the total runtime. The accelerated solver also makes
use of many more fluid and heat transfer iterations per MC generation so the fraction of
runtime spent in those solvers increases significantly.

Note that the accelerated solver requires more MC tallies so each MC generation is

Table 7.1: Runtime spent in various solver components with and without acceleration

Component Accelerated Unaccelerated

MC transport 78% 91%
Heat transfer 6% 0.6%
Fluid dynamics 1% 0.1%
MGXS 2% -
CMFD 2% -
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also slower. Here it was found that that each MC generation runs about 24% slower with
the tallies needed for the accelerated solver. Note that a solver for industrial use would
likely need additional tallies for energy deposition and the non-fission heating which are not
included here.

Another detail worth noting is that the Monte Carlo solver is the only solver which
takes full advantage of the available cpu cores. Simulations were run with OpenMP shared-
memory parallelism over the 16 cores in each socket and MPI distributed-memory paral-
lelism over the 12 sockets. The fluid dynamics solver only uses OpenMP parallelism and so
it uses just 16 cores. The same is true for the diffusion solver. The heat transfer solver is
not parallelized and was run on a single core. Further parallelizing these solvers is of course
possible, but was not considered worth the development time for this work.

Although the heat transfer, fluid dynamics, and CMFD solvers were not set up for
distributed memory parallelism, significant effort was spent making them fast for single-core
calculations. For example, using SIMD-friendly loops in the CMFD solver and implementing
custom water property tables led to major single-core runtime gains.

Designing each of these solver components for speed without parallelism led to crucial
usability gains which are not well captured by the raw numbers presented here. For example,
fast heat-transfer and fluid dynamics solvers means that the output data files need only
store the power distribution—temperature distributions can easily be reconstructed after-
the-fact. To generate the each temperature plot presented in this thesis, the heat transfer
and fluid dynamics solvers were run on a single core of a laptop computer using the power
distributions computed on the cluster. For a fixed power distribution, solving the heat
transfer and fluid dynamics problems on the quarter-core problem takes about 30 seconds.
If CMFD parameters are saved as well, then fully-coupled simulations without MC can be

run on a laptop which greatly speeds the process of development and debugging.

7.8 Uncertainty in the stationary solution

There are two different notions of convergence for this simulation: stationarity and stochas-
tic uncertainty. Rigorously defining stationarity and devising efficient methods to measure
it is a non-trivial task. Instead, a “you know it when you see it” approach is taken here; a

simulation is considered stationary when there is no visible trend in any of the computed
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quantities. From the analysis in this chapter, these simulations are considered stationary
from about generation 6 onwards.

However, the solution still oscillates in the stationary region within some uncertainty
bounds. Figure for example, shows that assembly average ¢’ values near iH oscillate
between £0.15 kW / m of the mean value.

The volume of a tally region sometimes plays a role in the uncertainty, and sometimes
does not. The tally volume for assembly GOS8 is 2x smaller than assemblies B13 and D12
(because GO8 is cut by a boundary condition), but Figure shows no visible difference
in the uncertainties for these assemblies. In contrast, tallies over one axial region of one
fuel pin or one instrument tube are small enough that the volume effect is significant. This
can be seen by comparing the instrument fission rate tallies shown in Figures [7-4] and [7-3}
here the instrument that is cut by the boundary condition shows more visible noise.

To further illuminate the noise at this fine scale, Figure shows an example of the
iteration-by-iteration change in the ¢ distribution of a single fuel pin. Values at each
axial level can vary by as much as +£1.5 kW /m in the stationary generations. These large
changes in ¢ will come with correspondingly large changes in the fuel temperature and
xenon concentration which underscores the importance of relaxation.

To reduce the noise and facilitate an analysis like the one shown in Figure the

Single pin ¢}y,

36 —
| /‘\/V\K\A\
5 / 2 consecutive \\
24 — / iterations shown \\
i \
— \ -~
O —
| | | | —
0 b b s i

Height

Figure 7-19: Linear heat rate for the hottest pin in assembly D12. The plotted lines show
the values from 2 consecutive iterations taken from the stationary region of one simulation.
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results should be averaged over multiple stationary generations and/or multiple independent
simulations.

Another set of simulations was run to quantify the computational cost of very finely
resolving these local uncertainties. This set consists of 10 independent simulations that
each run for 15 iterations. The ¢/, distribution is averaged over iterations 6 through 15
of each simulation to give 10 different power distributions.

Because these 10 distributions are computed from independent simulations, the uncer-
tainty can be quantified using Student’s t-distribution. A mean and 95% confidence interval
were computed for the ¢’ value of each pin at each axial height. The distribution of these
confidence intervals (relative to the local power) is shown in Figure

Using these 10 simulations, the computed 95% confidence interval is less than 2% of
the local power in 95% of the fine regions. These uncertainties can be roughly compared
to Kelly et al. who also used MC to simulate a quarter-core of an equally-sized full-power
reactor [3]. Note that they used a 49-cell axial mesh, slightly finer than the 42-cell axial
mesh used here. Using one simulation with a total of 30 billion active neutrons (4 million

per generation), they reduced the uncertainty in 95% of the regions to under 1%.

Fraction of fine mesh regions

98.5 99.5 100.0

100% — 95.5
i 86.3 Cumulative fraction
80% -
60% — 55.8
40% —: Fraction per CI bin
20% 119
1 N T - _ _

from 0.0% 0.5% 1.0% 1.5% 2.0% 2.5% 3.0%
to  0.5% 1.0% 1.5% 2.0% 2.5% 3.0% 9.0%

Relative local ¢’ uncertainty (95% CI)

Figure 7-20: Distribution in the relative uncertainty of linear heat rate values. This data
covers the 591 024 regions describing each axial level of each pin. Uncertainties are computed
from 10 independent simulations. Each simulation uses 200 million neutrons per generation
and results are averaged over generations 6 through 15.
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Assuming that the uncertainty for this work scales with v/ N where N is the number of
independent simulations, then the same 1% error target used by Kelly et al. could probably
be achieved with 40 of the 15-generation simulations. Note that this would entail averaging
results over a total of 80 billion neutrons, a larger number than the 30 billion used by
Kelly et al. Possibly, this is due to the use of independent simulations which leads to more
accurate confidence intervals.

Despite the increased number of needed neutrons, the solver presented here still leads
to a runtime performance gain over the Kelly et al. example. Each of the 15-generation
simulations requires 690 cpu core-hours so the total cost of 40 simulations would be 28 000
core-hours which is 6x smaller than the 170 000 core-hours reported by Kelly et al. [3]. The
calculation rate per-neutron is faster for this solver so the runtime difference must be due
to the performance of the MC solver itself rather than performance gains offered by the
surrogate solver. The reason for this runtime difference is unclear; it could be attributed
to differences in cross section representation, ray tracing implementation, or a dozen other
subtleties.

It should also be noted that 1% convergence on the local power density is likely a
much tighter tolerance than needed for many analyses. For example, the 10 15-generation
simulations do not significantly change the results shown in Figure (which used 2 30-

generation simulations).

7.9 Summary

This chapter has demonstrated the proposed MC-based multiphysics solver methodology on
quarter-core full-power simulations of a large pressurized water reactor at the beginning-of-
cycle. The calculated results match the experimental measurements relatively well, although
some significant errors persist due to the simplifying approximations made for this work.
This chapter shows that measurable quantities (the fission detector profiles) and some
safety-relevant quantities (the peak cladding surface temperature) can be resolved with a
computational cost of 2700 cpu core-hours. For high-precision work, it is predicted that
95% of the fine-mesh regions (42 axial cells and 1 cell per fuel pin) could be resolved to 1%
uncertainty (95% confidence interval) with a cost of 28000 core-hours. A caveat to these

figures is that the runtime cost will likely be much larger with depleted fuel.
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The acceleration procedure described in previous chapters contributes greatly to this
runtime performance as only 6 MC generations are needed to reach stationarity as opposed

to the 110 generations expected without acceleration.
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Chapter 8

Conclusion

8.1 Review of this work

This thesis is aimed at reducing the cost of multiphysics reactor simulations using Monte
Carlo neutron transport. To that end, this work builds upon the recently developed tech-
niques for accelerating MC with a CMFD neutronics solver.

Several atypical neutronics practices are adopted in this thesis. These practices should
not be considered in isolation as each builds upon the others. CMFD-based acceleration
is used, and a source weight clipping procedure is introduced so that acceleration can be
performed as early as the first MC generation. Furthermore, the CMFD solver is aug-
mented with differential tallies and pin power reconstruction which enables bi-directional
multiphysics coupling. Consequently, the CMFD solver with these augmentations can be
used as an approximate surrogate for Monte Carlo, suitable for converging the multiphysics
problem in addition to the neutronics eigenvalue problem.

Due to this efficient surrogate, very few MC generations are needed to reach stationarity
with the multiphysics system. This in turn enables the use of MC simulations that use a very
large number of particles per generation, a practice which is far more effective at improving
tally accuracy than accumulating tallies over many generations. Likely, these high-accuracy
tallies also contribute to the accuracy and stability of the coarse mesh solver. Note that
these methods build upon one-another: an effective coarse mesh surrogate enables large
MC generations which contributes to the effectiveness of the coarse mesh surrogate.

A parallel line of work in this thesis is a collection of software-focused improvements.

A pair of ray tracing improvements for the OpenMC code are described: cell-based shared-
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memory neighbor lists and geometry search partitioning. These ray tracing improvements
help to maintain solver performance on geometries that are discretized for multiphysics
purposes. Other improvements and best practices include: using collision-estimated tallies
in place of tracklength-estimated, axially discretizing most MC geometry features to ensure
short neighbor lists, using rectilinear tally meshes that conform to geometry features, and
using a ragged coarse mesh that excludes low-flux, high-uncertainty regions.

Using these methods, quarter-core PWR multiphysics simulations can be run in a matter
of hours on relatively small computer clusters. For example, a 7-hour calculation using 192
processor cores is sufficient to converge the quarter-core multiphysics problem and resolve
important details such as simulated flux map measurements.

This is a significant reduction in computational cost over prior methods, and it makes
Monte Carlo neutron transport a more viable tool for both research and industrial use.
Because MC codes can relax many approximations used by deterministic solvers, this opens
possibilities for more general and predictive nuclear reactor modeling and simulation tools.

A further finding of this work that is difficult to quantify, but should not be over-
looked, is the utility of good software development practices. This work made extensive
use of in-memory C-APIs for Python and its third-party packages which allows for both
rapid software prototyping and fast solver runtime. Similarly, the clean C++ codebase and
Python API of OpenMC enabled much of this work. This speaks to the value of projects
such as the 2018 effort to translate the core of OpenMC from Fortran to C++, a project that
was difficult and distracted from short-term research work but paid significant dividends

for the methodology improvements presented in this thesis.

8.2 Future work

A priority for future extensions of this work is to account for isotopic depletion. Depletion
calculations are necessary for the ultimate goal of creating useful tools for power reactor
modeling, but it also contributes to a more immediate goal of making tools that can be
compared against measured plant data (like the BEAVRS benchmark) for validation pur-
poses.

It is also not obvious how best to incorporate depletion. This work found significant

gains by performing multiphysics coupling after each MC generation, and there may be
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analogous benefits to performing many small depletion steps that each occur after one MC
generation. This would be counter to the established practice of accumulating tallies over
many generations and then executing a large depletion time step.

Another priority for future work would be to improve upon the fluid dynamics methods
used here. It is not clear if the approximate methods used in this work introduce a signifi-
cant error for the BEAVRS benchmark calculations (such an error would be hidden by the
larger error of neglecting depletion effects), but methods which resolve finer fluid details
are desirable for the same reasons that it is desirable to use high-fidelity neutronics meth-
ods. Using higher-fidelity fluid dynamics methods will no doubt prove difficult because—as
discussed in Chapter 2}—the common approach of RANS CFD is more computationally ex-
pensive than MC neutronics (based on the observed performance of MC in this work) and
it introduces modeling challenges for two-phase fluids and anisotropic eddy viscosity.

Furthermore, there is some room for improvement of the differential tally methods used
here. No attempt was made in this work to compute derivatives of the D factors, but these
likely have a significant impact on the solver. As seen in Chapter [4] there are also notice-
able errors in the temperature derivatives for thermal group cross sections likely due to
OpenMC’s approximation of the scattering kernel derivative. Improving those derivatives
may lead to faster solver convergence. However, note that improvements to the derivatives
and their usage will only reduce the number of MC generations required to reach station-
arity, but the solver runtime is likely dominated by the stationary generations for most
applications of interest. Consequently, research aimed at reducing the cost of or increasing

the precision of the stationary generations will likely prove more fruitful.
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Appendix A

Subchannel Equation Derivations

The numerical system used here to describe the coolant thermal-hydraulics is derived from
the conservation of mass, momentum, and energy with a finite volume discretization. Figure
shows a prototypical volume used by the solver along with the labeling convention for
the fluid interface surfaces.

The particular volume shown in Figure sits between four fuel pins of a rectangular
lattice, but the derivations in this appendix are general to allow for subchannels at the core
boundary (which border fewer than four pins) or subchannels in a non-rectangular lattice
(such as a VVER or CANDU reactor).

However, for convenience it is assumed that the volume has a top and bottom face which
are perpendicular to the z-axis. The volume €);; sits between z = 2z and z = 2. The
index, k, specifies the axial location and the other index, 4, is for the radial location. The
index, j, indicates a neighboring volume.

It will also be assumed that none of the sides of the volume slope inwards or outwards.
This gives a uniform cross-section which does not allow modeling of effects like rod bowing
or ballooning. However, this assumption is made late in the derivation which makes it easier
to relax in future work. For the same reason, the assumption of steady state is left until

near the end of the derivations.

A.1 General conservation equation

The derivations here closely follow those found in Chapter 4 of Todreas and Kazimi [67].
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Figure A-1: Isometric views of an example subchannel volume, €; ;, and the labels used for
various surfaces.
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All conservation equations considered here take the form,

Opg

TS + V. ppv==5 (A.1)

where ¢ is some conserved quantity per unit mass, p is the fluid density, v is the fluid
velocity vector, and S accounts for sources and losses.
Three conservation equations will be considered here for mass, axial momentum, and

enthalpy. For each of these, ¢ should be replaced with,

¢+ 1 Conservation of mass
¢+ v, Conservation of z-momentum

¢+ h Conservation of enthalpy

where v, is the z-component of the fluid velocity and h is the specific enthalpy. Each
conservation equation also has a special form of the source, S.
To form a numerical system, the conservation equation is first integrated over a finite

subchannel volume, §2; ,

///Zkﬁpqﬁd +///Zkv quvdr_// szdr (A.2)

where the subscript ¢ indicates a radial position and & indicates an axial position in the
model.

Next, the divergence theorem is applied to the second term which gives,

///Zkapﬁbd +//891kn pd)vdr_// ZdeT (A.3)

where 0€); ;, is the surface enclosing the volume €2;; and ” is the normal vector of that
surface.
Assuming that the top and bottom faces of each volume are perpendicular to the z-axis

allows the integration over z to be considered separately from the other axes,

/ / / ap¢dxdydz+ / / A+ poodr = / / Sdzdydz (A.4)
Azy Bﬂlk Az,
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It will be convenient to express the integrals over the xy-plane in terms of area averaged

quantities. Here angle brackets are used to indicate averages as defined by,

W), = 5 [, vasdy

where v is some arbitrary quantity and A; is the cross-sectional area of the subchannel.

The conservation equation can be written using these area-averaged quantities as,

[ e f], e | s s

A.2 Specific conservation equations

A.2.1 Mass

Mass is the simplest of the conservation equations. The variable ¢ is unity and there are

no source or loss terms,

P+ 1 S+ 0

Substituting this into Equation gives,

/ Az<8p> dz+// n - pvdr =0 (A.6)
Az ot 7 8Qi,k

A.2.2 Axial momentum

For the axial momentum, the specific conservation terms are,

oP
Y — vy S+ ——+V-12—pg
0z

where v, is the z-component of the velocity, P is the fluid pressure, 7, is a vector of the
normal and shear stresses that act in the z-direction, and g is the acceleration due to gravity

(assumed to point in the negative z direction).
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Substituting this into Equation gives,

/ Ai<8pvz> dz+// ﬂ-pvzvdr:—/ Az<8P> dz
Az ot /; 0825 1, Az, 0z /;

+ Ai(V-1y),dz—g Ai(p)dz (A7)
Az Azy

Next, it is approximated that the shear due to the solid walls surrounding the volume

is much larger than the shear due to adjacent fluid volumes. The stress is then modeled as,

(V- -12), = — (li +K(5K>

<P>¢ <UZ>@2

: (A.8)

where f is the Darcy friction factor, D, is the equivalent diameter of the channel, K is the
form loss coefficient, and dx is a delta function which indicates that the form loss should
only be applied where there is a restriction in the flow. Empirical correlations will be used

for the values of f and K.

The conservation of axial momentum is now,

/ Ai<8pvz> dz+// ﬂ-pvzvdr:—/ A@<8P> dz

2
_ /A A (g +K5K> Wdz o[ Alpraz (a9)

A.2.3 Energy

The conservation of energy (in terms of enthalpy) can be found with the specific terms,

P
veh S«-V-¢'+ ”’+88t+v VP +®

where ¢” is the heat flux due to thermal conduction, ¢ is the volumetric heat generation
(e.g. due to neutron scattering), and ® is heat generated from internal friction.

For the core of a reactor, the heat flux from the fuel pins is much larger than the
generation of heat via friction or pressure work so those terms will be neglected. Removing

those terms and substituting into Equation gives,

/ A<8ph> dz+// n- phvdr——/ Ai(V-q" dz+/ (¢");dz (A.10)
Az, ot 09 1, Az,
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The divergence theorem can be applied to the heat flux term to find,

/ AZ<8ph> dz+// ﬁ'ph'vdr:—// ﬁ-q”err/ Ai(qd");dz  (A.11)
Az ot /; 0 1 09 1 Az

A.3 Crossflow terms

Equation the general conservation equation, includes a term on the left-hand-side for

the net flux of the conserved quantity. The flux term can be expanded as,

//E)Qi’k n - P¢vdr = Az <p¢02>i,k+1 — Az <p¢vz>i7k —+ zj: /Awk n - p¢vdr (A12)

where the subscript £+ 1 indicates an average over the upper face of the volume, k indicates
the lower face, and A;j is the interface between channels ¢ and j at axial level k. Each
term on the right-hand-side of this equation gives the flux over one of the faces.

It is helpful to handle the integration over z separately from the other axes. Conse-

quently, the variables W, M, and H are introduced which are defined as,

/ Wijdz = // n - pvdr (A.13)

Azk Aij,k

/ M;;dz = // n - pvodr (A.14)
Azk Aij,k

/ H;jdz = // n - phvdr (A.15)
Az Aijk

These variables describe the amount of mass, momentum, and enthalpy transferred per unit
length of the subchannel.
It is important to consider the impact of turbulence on the surface fluxes. The general

integrand can be expanded with the notation of Reynolds decomposition as,

pov = (po + (p0)') (6+ &) (A.16)

where overlines indicate the component of the variable that is steady or at least changing

slowly in time and tic marks indicate the remaining fluctuating component.
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The steady part of this integrand is,

B
S

pov = +(pv) ¢! (A.17)
———

diversion  turbulent

{

In subchannel literature, the first term on the right is frequently referred to as the diversion
term and the second as the turbulent diffusion term. The turbulent term accounts for the
covariance between (pv)" and ¢'.

Applying this Reynolds averaging to the W, M, and H variables leads to,

Wij = Wijdiv (A.18)
Mij = Mijaiv + Mijpu (A.19)
Hij = Hijaiv + Hijpurp (A.20)

Note that there is no turbulent term for mass transfer since ¢ <— 1. Subchannel literature
frequently uses the W’ variable, but it does not mean the value of the fluctuating term
as would be expected by the Reynolds decomposition conventions. Instead it refers to the
magnitude of the fluctuating term. To avoid confusion, it is not used here.

From here on, the fluctuating components of each variable will not be considered explic-
itly and every variable should be assumed to represent the steady component. The overlines
are omitted as they clutter the equations.

Substituting the new flux notation into Equation [AZ6] gives the conservation of mass as,

0
/ A; <P> dz + A; <p1)z>2- kil — A; <pvz>i [an E / Wijdz =0 (A.Ql)
Azy 8t 1 ’ ’ j Az

Similarly for Equation and momentum,

)

_ _/AZk A <6§:>idz - /Ak A (bf + K5K> Wdz o f A (a2

/AZk A; <8g:z > | dz + A; <P’u§>i’k+l — A; <pv§>i7k + ;/A% M;jdz
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And Equation [AT]] for energy becomes,

oph
/Azk A, <8t>l dz + A; <phvz)i’k+1 — A, (phvz>i7k + z]: /Azk H;;dz

= — // f-q"dr + Ai(¢"),dz (A.23)
0 1

Azp

A.4 Simplification

At this point several approximations and simplifications will be applied. Steady-state flow is
assumed which removes all time derivative terms. It is also assumed that the cross section,
A;, does not vary with z which allows it to be factored outside of integrals over z.

With these simplifications, the conservation of mass from Equation[A.21|can be rewritten

as,
1
<Pvz>i,k+1 - <Pvz>i,k + A Z/ Wijdz =0 (A.24)
iy Azy
Similarly, the conservation of momentum from Equation [A222] becomes,
1 oP
2 2
— — M;;dz = — — d
<pvz>z’,k+1 <pvz>i’k * A; zj:/Azk iy /Azk < 0z >Z ‘
2
- / (f + K5K> Mdz - g/ (p)dz (A.25)
Az De 2 Az,
The fundamental theorem of calculus may now be applied to the pressure derivative
term to find,

<pv§>i,k+1 B <pv'§>i

)

1
i + XZ EJ:/A% Mijdz = — <P>i,k+l + <P>zk

_ /AZ!C (li + K(SK) Wdz —g nes (p)dz (A.26)

The conservation of enthalpy, Equation [A.23] can be simplified to,

1
(Phv2); i1 — (PhV2);  + Z/ Hijdz
A J Azy

1 ~ 1 / "
i PO [ 0 820

It will also be assumed that all of the energy generated by nuclear reactions is deposited
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directly in the fuel. This essentially moves energy from the volumetric ¢ term to the ¢”

" term is removed. Heat conduction within the coolant is assumed

surface flux term so the ¢
to be small relative to the convective transfer so the integral over ¢” will be replaced with

¢wan to indicate the integrated heat flux from the solid walls surrounding the volume,
1 1
(Phvs); gy = (Phv2)i g+ - D / Hijdz = - qwanik (A.28)
) j Azy )

A.5 Upwind discretization

A simple zeroth-order accurate discretization scheme is now applied in order to evaluate

the integrals. For example, the integration of the mass exchange becomes,
/ Wijdz ~ Asziij (A.QQ)
Azy

where W;; . is the value of W;; evaluated at z = 2, i.e. the upwind face of the subchannel
volume.
With this discretization, the conservation of mass may be solved for the downwind mass

flux as,

Az
(Pv2); 1 = (PV2); 3 — A, ZVVUk (A.30)
b

This choice of discretization is advantageous because all variables on the right-hand-
side of Equation are known when performing a sweep of the solution from inlet to
outlet. Given fixed values at the inlet, no iteration is required to evaluate the mass fluxes
via Equation

Similarly discretizing the integrals for the conservation of momentum and solving for

the downwind pressure gives,

(Pliktr = (Phig = <pvz>i,k+1 + <pvg>z‘,k A Mijie

;)2
LN

The acceleration terms, those involving v?, provide some difficulty as the outlet momen-

tum flux, (pv?) cannot be known without some iteration. However the contribution of

ik+1°

this term is small and the velocity will not vary greatly over each element so this equation
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is replaced with the approximation,

Az
<P>i,k+l = <P>i,k - (<pv2>i,k+1 - <pv2>i,k) <”2>i,k - Tk ZMzak
v

_Zi (kaezk —|—Kk> <p>’k2<v>’k_gAzk <p>k (A32)

Using the upwind discretization, the downwind enthalpy flux can be solved for as,

Az 1
(phvz); g = (Phvz); ), — T,k D Hij + il (A.33)
1 ] (2

The average specific enthalpy may then be computed by approximating the enthalpy

and mass flux as separable,
<thz>i,k+1

<pUZ>i,k+1 (4.34)

<h>i,k+1 =

From the specific enthalpy and pressure, the equations of state can be solved for the

fluid temperature and density. The velocity can then be approximated as,

<pvz>i,k+1

. (A.35)

<Uz>z',k+1 =

At this point, all equations for the necessary values at z = zxy1 have been specified.
Given the inlet mass flux, pressure, and temperature the solver can sweep upwards through
the mesh and to the outlet using these equations to compute the fluid properties.

A.6 Constitutive relations

The friction factor is computed from the McAdams relation for smooth tubes with Reynolds

number between 3 x 10* and 10% (which can be found in chapter 9 of [67]),
f =0.184Re" %20 (A.36)

For the general case, subchannel codes require models for the diversion crossflow terms,
Wijdivs, Mijaiv, and Hjj qiv, but here it is assumed that these terms are negligible. More

discussion of this can be found in Chapter [2| See [68], (69, [70] for modeling of these terms.
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The turbulent crossflow terms are computed from,

. G@Az + GjAj ' '
Hz],turb = /85 Az + Aj (hz h]) (A37)
. GlAl + GjAj
sz,turb = ﬂSTAJ ('Uz,z Uz,]) (A38)

as discussed in Chapter
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Appendix B

Heat Transfer Equation

Derivations

B.1 Discretization of the heat equation

The general heat equation can be written as,
oT
pCpE—FV'q”—q”/:O (B.l)

where p is the material density, ¢, is the specific heat capacity, T" is the temperature, q” is
the heat flux vector, and ¢ is the volumetric heat generation.

Expressing Equation in cylindrical coordinates and neglecting the terms for axial
heat transfer, azimuthal heat transfer, and the time derivative gives,

1o

12 oy - g =0 B2)

where that ¢” is now a scalar value—the radial component of q”.

Radial derivatives are approximated via a linear finite difference,

()| Y(rivry,) —y(rizy,)

or Ar;

T4

where Ar; =11, —1;_1,.
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Applying this finite difference scheme to Equation gives,

Titl/a n i1y n m

i Ar; Givtfs — i AT; G-, — 4

=0 (B.3)

B.2 Heat flux models

B.2.1 Simple conduction

Inside the fuel and cladding, heat flux can be modeled by Fourier’s law of conduction. In

the general 3D case,

q’" = —-kVT

Simplifying to the conduction only in the radial direction of cylinderical coordinates

gives,
oT
= _k—
¢ or

Then discretizing for the outer half of ring ¢ gives,

T 1, —T;
o g Ly T
Gy = R
Tivy, —Ti
= 2l
1 ATZ

Ty, =T, — % (B.A)

(A

Doing the same for the inner half of ring ¢ + 1 gives,

z+1/2 ATH—I

T —T /e N
i+1/2 i+1 + iy
Enforcing continuity for 7,1/, from Equations [Bzf] and [B.5] -,

’L+1/2 ATZ—FI

T 9y, AT
’ 2k2+1

AN —
21% i+1 +

Ar;  Ar;
" i il
RE (27% - 27€i+1> =T —h
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i/ Arikipr + Aripak;

(Tip1 — T3) (B.6)
Introducing the new variable, ];‘Z‘,H_l, shortens Equation to
a1y, = ~kii1 (Tig1 — T) (B.7)

where
Foiiny = 2kikit
ML Arikin + Ak

B.2.2 Gap conduction

Heat transfer across the fuel-cladding gap is usually modeled with an equation of the form,
Qg = hg (Tfo - Tci) (BS)

where T}, is the temperature on the outer edge of the fuel and T¢; is the temperature on
the inner wall of the cladding.

Let ring j be the last discretization ring in the fuel. There are no rings for the gap
so ring j + 1 is the first cladding ring. Applying Equations [B:4] and [B.5] to ¢ = j where
Ty, =Th and Tj 1y vy, = Ta,

1 A,r
Tfo = T’J - Qf%k' !
J
GeiArj11
Tei =Tj41 + TH (B.9)
J

Note that with an open gap, ¢f, and ¢ will differ because they are at different radii.
Assuming there is no significant heat generation within the gap, then the heat fluxes can

be related geometrically,

nw _ pTci
fo — Yei
(6]
Th = T; — JG2Ts T (B.10)
TN 0k e ‘

Here it is assumed that g

Equations [B.9] and [B.10] into Equation [B.§| gives,

= ¢/%. This assumption may need to be revisited. Substituting

i

AT T Ar;
qé’izhg<Tj—qC1 Jg_TjH_qm j+1

2k; T 2kj 1
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1 Arire  Ar;
" 7lci J+1
A J— =T —T-
qci (hg + ijrfo + 2kj+l ) J Jj+1

Or in a form similar to Equation

where

L A’I’j Tci AT']'+1
hg 2k;7eo 2kj 11

B.2.3 Clad-coolant Dirichlet BC

Heat transfer across the cladding-coolant boundary is usually modeled in the form,
qflglo = heony (Teo — T) + hnp (Teo — Tsat) (B.11)

where heony is a convective (single phase) heat transfer coefficient, Ay, is a nucleate boiling
heat transfer coefficient, Tt is the temperature on the outer wall of the cladding, T is the
bulk temperature of the coolant, and Ty, is the saturation temperature of the coolant.

Solving for Tt gives,
T. — Qé,o + hcoanb + hansat
0 hconv + hnb

(B.12)

Using this expression for T¢,, the heat transfer system can be solved with a Dirichlet
boundary condition. Evaluating Equation at the outermost cladding ring, ¢ = N — 1,

gives,
!
. QCOATN* 1

TN—l :Tco 2kN )

(B.13)

B.2.4 Clad-coolant convective BC

The Dirichlet BC works fine in steady-state calculations, but sometimes the performance
of a transient solver can be improved by using a BC where T¢, is not fixed. The following
convective BC can be used in such cases.

Equation can be expressed as,

qgo = (hconv + hnb) Teo — heonvTh — hnpTsat
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Teo can then be eliminated with Equation [B:13] to find,

!
quATN—l

v = hconv hn (T -1
Aco ( + b) N-1 2%kn 1

) - hcoanb - hansat

A’I“N,1

oo |1+ (Peony + hb) m

:| - (hconv + hnb) TN—l - hcoanb - hansat
(hconv + hnb) TNfl - hcoanb - hansat

Arny_1

1+ (hconv + hnb) 2kN_1

"o
qco -

B.3 Material properties

The fuel thermal conductivity is computed via a model from section 8.3 of [67]. Here it has

been simplified with the assumption that the fuel is fresh UO9 at 95% theoretical density,

N 1 E ( F)
= — 76 —_——
I=a+Br "T2P\T
A=452cmK/W B =246 x 1072 cm/W
E=35x10"WK/cm  F=16361 K

The specific heat capacity of the fuel is modeled from [67] as,

Cpf = C2 + 2c3t + 3eat? + dest® + begtt — cpt 2

T

cy = —104.0014 cs = 29.2056 ce = —1.9507
cr = 2.6441
The density, thermal conductivity, and specific heat capacity of the cladding are set at
the values listed for Zircaloy-2 in [67]:

Cpe = 330 ——

kg
— 3 —
pe = 6.5 x 10" — k. =13 ke K

W
m K
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B.3.1 Gap heat transfer

Different models are used for heat transfer across an open gap versus a closed gap—the gap
when the fuel and cladding come into full contact. For simplicity the scope here is limited
to fresh fuel where the gap is open. Similarly, it is assumed here that the gas in the gap is
pure helium.

The heat transfer coefficient for the fuel-cladding gap is the sum of two components, one
for the thermal conductivity of the gas and another for the radiative heat transfer between
the fuel and cladding,

hg = hggas + g rad

Finding the thermal conductivity of the gas in the gap is a fairly involved calculation.
It depends quite a bit on the gas mixture, and it is complicated by effects that arise when
the size of the gap is comparable to the mean free path of the gas in the gap. For more
details, see [71].

An approximate model is acceptable for these purposes so the conductivity portion will
use this simple model from section 8.7.1 of [67],

kg
5g,eff

hg.gas =

where kg is the conductivity of the gap gas material and deg is the effective thickness of
the gap. This effective thickness approximates the previously mentioned effects of a small
gap. For pure helium at atmospheric pressure, [67] gives the effective thickness as the true
thickness plus 10 pum,

Ogeff = 0g + 10 pm

This is the model adopted in this work.

The thermal conductivity of helium is given by,
kg = 3.366 x 107370068

where kg is in units of W/m K and T is the gas temperature in units of K [71].
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The radiative component of gap heat transfer is given by,

—1
1 T 1
hg,rad =0 [ + fo < - 1)] (Tf%) + Tc21) (Tfo + Tci)

€f Tei \ €

where o is the Stefan-Boltzman constant; ey and e. are the emissivities of the fuel and
cladding; rg, and Ty, are the radius and temperature of the fuel outer surface; r¢; and T
are the radius and temperature of the cladding inner surface [72]. (Note that reference [72]
has a typo: it uses €; where it should use %)

Using a model from MATPRO-11 [71], the emissivity of the fuel is given by

0.8707 T <1000 K
€f =4 1.311 — 4.404 x 107*T 1000 K < T < 2050 K

0.4083 T > 2050 K

where T is in units of K.

Section B3 of MATPRO-11 discusses cladding emissivity [71]. Note that these models
are extremely dependent on the cladding oxide thickness. Cited values range from 0.2
to 0.9. Evaluating the cladding oxide thickness may require details of the manufacturing
process that are hard to come by, and the resulting accuracy is probably unnecessary for the
purposes of this work. So the simplifying assumption is made that the cladding emissivity
is always,

€. =0.5

This value is plausible for thin oxide layers.

B.3.2 Nucleate boiling heat transfer coefficient

The Chen correlation is used for the nucleate boliing portion of coolant heat transfer coef-
ficient. An original publication of this coefficient by Chen in Imperial units can be found in
[73]. Beware the pounds and pounds-force! An SI verison can be found in section 13.3.1.2

of [67] and is reproduced here:

0.7900.;15p(}.49 094 o
1 ATO24A PO-T5
0.5,,0.2971,0.24 ,0.24 sat

L

hup, = S - 0.00122
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o 1
14253 x 10-6Re!17

where ky, c,r, ps, and py are respectively the thermal conductivity, specific isobaric heat
capacity, density, and shear viscosity of saturated liquid water; o is the surface tension; hg,
is the difference in specific enthalpy between saturated vapor and saturated liquid; p, is the
density of saturated vapor; ATy,; is the difference between wall temperature and saturation
temperature; and AP is the difference between saturation pressure at the wall temperature

and the coolant pressure.
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Appendix C

Dynamic Shared-Memory MC
Neighbor Lists

This appendix chapter describes various neighbor list implementations considered for use
in OpenMC, and evaluates their performance for a simple 3D pincell problem. The text
and data presented here closely match those presented in a separate publication [41]. An
addendum is provided at the end of this chapter to discuss the impact of these neighbor

lists on a quarter-core problem.

C.1 Background on neighbor lists

MC codes comprise many distinct parts that can each become a bottleneck depending
on the application. MC researchers generally focus their attention on the tally and cross
section evaluation components of the software, but the ray tracing code can also become
a bottleneck if it is overlooked. Here the term ray tracing refers to the components of the
MC code which compute where a simulated particle is located in the geometry and where
it is going next.

Each time a particle crosses a boundary in a MC solver, the software must determine
which geometric cell the particle is enteringﬂ The simplest approach would be to compu-
tationally search through every cell in the geometry and check if each one is on the other

side of the surface, but this approach would be prohibitively slow. Instead, MC codes build

!Note that resolving surface crossings is not necessary with the delta-tracking method. This chapter is
focused on simulations that do not use delta-tracking.
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neighbor lists so that only a subset of the cells must be searched when a surface is crossed.

There are several different ways to implement neighbor lists. The most fundamental
design choice for neighbor lists is what type of geometric entity their adjacency relationship
is based on. One option is surface-based adjacency, where there is a neighbor list for each
surface in the geometry (or one for each side of each surface). Another option is cell-based
adjacency where there is one neighbor list for each cell. Figure provides a diagram to
highlight the distinction.

These approaches can also be combined: the code can track multiple neighbor lists for
each cell, one for each surface that the cell is in contact with. This combined approach results
in the shortest neighbor lists, and shorter neighbor lists should provide better performance.
The combined approach will be referred to as side-based neighbor lists here, as in there is
a list for each side of each cell.

Neighbor lists are rarely discussed in MC code manuals or publications. Two exceptions
to this are Sutton et al. who described the RACER implementation in 1999 [74] and She
et al. who described the RMC implementation in 2011 [75]. RACER uses the side-based
approach for up to 4 neighbors per side, and then falls back to the surface-based approach
for further neighbors [74]. RMC uses an advanced side-based approach where the neighbor
list is re-sorted during the simulation so that the more significant neighbors appear earlier
in the neighbor lists [75]. She et al. also suggest that the side-based approach is used in
MCNP5 [75]. Private communication with Griesheimer indicates that MC21 also uses the
side-based approach [76].

Until recently, OpenMC used the surface-based approach. As this chapter will demon-
strate, surface-based lists can lead to poor performance for multiphysics geometries. It is

an interesting historical note that OpenMC is perhaps the only widely-used MC code to

Surface-based Cell-based neighbor
neighbor lists lists consider
consider neighbors neighbors of the last
of the surface the cell the particle was
particle crosses in

Figure C-1: Diagram to indicate the difference between surface-based and cell-based neigh-
bor lists on a hypothetical geometry.
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have relied on surface-based lists. These sorts of inefficiencies in newly-developed tools
are lamentable, but they are a natural consequence of independent development. These

inefficiencies are also easily corrected by the careful attention of developers over timeﬂ

C.2 Surface-based versus cell-based neighbor lists

In the surface-based scheme every surface object has an associated list of neighboring cells.
(In most implementations, each surface actually has two lists—one for each side of the
surface.) When the MC code simulates a particle crossing the surface, the neighbor list for
that particular surface is used to find the next cell.

A major advantage of the surface-based neighbor list scheme is that the lists are easy
to construct. At initialization, the program can iterate through each cell and add it to
the appropriate neighbor lists of its bounding surfaces. Note that iterating over a cell’s
bounding surfaces is trivial because the bounding surfaces are an inherent part of the cell’s
definition. (The bounding surfaces are typically explicitly specified by the user.)

Surface-based neighbor lists can greatly accelerate ray tracing in some cases, but their
efficiency is degraded by the fact that a single surface can bound many cells in reactor
geometries. Consider the cylindrical surfaces in a fuel pin model that is divided into axial
regions. A sketch of such a geometry is shown in Figure[C-2] The cylinder neighbors many
cells in the geometry, and the number of neighbors scales proportionally with the number
of axial regions. Axial discretization on the order of a centimeter would lead to hundreds
of neighbors per cylinder in a typical PWR geometry. These overly large neighbor lists can
easily cause a majority of the program’s runtime to be spent performing cell searches after
boundary crossings.

In order to address this issue, neighbor lists can instead be set up to represent cell-to-cell
adjacency rather than surface-to-cell. Cells in a discretized fuel pin model have a roughly
constant number of neighbors regardless of the axial discretization. See Figure for a
sketch of this geometry.

Cell-based neighbor lists are shorter in such geometries and therefore faster to search,

but they are more difficult to generate during the program initialization. The reason is that

2The decision to use surface-based neighbor lists in OpenMC can be partly traced to a publication of
MC21 data structures [77]. A few sentences in this publication describe surface-based neighbor lists with no
mention of the side-based lists. Likely, these described surface-based lists are a fall-back to the side-based
neighbor lists as they are in RACER.
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Figure C-2: A simplified fuel pin geometry with two different levels of axial discretization.
The highlighted cylindrical surface divides fuel cells from moderator cells. The number of
cells neighboring the highlighted surface scales proportionally with the axial discretization.

Figure C-3: A simplified fuel pin geometry with two different levels of axial discretization.
The number of cells neighboring the highlighted cell does not scale with the discretization.
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it is hard to devise a general algorithm for indicating whether two 3D constructive solid
geometry cells neighbor each other. Even if a suitable algorithm can be found for analytical
geometries, some difficulties will probably be encountered in a real implementation because
of finite-precision numerical errors.

Cell-based neighbor lists are instead generated dynamically during the simulation, es-
sentially using the ray tracer to determine neighboring cells. When a particle crosses a
surface in this scheme, the program first searches through cells from the neighbor list of
the previous cell. If no matching cell is found, then an exhaustive search through all cells
in the geometry universe is performed. Next, the resulting cell from that search is added
to the neighbor list. The lists are empty at the beginning of the simulation. Then they are
quickly populated, and exhaustive searches become rarer as the simulation proceeds.

Cell-based neighbor lists require dynamic data structures so that cells can be added to
them during transport. In a code that utilizes shared-memory parallelism, maintaining effi-
ciency with dynamic data structures is difficult so exploring several implementation schemes
is important.

Side-based neighbor lists are a further improvement on cell-based neighbor lists. Instead
of one neighbor list per cell, each cell has a neighbor list for each of the surfaces that it is
bound by. They are similar to cell-based lists in terms of the axial discretization performance
and the need for a dynamic data structure. They differ in that side-based neighbor lists
will be shorter and therefore faster to search through.

Side-based neighbor lists are expected to perform better than or similarly to cell-based
lists, but they have not yet been implemented and tested in OpenMC. Consequently discus-
sion of them is limited here. However, note that a dynamic data structure that can be used
for cell-based lists can also be used for side-based lists, and the performance implications

are expected to be similar.

C.3 Dynamic cell-based data structures

In single-threaded computing, the obvious approach to implement dynamically growing
neighbor lists is to use a data structure such as the C++ standard library std: :vector
that is a contiguous, resizable array allocated with dynamic memory. However, vectors

raise thread contention issues. Writing to the array may require deallocating and then
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reallocating memory for it. If one thread deallocates the array in this process while another
thread attempts to read it, errors occur. Protecting all read and write access to the array
with locks or the #pragma omp critical directive would prevent these shared-access errors,
but doing so is prohibitively slow for this application. Some other threadsafe data structure
must be used.

Three threadsafe data structures are considered here:

1. duplicated threadprivate vectors,
2. a shared singly linked list, and
3. a shared hybrid structure with a vector and a singly linked list.

The first approach is to represent the neighbor list with a vector modified by the
OpenMP #pragma omp threadprivate directive. Use of this directive means that the
vector will be duplicated and each thread will use its own private copy.

Threadprivate neighbor lists eliminate the thread contention issues, but they incur a
memory cost due to the duplication. Threadprivate variables can also bring unexpected
runtime costs due to added overhead such as accessing a thread local storage (TLS) lookup
table. For neighbor lists, this approach will bring an additional runtime cost since infor-
mation is not shared between threads and each thread must build up its own lists with
exhaustive geometry searches.

The second approach uses a singly linked list (C++ standard library std: : forward_list)
that is shared across all threads. For most cases of interest, MC neighbor lists are frequently
read but rarely modified, and singly linked lists offer inherent threadsafe read access. Adding
an element to the end of a linked list does not require reallocating or moving any of the other
elements in the list, so one thread can safely write to the list while other threads read from
the same list. Only one thread at a time can safely add elements to the list, so a locking
mechanism is needed for write access, but this is a small cost given how infrequently the
neighbor list must be modified. Also note that pointers in the list must be read and written
atomically to prevent one thread from reading an invalid pointer that is being concurrently
written to from another thread.

One small detail worth highlighting is that new elements should always be added to
the end of the linked list rather than the beginning. Adding elements to the beginning is

tempting because the resulting code is simpler. Adding to the end first requires traversing
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the list but will result in a list that is roughly sorted in a favorable order. The neighbor
list for each cell is ideally sorted by how frequently particles enter each neighbor when
leaving the base cell, and this frequency will roughly correspond to how early each neighbor
is encountered. For the example problem presented here, adding new elements to the end
rather than the beginning of the list results in about a 5% speedup. Note that other work
on the RMC code showed that re-sorting neighbor lists on the fly can lead to factors of
about 2x speedup in some cases [75].

Linked lists come with some disadvantages over vectors. Linked lists require more mem-
ory because each element in the list must hold a pointer to the next element. The elements
are also not contiguous in memory which can hurt runtime performance because of poor
spatial locality resulting in cache misses.

The third approach aims to harness both the shared-memory threadsafe linked lists and
the contiguous memory layout of vectors. The data structure includes a vector “prefix” and
a linked list “suffix”. When cells are added, they are added to the end of the suffix. Reading
from the structure requires reading both the prefix and the suffix. The MC code can then
periodically empty the suffix and move all of its elements to the prefix to make the data
contiguous. In the OpenMC implementation used for this test, this reorganization occurs
between generations of particles. The neighbor lists are not used for ray tracing at that
time so it is easy to ensure that only one thread at a time interacts with any given neighbor

list.

C.4 Performance tests

In order to compare the performance of the old and new neighbor list schemes, OpenMC
calculations of a PWR pincell model were run using each scheme and varying levels of axial
discretization. In the xy-plane, the model includes fuel, gap, cladding, and coolant with
reflective boundary conditions. The pin is 366 cm long with vacuum boundary conditions
at either end. All four materials (fuel, gap, cladding, and coolant) are discretized axially
into equal-height segments. No tallies are included in this model. Fresh UOg is used for the
fuel material.

Calculations were run on a single dual-socket computer node with Intel Xeon E5-2683

v4 processors. Each of the two processor packages has 16 cores, so calculations were run
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with up to 32 OpenMP threads. Simulations used 10 generations with 20,000 particles per
generation. All calculations were repeated 20 times with different random number seeds to
establish a mean and confidence interval. The software was compiled with GCC version
6.2.0.

One set of calculations was aimed at scalability in terms of axial discretization. Simula-
tions were run with 32 OpenMP threads using each neighbor list scheme, and the number of
axial regions was varied between 1 and 200. The runtime performance is plotted in Figure
A 95% confidence interval was established, but it is very small and not indicated on
the plots.

The first major finding from the data in Figure [C-4]is that each cell-based implementa-
tion significantly outperforms surface-based neighbor lists. With only a single axial region,
cell-based and surface-based lists show a similar performance of about 130,000 particles per
second. With 200 axial regions the surface-based rate slows to about 8,000 s, but the
cell-based lists maintain a rate between 80,000 s and 100,000 s™!.

Code profiling confirms that the boundary-crossing algorithm is the primary source
of the cell-based versus surface-based runtime differences seen in Figure [C-4] Using the
surface-based lists, the fraction of runtime spent in OpenMC’s cross_surface subroutine
grows from 21% to 92% with 1 and 200 axial regions, respectively. With the cell-based lists,
the fraction grows from 19% to 21%.

The differences between the cell-based implementations are smaller. The hybrid method
is consistently faster than the linked list, but only by about 1-2%. The duplicated thread-
private neighbor lists perform about as well as the other cell-based lists for moderate axial
discretization, but they scale poorly with finer discretization and are 20% slower than the
others with 200 axial regions. This performance is likely due to the loss of shared informa-
tion between threads, that is, the fact that neighbor list entries learned by one thread are
not shared with the others.

Another set of calculations was aimed at scalability in terms of threading. Simulations
were run with 200 axial regions and a varying number of OpenMP threads between 1 and
32. The results for the three cell-based schemes are plotted in Figure The data in
Figure [C-5again show that the hybrid method and the linked list have similar performance.
The duplicated threadprivate vectors show poorer thread scaling. Because the CPU has a

shared L3 cache, as the number of threads increases, so does the probability that a memory
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Figure C-4: Runtime performance of the different neighbor list schemes as a function of axial
discretization. The same data are used in both subplots. The upper subplot shows the large
difference between cell-based and surface-based neighbor lists, and the lower focuses on the
different cell-based implementations.
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Figure C-5: Runtime performance as a function of thread count for each cell-based imple-
mentation on a model with 200 axial regions.

request will result in an L3 cache miss (hence the decreasing performance per thread). This
effect is exacerbated with the duplicated threadprivate vectors wherein each thread has its
own copy of the neighbor lists.

One caveat of these results worth noting is that the different neighbor list schemes have
a particularly large impact for this problem, but they will not have such a large impact
for many other problems of interest. If a large suite of tallies is added, they will consume
a significant fraction of the runtime and decrease the relative impact of different neighbor
lists. Using depleted fuel materials with many isotopes will increase the cost of cross section
calculations which would also reduce neighbor list impact. Different geometries like reactors

with TRISO fuels or tokamak fusion reactors will see different results.

C.5 Conclusions

Neighbor list implementation details can have a significant impact on the performance of a
MC code. These details are particularly important for extruded geometries (e.g. most light
water reactors) that are finely discretized for multiphysics or depletion purposes. For these

models, cell-based neighbor lists offer a substantial runtime improvement over surface-based
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neighbor lists. Dynamic data structures are needed so that cell-based neighbor lists can be
built during the transport simulation, and care must be taken in their implementation to
provide efficient, threadsafe performance.

A singly linked list is a simple data structure that performs well in the tests presented
here. The list is shared among all threads, which means that memory costs do not scale with
the number of threads, and each thread benefits from the neighbor list entries discovered by
other threads. The presented results demonstrate that runtime for a program using linked
lists scales well in terms of both geometry discretization and thread count.

A hybrid data structure is presented that combines a linked list with a vector to gain a
small runtime performance increase over the simple linked list. The gain is so small, how-
ever, that many MC code developers will likely not consider it worth the slightly increased
software complexity.

Dynamic neighbor lists can also be implemented with threadprivate duplicated vectors.
This approach is comparable to the linked list and hybrid approaches for coarsely discretized
problems and few threads, but it is not recommended because its performance degrades with
finer discretization and a higher thread count. Extrapolating from the results plotted in
Figure [C-4] a user who desires even finer discretization than that studied here can expect a
precipitous drop in performance of threadprivate vectors versus the other data structures.
Furthermore, if CPUs continue to reach incrementally higher core counts, good shared-
memory scaling will become increasingly important in the future.

Based on the conclusions of this work, the neighbor list implementation used in OpenMC
was updated with pull request #1140. OpenMC switched from surface-based adjacency to

cell-based adjacency using the threadsafe linked-list data structure.

C.6 Addendum

C.6.1 Quarter-core performance

The preceding text of this appendix chapter closely matches a separate publication [41],
and it describes a test problem that was relevant to the early stages of this thesis work.
The finely-discretized pincell problem is also uniquely sensitive to the neighbor list imple-
mentation so the performance differences are not as extreme for most problems.

Simulations were run to test the impact of the neighbor list changes on the quarter-core
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PWR multiphysics problem described in Chapter [7]] These simulations used the same ac-
celerated multiphysics solver discussed in Chapter[7], and the same geometric discretization.
This problem uses a 42-region axial mesh. Unlike the pincell study just discussed, this
problem uses a single radial region for the fuel interior. Simulations ran for 5 MC gen-
erations and used 200 million neutrons per generation. These simulations were run using
Google Cloud Platform on a single “nl-standard-64” instance. Exact details of the machine
architecture are unknown, but it presents as a machine with 64 generic Intel Xeon cores.

For this study, surface-based neighbor lists were reimplemented in a recent version of
OpenMC. Consequently, the only software difference between the two simulations is the
neighbor list implementation. (Both simulations include universe partitioning which is
discussed in Section [4.2.2])

With surface-based neighbor lists, the MC portion of the solver has a wall time cost of
5.3 hours (340 cpu core hours). With cell-based linked lists, the wall time falls to 4.0 hours
(260 cpu core hours) which is a 25% reduction. The MC solver is the most expensive of
each of the coupled physics solvers so the overall multiphysics solver runtime reduction is

23%.

C.6.2 Limitations of the neighbor lists

It is important to note that the performance differences shown here between surface-based
and cell-based neighbor lists can be squandered by inefficient geometry discretizations that
result in cells with many neighbors. For a concrete example, consider a cell which describes
the gap between the fuel and cladding. In this thesis, the gap has a constant width over
the entire axial dimension, and it is filled with a void instead of a material. This means
it has axially uniform properties and could be represented with a single OpenMC cell.
However, this single gap cell would neighbor a large number of cells that are used to axially
discretize the fuel. As a result, the performance of cell-based neighbor lists would approach
the performance of surface-based neighbor lists.

For this reason, it is important to axially discretize all regions of the geometry in the
active core. In this work, the same z-planes that are used to slice the fuel are also used to
slice the gap, cladding, coolant, control rods, and burnable absorbers.

A further detail: the pincell study presented in this chapter focused on simulations that

used only one universe. In OpenMC (and other MC codes), a universe is a concept that
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is used to compose complex geometries. Each tile in a lattice, for example, is filled with a
universe. One universe might be used for a fuel pin, and another for a guide tube, and then
both of these universes can be tiled repeatedly in a lattice to form a fuel assembly.
Because of various implementation details, neighbor lists are not used in OpenMC when
a particle crosses a boundary between different universes (or even two different instances
of the same universe). Consequently, the neighbor lists changes discussed in this chapter
are irrelevant for particles that cross a boundary within a lattice. Section [:2.2] discusses a

performance improvement targeted at these universe crossings.
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Appendix D

Miscellaneous notes

D.1 Comparison to BEAVRS hot zero power measurements

The BEAVRS benchmark includes measurements made on the first day of operations at
low power (24 MW) conditions [47]. These measurements offer a way to check for geome-
try /material input errors without the confounding effects of thermal feedback.

Note that the raw measurements show an unexplained asymmetry, and the benchmark
provides a “corrected” dataset which reduces the asymmetry by subtracting a linear fit.
This tilt-corrected dataset is used as the reference here.

Simulations were run with the full coupled solver even though thermal feedback is not
significant for this problem. The simulations used 30 Picard iterations with one MC genera-
tion per iteration and 200 million neutrons per generation. With acceleration, the simulation
is stationary after 15 iterations. Stationarity was established by visually inspecting plots of
the power distribution in various parts of the reactor as a function of iteration number. The
presented results are the mean values from iterations 15 through 30 of one simulation. Two
simulations were run with different random number seeds to check for statistical anomalies.

As one measure of convergence, assemblies with an octant-symmetric neighbor were
compared to each other. The axially-integrated detector response in each of these assemblies
differs by an average of 0.2% from its symmetric partner.

Figures and show how the simulated fission detector response distribution
compares with the tilt-corrected measurements of the real reactor core. Figure shows
the radial distribution (axially-integrated) throughout the core. Note that this dataset

shows one octant, but measurements from the entire core are used under the assumption
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that they should be roughly octant-symmetric.

Figure shows the axial profile of the detector response in assembly D12. This
assembly is chosen because it is the highest power assembly in the full-power conditions.
The error shown in Figure [D-2] for D12 is similar to the error seen in other assemblies.

These results provide some confidence that there are no large errors in the geometry
and material inputs. Errors seen with earlier simulations generally resulted in radial dis-
tributions with large in-out tilts (e.g. positive errors clustering in the center of the reactor
and negative errors clustering on the periphery) or a checkerboard pattern matching the

distribution of assembly enrichments. But none of these tell-tale signs are present in Figure

D-1

216



H G F E D C B A
I I I I I I I I

0.935 0.780
- 0.779
- 0.1%

Figure D-1: Calculated and measured detector response in each fuel assembly on day 1 of
operation (hot zero power).
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Figure D-2: Measured and computed axial detector profile in assembly D12 on day 1 of
operation. Both curves have been normalized to the same integral.

217



D.2 How big is a pcm?

A pcm is a one-in-one-hundred-thousand error on the neutron multiplication factor. But
how can that be related to intuitive physical quantities? This section describes a reference
point that I often use.

Figure [D-2] shows two images of the fuel used in LR-0, a zero-power research reactor.
The first image in this figure shows an entire fuel assembly which is a shortened version of
the fuel assemblies used in VVER reactors. The second image shows the very bottom of
two different fuel pin designs that can be used in this assembly.

These pins are nearly identical, except that one has a smaller diameter on the lower
end, just beneath the region filled with active fissile material. The diameter of one pin is
4 mm smaller than the other over a length of about 1.7cm. The reactor is filled with a
water moderator so swapping from the thick design to the thin one leads to an extra 0.7g
of water here at the bottom of each fuel pin. This difference seems negligible given the size
of the full fuel assembly; there is roughly 130 cm of active fuel above the pictured feature.
But the difference is nevertheless measurable in this experimental facility.

For the cores that use 6 of these assemblies, swapping out all of the fuel pins from
one design to another leads to a 70pcm reactivity change. This value is small, but it
is non-negligible compared to the experimental perturbations tested in this facility. The

researchers who use this reactor are therefore careful to model these fuel-pin-bottom details.

Figure D-3: Left: a fuel as-
sembly for the LR-0 reac-
tor at CVRez. For scale,
note the workers handling
the assembly. Right: the
lower end of two different
fuel pin designs for the LR-
0 assemblies. The upper of
the two lines in the back-
ground indicates the bot-
tom of the UOsy fuel in the
interior.
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D.3 Estimating the uncertainty of a single simulation

In Chapter[7], conclusions were generally established after considering data from at least two
independent simulations. This level of rigor is not always necessary so some conclusions in
this appendix are made from single-simulation calculations. For this purpose, it is necessary

to estimate the stochastic uncertainty of single-simulation results.

D.3.1 Eigenvalue

Chapter [7] described a study using many 15-generation calculations. For this study, 11 of
the 15-generation simulations were run. (Only 10 are used in the Chapter [7| study as this
makes the fraction of fine-mesh regions with < 2% error conveniently close to 95%.)

The average eigenvalue for each simulation is computed over generations 6 through 15.
The standard deviation—standard deviation of eigenvalues, not the standard error of the
mean of the eigenvalues—is 3 pcm. When listing an uncertainty, it is better to list a two-
standard-deviation figure as this roughly corresponds to the 95% confidence interval for
normal data. In this case, that corresponds to 6 pcm so the eigenvalue uncertainty for an
individual simulation in this appendix will be given as +6 pcm.

This uncertainty will be applied to 30-generation simulations which are likely more
accurate than the 15-generation simulations used to compute that 6 pcm value, but 6 pcm

is small enough that its not worth worrying about.

D.3.2 Radial instrument distribution

Figure [D-4] shows the radial distribution of errors for two 30-generation simulations at full
power conditions. The largest difference between these is 0.3% (absolute difference, not

relative) so 0.3% is considered the uncertainty for these results.
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Error in radial distribution from two simulations:

(C-E) / E Error [%]:

-7.5 -3.0 -5.0 0.3 -2.1 4.4 5.0
-4.3 4.8 -1.3 -3.3 2.0 0.2 5.8
-1.9 -3.2 0.6 -1.7 4.3 6.0
-0.3 3.1 5.1

1.1 2.0 5.8

3.4 8.1

(C-E) / E Error [%]:

-7.5 -2.7 -5.2 0.2 -2.4 4.4 4.7
-4.3 4.9 -1.3 -3.5 2.1 0.3 6.1
-1.8 -3.3 0.7 -1.6 4.2 6.0
-0.3 3.0 5.2

1.1 1.9 6.0

3.4 8.2

Figure D-4: Relative error for axially-integrated detector signals from BEAVRS day 169
(hot full power). Results from two independent simulations are shown. Each simulation
used 30 generations with 200 million neutrons per generation. Results are averaged from
generations 5 through 30.

D.4 Number of fuel rings

A simple study was run to quantify the impact of discretizing the MC geometry with
multiple radial regions in the fuel. Simulations were run on the BEAVRS day 169 (hot full
power) conditions using the full solver (including subchannel, heat transfer, and equilibrium
xenon). Each simulation used 30 generations with 200 million particles per generation.
Results were averaged over generations 6 through 30. These simulations used either 1 or
3 rings in the fuel. Note that even with 3 rings, the concentration of xenon and the fuel
power density are still considered radially uniform.

The eigenvalue with 3 rings is 0.99853, which is 27 pcm greater than the 1 ring case.
Per Section the eigenvalue uncertainty is 6 pcm. Figure [D-5| shows the radial error
distribution from the two cases. Figure shows the axial profile in assembly D12.

The 3-ring case seems to slightly reduce the in-out tilt error, but the effect is not large.
The difference in the axial distribution is quite small, and note that D12 (the highest power
assembly) is likely the most sensitive to spatial self-shielding errors. Overall, the difference

here is considered negligible so 1-ring calculations are used elsewhere in the thesis.
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1 radial ring in the fuel:
(C-E) / E Error [%]:

-7.5 -2.7 -56.2 0.2 -2.4 4.4 4.7
-4.3 4.9 -1.3 3.5 2.1 0.3 6.1
-1.8 -3.3 0.7 -1.6 4.2 6.0
-0.3 3.0 5.2
1.1 1.9 6.0
3.4 8.2
3 radial rings in the fuel:
(C-E) / E Error [%]:
-7.2-2.9 -5.2 0.2 -2.8 4.2 4.9
-4.2 -4.9 -1.4 -3.4 2.3 0.3 5.8
-1.9 -3.3 0.7 -1.5 4.3 5.8
-0.2 3.2 5.1
1.2 1.9 5.8
3.4 8.3

Figure D-5: Relative error for axially-integrated detector signals from BEAVRS day 169
(hot full power). Results using 1 ring and 3 rings in the fuel are shown. The stochastic
uncertainty on each value is +£0.3% per Section
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Figure D-6: Measured and computed axial detector profile in assembly D12 on day 169 of
operation. All curves have been normalized to the same integral.
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These conclusions are not expected to hold in general. Depletion will cause a significant
non-uniform radial distribution of pin power to develop, which may make the radial tem-
perature distribution more important to resolve. A gadolinia-bearing fuel pin may similarly
require further discretization as thermal neutrons will only be sensitive to the temperature
near the rim of the fuel.

Note that there is a significant computational cost to using a finer radial discretization.
The solver runtime increases by about 30% after switching from 1 to 3 rings. This is expected
to be largely due to the increased number of cross section evaluations in the MC solver; if
a neutron passes directly through the center of a fuel rod then OpenMC will evaluate the

fuel cross section 5 times versus 1 timeE Ray tracing costs may also contribute.

D.5 Sensitivity to fuel temperature

A number of approximations made in this work will lead to an over-estimate of the reactor
fuel temperature. The power density within a pin is assumed uniform, but slightly more
power is produced near the edge of the pin. All heat from fission energy is assumed to be
deposited locally in the fuel, including the heat from neutrons and photons which in fact
deposit their energy throughout the reactor materials. All heat is assumed to come from
fission, and the heat from capture reactions (which can occur in non-fuel regions) is ignored.
The fuel-clad gap is assumed to have a constant thickness.

To roughly understand how sensitive the results might be to these assumptions, a per-
turbed simulation was run. For this simulation, the ¢ values used by the heat transfer
solver are reduced to 0.9x their nominal value. The ¢’ values used by the subchannel solver
are unperturbed.

This perturbation plausibly counteracts the error of assuming local energy deposition.
About 10% of the energy generated by fission is released in the form of neutrons and photons,
and most of the neutron energy will be deposited in the moderator instead of the fuel.

As a result of this perturbation, the solver computes a slightly lower fuel temperature.
For example, the average fuel temperature in assembly D12 near the core midplane drops

from about 1480 K to 1390 K.

!Perhaps multipole cross sections at multiple temperatures can be evaluated concurrently with SIMD
operations to reduce this cost. It may also be helpful to cache cross sections from recently-evaluated tem-
peratures.
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Consequently, the eigenvalue increases to 0.99954 which is 138 pcm higher than the
unperturbed value. Figure [D-7] shows the resulting radial error, and Figure shows the
axial error.

The axial effect of this perturbation is very small. The radial effect is small, but it
noticeably reduces the in-out tilt error. This suggests that the radial error is fairly sensitive
to the fuel temperature—the perturbation is only about 100 K in the high-power areas of
the core. Given that changes in the fuel-clad gap are expected to have a very nonlinear
impact on fuel temperature, they are probably important to resolve when accuracy is the

goal.
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Unperturbed simulation:
(C-E) / E Error [%]:

-7.5-2.7 -5.2 0.2 -2.4 4.4 4.7
-4.3 4.9 -1.3 -3.5 2.1 0.3 6.1
-1.8 -3.3 0.7 -1.6 4.2 6.0
-0.3 3.0 5.2

1.1 1.9 6.0

3.4 8.2

90% power to heat transfer solver:

(C-E) / E Error [%]:
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Figure D-7: Relative error for axially-integrated detector signals from BEAVRS day 169
(hot full power). Results are shown for a simulation where the power seen by the heat
transfer solver has been artificially reduced. The stochastic uncertainty on each value is

+0.3% per Section
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Figure D-8: Measured and computed axial detector profile in assembly D12 on day 169 of
operation. All curves have been normalized to the same integral.
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