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Abstract

With the expanding availability of computational power, numerical modeling plays an increasingly
pivotal role in the field of oceanography, enabling scientists to explore and understand ocean pro-
cesses which are otherwise inaccessible or challenging to observe directly. It provides a crucial tool for
investigating a range of phenomena from large-scale circulation patterns to small-scale turbulence,
shaping our understanding of marine ecosystems, global climate, and weather patterns. However,
this same wide range of spatiotemporal scales presents a distinct computational challenge in captur-
ing physical interactions extending from the diffusive scale (millimeters, seconds) to planetary length
scales spanning thousands of kilometers and time scales spanning millennia. Therefore, numerical
and parameterization improvements have and will continue to define the state of the art in ocean
modeling, in tandem with the integration of observational data and adaptive methods. As scientists
strive to better understand multiscale ocean processes, the thirst for comprehensive simulations has
proceeded apace with concomitant increases in computing power, and submesoscale resolutions where
nonhydrostatic effects are important are progressively becoming approachable in ocean modeling.
However, few realistic ocean circulation models presently have nonhydrostatic capability, and those
that do overwhelmingly use low-order finite-difference and finite-volume methods, which are plagued
by dispersive errors, and are arduous to utilize in general, especially on unstructured domains and
in conjunction with adaptive numerical capabilities. High-order discontinuous Galerkin (DG) finite
element methods (FEMs) allow for arbitrarily high-order solutions on unstructured meshes and often
out-compete low-order models with respect to accuracy per computational cost, providing significant
reduction of dispersion and dissipation errors over long-time integration horizons. These properties
make DG-FEMs ideal for the next generation of ocean models, and, in this thesis, we develop a
novel DG-FEM ocean model with the above longer-term vision and adaptive multiscale capabilities
in mind.

Using a novel hybridizable discontinuous Galerkin (HDG) spatial discretization for both the
hydrostatic and nonhydrostatic ocean equations with a free surface, we develop an accurate and ef-
ficient high-order finite element ocean model. We emphasize the stability and robustness properties
of our schemes within a projection method discretization. We provide detailed benchmarking and
performance comparisons for the parallelized implementation, tailored to the specifics of HDG finite
element methods. We demonstrate that the model achieves optimal convergence, and is capable of
accurately simulating nonhydrostatic behavior. We evaluate our simulations in diverse dynamical
regimes including linear gravity waves, internal solitary waves, and the formation of Rayleigh-Taylor
instabilities in the mixed layer. Motivated by investigating local nonhydrostatic submesoscale dy-
namics using realistic ocean simulation data, we develop schemes to initialize and nest the new
DG-FEM model within a comprehensive hydrostatic ocean modeling system. Nested within such
data-assimilative hydrostatic simulations in the Alboran Sea, we provide a demonstration of our new
model’s ability to capture both hydrostatic and nonhydrostatic dynamics that arise in the presence
of wind-forced instabilities in the upper ocean layers. We show that such a model can both validate
and work in tandem with larger hydrostatic modeling systems, enabling multi-dynamics simulations
and enhancing the predictive fidelity of ocean forecasts.



Next, as DG-FEM methods are well-suited to adaptive refinement, we develop a method to
learn new adaptive mesh refinement strategies directly from numerical simulation by formulating
the adaptive mesh refinement (AMR) process as a reinforcement learning problem. Finite element
discretizations of problems in computational physics can usefully rely on adaptive mesh refinement
to preferentially resolve regions containing important features during simulation. However, most
spatial refinement strategies are heuristic and rely on domain-specific knowledge or trial-and-error.
We treat the process of adaptive mesh refinement as a local, sequential decision-making problem
under incomplete information, formulating AMR as a partially observable Markov decision process.
Using a deep reinforcement learning (DRL) approach, we train policy networks for AMR strategy
directly from numerical simulation. The training process does not require an exact solution or a
high-fidelity ground truth to the partial differential equation (PDE) at hand, nor does it require a
pre-computed training dataset. The local nature of our deep reinforcement learning approach allows
the policy network to be trained inexpensively on much smaller problems than those on which
they are deployed, and the DRL-AMR learning process we devise is not specific to any particular
PDE, problem dimension, or numerical discretization. The RL policy networks, trained on simple
examples, can generalize to more complex problems and can flexibly incorporate diverse problem
physics. To that end, we apply the method to a range of PDEs relevant to fluid and ocean processes,
using a variety of high-order discontinuous Galerkin and hybridizable discontinuous Galerkin finite
element discretizations. We show that the resultant learned policies are competitive with common
AMR heuristics and strike a favorable balance between accuracy and cost such that they often lead
to a higher accuracy per problem degree of freedom, and are effective across a wide class of PDEs
and problems.
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Chapter 1

Introduction

Partial differential equations provide an excellent governing mathematical model of many physical
phenomena and are foundational in the modern scientific understanding of our physical environment.
However, despite knowing the underlying governing equations of the phenomena we seek to under-
stand, it is typically not possible to solve them analytically. Therefore, the numerical approximation
of the solutions to these partial differential equations by using computers is essential to model and
understand the physical phenomena they describe. There is, consequently, a vast amount of modern
mathematical and scientific research on methods in computational physics. Computational fluid
dynamics (CFD) is a subset of this field which holds a central role in both scientific research and
engineering due to its ability to quantitatively predict complex fluid flow phenomena. CFD provides
a valuable tool for understanding the intricacies of fluid mechanics, enables weather, ocean, and
climate forecasting, provides cost-effective and safe methods for testing and optimizing engineering
designs, and allows the simulation and study of atmospheric and ocean processes, among countless
other applications.

With the expanding availability of computational power, numerical modeling plays an increas-
ingly pivotal role in the field of oceanography, enabling scientists to explore and understand ocean
processes which are otherwise inaccessible or challenging to observe directly. It provides a crucial
tool for investigating a range of phenomena from large-scale circulation patterns to small-scale tur-
bulence, shaping our understanding of marine ecosystems, global climate, and weather patterns.
However, this same wide range of spatiotemporal scales presents a distinct computational challenge
in capturing physical interactions extending from the diffusive scale (millimeters, seconds) to plane-
tary length scales spanning hundreds of thousands of kilometers and time scales spanning millennia
(Figure 1-1). The direct numerical discretization of the governing equations to capture the physics at
these scales for the entire ocean without further approximations and parameterizations would require
computers about 10 billion times faster and bigger in storage than present supercomputers—these
remain (very optimistically) about two centuries in the future [82]. Therefore, numerical and pa-
rameterization improvements have and will continue to define the state of the art in ocean modeling,
in tandem with the integration and co-analysis of observational data [83, 155]. The advances in this
thesis are a direct contribution towards these efforts.

1.1 Nonhydrostatic dynamics

Ocean modelers are primarily motivated by the problem of predicting the dynamic evolution from an
initial state to the state at a future time. At the synoptic weather scale (on the order of 1,000 km in
the horizontal, Figure 1-1, top right), oceanographic flows are largely two-dimensional. The depth-
to-length aspect ratio of the ocean modeling domains over these these circulation length scales is
very small, differing by (typically 3-4) orders of magnitude. To draw a visual comparison for clearer
understanding, this is roughly equivalent to the aspect ratio corresponding to the thickness of a sheet
of paper. Moreover, at these scales, the effects of Earth’s rotation and density stratification impart
additional vertical rigidity to the flow [56]. As a result, the vertical component of the fluid velocity
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Figure 1-1: Scales of motion for ocean processes (reproduced from D. Chelton).

is typically much smaller than the horizontal components, vertical accelerations are small compared
to those in the horizontal, and the fluid physics at these modeling scales is largely hydrostatic,
i.e., the vertical pressure profile at any point in the ocean is well-approximated as that of a static
fluid. Similarly, in the horizontal, ocean dynamics at these scales are well-described by geostrophic
balance, where the Coriolis forces arising due to the rotation of the Earth are balanced by the
horizontal pressure gradient of the flow. Even at the smaller mesoscale (on the order of 10-100 km
in the horizontal), oceanic flows are represented by quasi-equilibrium states, in near-hydrostatic and
near-geostrophic balance [172, 56]. Therefore, traditional ocean modeling aimed at understanding
the dynamics at these scales has relied on the hydrostatic approximation, which makes accurate
estimation of the horizontal pressure field, and thus geostrophic flows, computationally tractable
[83]; this is discussed in depth in §3. Hydrostatic models have demonstrated a remarkable ability to
accurately simulate and predict the complex fluid dynamics at these scales, allowing accurate weather
forecasting, climate modeling, and understanding oceanic currents. In that regard, these models
represent a remarkable success story in the field of scientific modeling and prediction [209, 208].

However, as scientists strive to better understand the processes in the ocean, the unquenchable
thirst for larger simulations has proceeded apace with concomitant increases in computing power,
and scales where nonhydrostatic effects become important are beginning to be resolved in regional
and process models. At the submesoscale (on the order of less than 10km in the horizontal) the
hydrostatic approximation begins to lose validity, along with the hydrostatic ocean equations (§3.2,
(3.9)). Nonhydrostatic effects become increasingly strong and presently are detectable at the small-
scale end of the submesoscale [108, 172, 237, 240] and in deep convection [178]. At these scales, much
smaller-scale nonhydrostatic and fully three-dimensional oceanic phenomena (typically on order of
100 m to 1 km), such as the breaking of internal waves, convection, subduction, and shear-induced
overturning, become important [172, 180, 240]. As a result, oceanic features with relatively strong
vertical velocities have been observed at these scales, particularly in the presence of wind forcing
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or topographic variations [119, 171]. In turn, these dynamics play a crucial role in dissipative
diapycnal mizing. This is when transient, interior regions of small-scale turbulence mix fluids of
different densities. The effects of these submesoscale motions are largely unknown [83, 173], but
must be investigated. This is because these nonhydrostatic dynamics may not only affect oceanic
diapycnal transport, the dissipation of energy input at the surface, the spontaneous breakdown of
mesoscale structures, and vertical transport in the ocean, but may also constitute a link between
non-dissipative mesoscale flows and dissipative three-dimensional motions [84, 172, 174].

Few ocean circulation models presently have nonhydrostatic capability; we provide a literature
review in §3. While the lack of nonhydrostatic-capable methods is partially due to the fact that
advances in computing have only relatively recently enabled the resolution of scales in which non-
hydrostatic submesoscale dynamics play a role, it is also attributable to the fact that the numerical
solution of the nonhydrostatic ocean equations (§3.2, (3.1 - 3.4)) is significantly more challenging to
compute than its hydrostatic counterpart. The need to solve for the nonhydrostatic component of
the pressure globally couples the 3D problem, often necessitating the solution of an incompressible
Navier—Stokes equation with a free surface, under the Boussinesq approximation [178, 252]. The
dominant technologies for solving problems of this nature are overwhelmingly low-order finite differ-
ence and finite volume methods. However, while commonly-used, modern advances in CFD suggest
that high-order methods may be better suited to the problem of nonhydrostatic ocean modeling.

On one hand, high-order finite element methods allow for arbitrarily high-order solutions on un-
structured meshes and often provide higher accuracy for the same computational cost [110]. General
unstructured meshes can more accurately capture complex geometrical features such as coastlines
and steep bathymetry. Unstructured meshes also allow open boundaries to be moved further away
from the model domain of interest for a small computational cost by using much larger elements near
open boundaries, reducing the impact of the open boundary condition on the simulation. However,
for dispersive wave behaviors such as those that occur at the submesoscale, evidence suggests that
high-order methods may have additional advantages. In [251], the authors show that for low-order
finite volume methods specifically, the dominant mode of truncation error is dispersive, leading to
pollution of the physically correct dispersion for internal solitary waves, imposing a strict resolution
requirement on the method. The authors propose both high-order methods and adaptive mesh re-
finement as potential solutions. In [244], the authors indeed showed that higher-order schemes were
capable of modeling physical-biogeochemical dynamics with the correct biological patches, cycles,
and nonlinear behaviors while lower-order schemes could not.

1.2 Discontinuous Galerkin finite element methods

In light of the requirements of a nonhydrostatic model discussed above, high-order spectral and finite
element methods are natural candidates for the next generation of multiscale ocean models [63, 62,
161]. Spectral schemes, while providing high-order accuracy, are difficult to make conservative and
may spontaneously generate local extrema [83]. A more significant drawback is the difficulty applying
spectral element methods to general unstructured domain geometries. Continuous Galerkin finite
element methods (CG-FEM), on the other hand, have been successfully to problems with arbitrary
unstructured geometries in many areas of computational physics, perhaps most notably in solid
mechanics. However, classical CG-FEM schemes are not without their drawbacks. The choice of a
continuous finite element polynomial space require the application of hanging node constraints in
the case of adaptive refinement. Moreover, despite the natural formulation of second-order PDEs in
the CG-FEM context, special treatment is required to ensure conservativity, and the methods need
to rely on additional stabilization mechanisms such as streamline-upwind diffusion in the case of
transport-dominated regimes and in under-resolved settings [133]. These issues, while surmountable
with special care, have largely limited the applicability of CG-FEM methods to problems in CFD.
However, in recent decades, discontinuous Galerkin (DG) finite element methods have emerged as
one of the most important discretization schemes for problems in computational physics. Originally
developed for first-order hyperbolic conservation laws, DG-FEM methods have enjoyed a wide range
of successes modeling physical systems arising in acoustics [15, 241], electrodynamics [46, 51], and
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the shallow water equations [257, 62, 71, 92, 258], among many others. Recent advances have
applied DG-FEM to second order PDEs as well, making DG methods a competitive and attractive
choice for computational fluid dynamics as well. An overview of the history and the most important
application areas can be found in §2, [45, 110], and in the references therein.

N\ _ /4

Figure 1-2: Globally coupled degrees of freedom for CG-FEM (left), DG-FEM (center), and HDG-
FEM (right).

Discontinuous Galerkin methods derive their high-order accuracy from the variational principles
used in finite and spectral elements, and search for optimal solutions within a particular function
space. Instead of strongly enforcing continuity over the element boundaries as in conventional finite
element methods, DG methods seek an approximation on each element which is not obligated to
coincide with that of the neighboring elements on shared edges, leading to a discontinuity in the
solution representation (Figure 1-2). This counter-intuitive formulation allows for the addition of
physics-informed numerical fluxes that enjoy many of the advantages of finite volume methods,
ensure consistency and conservativity, and enable high-order accuracy on complex domains with
general unstructured meshes without the need to maintain hanging nodes constraints as with CG-
FEM in an adaptive refinement setting. The discontinuous representation of the numerical solution
also provides a natural stabilization mechanism and allows for the graceful capture of steep gradients
in advection-dominated flows, discussed at length in §2 and §5. As compared to both low-order
methods as well as higher order CG-FEM methods, DG-FEM discretizations significantly reduce
dispersion and dissipation errors in the pre-asymptotic regime over long time integration horizons,
the main source of inaccuracy in long-time simulations of flows at higher Reynolds numbers or wave
propagation problems [133].

As discontinuous Galerkin elements are also well-suited to parallelism and modern computer
architectures [134], it would seem that this class of methods is virtually without drawback. However,
inspection of the degrees of freedom for CG-FEM as compared to DG-FEM in the schematic shown
in Figure 1-2 shows that the discontinuous Galerkin methods involve a duplication of globally-
coupled degrees of freedom along element edges. For discretization of the diffusion operators using
a local discontinuous Galerkin (LDG) or symmetric interior penalty Galerkin (SIPG) method these
additional degrees of freedom can become expensive [12]. As a result, hybridizable discontinuous
Galerkin (HDG) finite element methods were first introduced for second-order elliptic problems
in Cockburn [42] and later for advection-diffusion problems [191] in order to mitigate the cost of
the discontinuous representation of the solution. HDG schemes involve a parameterization of the
PDE onto a finite element space defined only on the mesh skeleton, such that the globally coupled
unknowns have support on the element interfaces only. These methods possess the advantages of a
DG discretization, as well as favorable convergence properties with local post-processing, but at the
cost of solving a linear system similar to classical CG-FEM. These advantageous features make HDG
finite element methods the discretization of choice for the novel nonhydrostatic model developed in
§3 of this thesis. However, as hybridization alone is insufficient to overcome the expensive nature of
nonhydrostatic problems, we also provide theory and schemes adapting HDG-FEM to a matrix-free
and parallel context as additional contributions.
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1.3 Model nesting and use of realistic ocean data

While a high-order nonhydrostatic ocean model based on DG-FEM discretizations is a substantial
advance in its own right in terms of investigating submesoscale dynamics, its scientific utility extends
beyond functioning as a standalone solver. Unlike experimental physics, a numerical model rarely
indicates if processes are left out. Another contribution of this thesis is the development a procedure
to nest the nonhydrostatic model developed in §3 within a larger, hydrostatic one. This, along
with the HDG hydrostatic model also developed as part of this thesis, will allow future comparison
investigations to be done as to when the resolution of nonhydrostatic submesoscale processes is crucial
to regional dynamics, and when it is not. These contributions will pave the way for multi-model
solvers [228], as well as allow for the discovery of parameterizations to incorporate nonhydrostatic
physics into less expensive hydrostatic ocean models natively.

It is through experimentation and observation that the biases in models and processes that have
been overlooked are brought to light. Additionally, systems for forecasting and state estimation are
becoming increasingly valuable as they provide context and inference from observational data [83].
Data assimilation allows the control of errors in numerical modeling systems and their initial and
boundary conditions, as well as inference and discoveries by the rigorous combination of information
from data and models [222, 221, 223, 159] Therefore, while a crucial component of realistic ocean
modeling and real-time ocean forecasting [104, 162, 184, 160, 187, 181], assimilation of observations
into high-order discontinuous finite element models is in its infancy [205]. Therefore we also present
a preliminary investigation into the incorporation of data assimilation techniques into DG-FEM
solvers in a CFD context in §4.

1.4 Reinforcement learning for adaptive mesh refinement

Finite element discretizations of problems in computational physics often rely on adaptive mesh
refinement (AMR) to preferentially resolve regions containing important features during simulation.
As we’ve alluded to earlier in this chapter, AMR provides a potential solution to capturing local-
ized nonhydrostatic phenomena in state of the art ocean models. However, these spatial refinement
strategies are often heuristic and rely on domain-specific knowledge or trial-and-error. Furthermore,
the inherent complexity of ocean models presents a significant obstacle to the straightforward imple-
mentation of conventional adaptive mesh refinement techniques. These models’ distinctive dynamics
necessitate solutions that are specifically designed to cater to their unique behavior.

In this context, the prospect of using machine learning approaches appears promising. Rather
than deploying a one-size-fits-all technique, unsupervised methods have the potential to learn effi-
cient error estimators, and hence, AMR strategies directly from simulation data. Approaches that
enable strategies to be learned experientially from simulation directly are even more beneficial, as
they eliminate the need for a high-fidelity ground truth dataset. Such a self-learning approach could
furnish a more refined and accurate depiction of the physical behavior specific to the partial differ-
ential equation (PDE) under study. With these requirements in mind, deep reinforcement learning
presents as a compelling solution to this challenge.

Therefore, as the final contribution of this thesis, we develop a novel method that applies deep
reinforcement learning to learn adaptive mesh refinement strategies directly from simulation [81]. We
treat the process of adaptive mesh refinement as a local, sequential decision-making problem under
incomplete information, formulating AMR as a partially observable Markov decision process. While
the ultimate aim is to provide custom-trained AMR strategies for ocean dynamics, this approach
can be more generally deployed to any problem involving the numerical solution of PDEs solved
using DG finite element methods. The training process does not require an exact solution or a
high-fidelity ground truth to the PDE at hand, nor does it require a pre-computed training dataset.
The local nature of our deep RL (DRL) allows the policy network to be trained inexpensively on
much smaller problems than those on which they are deployed, and the resultant policy networks,
trained on simple examples, can generalize to more complex problems, and can flexibly incorporate
diverse problem physics.
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1.5 Thesis organization

This thesis is structured as follows. We begin by providing the derivations for the DG-FEM and
HDG-FEM methods that we will make use of for our new high-order nonhydrostatic model in §2. We
provide implementation details, benchmarking, and results related to specific issues that arise in our
applications: a novel matrix-free method extending the work in [80], a benchmarking and discussion
addressing the solution of singular systems arising from the discretization of the Poisson equation
with pure Neumann boundary conditions, and a computational examination of the effect of poly-
nomial order and multi-threaded parallelism applied to the HDG algorithms specifically. In §3, we
formulate and derive a novel HDG /DG spatial discretization of the hydrostatic and nonhydrostatic
ocean equations with a surface, extending the work started in [243, 246, 247] and emphasizing sta-
bility and robustness properties of our schemes within a projection method discretization. We verify
the model with analytical convergence studies. We then validate it with results from linear gravity
wave theory for both surface and internal gravity waves, and from nonlinear solitary waves [79].
We provide additional verification of the model via comparison to a two-dimensional finite-volume
model [245, 156] on an idealized test case examining the development of idealized Rayleigh-Taylor
instabilities in the mixed layer. Lastly, we describe the procedure for nesting our new model within
the larger, MSEAS primitive equation (PE) modeling system. We show results from nested model
runs in both 2D and 3D from realistic ocean data in the Alboran Sea as part of the MSEAS CA-
LYPSO sea experiment [174, 173, 181]. In §4, we study the application of uncertainty quantification
techniques to HDG-FEM numerical solvers in an idealized CFD setting with implementations of
the ensemble Kalman Filter for data assimilation, and Markov chain Monte Carlo methods applied
to the Bayesian inversion problem of an unknown diffusivity field, extending a dimension reduction
method [179] to our HDG solvers. In §5, we formulate our novel DRL-AMR method and test it over
a wide variety of numerical test cases [81], showing the method to be competitive with or better
than many common AMR heuristics. Lastly, in §6, we offer conclusions, discussion, and outlook on
future research directions.
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Chapter 2

Hybridizable Discontinuous
Galerkin Methods: Theory,
Schemes, and Efficiency

2.1 Introduction

This chapter provides expository information of finite element methods inspired by the material in
[39, 110, 196], and is intended to give a brief exposition of the theory and ideas behind DG-FEM
schemes more broadly. These ideas and concepts are readily applicable to HDG schemes and provide
motivation for the all of the numerical choices made in later chapters. The schemes used for linear
ODEs have direct application to the depth-integration schemes used in the ocean equations in §3.
The RKDG methods have application to the discretization of the advection term in the momentum
equation in §3, and lay the groundwork for the schemes and methods introduced in §5. Lastly, the
HDG methods introduced in this chapter are used to discretize all the implicit terms present in the
nonhydrostatic ocean model in §3.

A secondary goal of this chapter is to provide conceptual unification for all the different schemes,
as well as substantive discussion of implementation and computational considerations, including
novel work. First, it is often stated in the literature that the embarrassingly parallel nature of the
assembly and reconstruction steps of the HDG methods are an advantage of the method. However, it
is the case that this statement is dependent computationally on problem size and polynomial order,
which we explore in §2.3.7. In §2.4, we provide theory and schemes for a novel matrix-free HDG
method, extending and expanding the work started in [80]. Furthermore, we discuss the solution
of the pure Neumann problem in §2.5, as it arises in fluid applications; while different approaches
to treating the resultant singular system have been discussed in the literature, we provide a novel
discussion of their computational trade-offs and provide benchmarking comparisons. To the author’s
knowledge, the investigations in each of these sections constitute the first of their kind.

It is the opinion of the author that one of the most rewarding aspects of applied mathematics is
layering trivial steps together, until, a few innocuous steps down the line, you've suddenly created
something completely non-trivial. Overall, this chapter builds up the pieces of an efficient HDG
“kernel,” which in-turn forms the foundation for numerical schemes used to solve fluid and ocean
problems [193, 246, 247]. In doing so, this chapter serves to provide a unified look at the theory,
schemes, and computational considerations that will justify the mathematical and numerical choices
made in later chapters.
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2.2 Discontinuous Galerkin finite element methods

The discontinuous Galerkin finite element method (DG-FEM) was first proposed as a method to solve
the steady-state neutron transport equation [218], but has since developed into an entire numerical
ecosystem capable of solving a wide variety of problems in computational physics. The success of
discontinuous Galerkin finite element methods is largely attributable to combining the best features
of finite volume and finite element schemes: DG methods provide high-order accuracy, can represent
complex geometries, and admit both implicit and explicit semi-discrete forms. Additionally, the
discontinuous polynomial spaces in which DG-FEM solutions are sought allow for the capture of
steep gradients and wave behavior, often resulting in more stable and flexible methods than the
classical continuous Galerkin finite element (CG-FEM) approaches to advection-dominated problems
[110].

We begin with some notes on the classification of the different portions of the DG-FEM ecosys-
tem to provide context to the work in this thesis. Discontinuous Galerkin methods were originally
developed for hyperbolic conservation laws, and have enjoyed popularity for a multitude of applica-
tions based on hyperbolic systems: acoustics [15, 241] , Maxwell’s equations [46, 51], and the shallow
water equations [62, 71, 161], to name a few. DG-FEM approaches to solving elliptic problems using
primal methods began with the introduction of interior penalty methods [11, 220], and was extended
to the class of mized methods by writing the second-order spatial derivatives as a system of first-order
equations [21, 34]. The extension to elliptic problems has allowed for the more recent application of
DG-FEM to advection-diffusion problems, and both compressible and incompressible viscous flow
problems, such as the mathematical models considered in §3.1. An examination and unified analysis
of the properties and differences between these methods can be found in the well-known manuscript
by Arnold and Brezzi [12]. Because the theory and practice of DG-FEM has become so expansive,
in what follows, we exposit the key findings and implementation details that are specific to the work
in the subsequent chapters.

2.2.1 Linear ODEs

Suppose we would like to use DG-FEM to approximate the numerical solution of an ordinary differ-
ential equation (ODE). Consider the initial-value problem on the domain 2 = (0, L):
du(x)
dx

— f@u(@),  weQ, u(0) = u, (2.1)

for which we would like to find a numerical approximation wu,. Partition the domain into N intervals
I, = (zn, Tpy1) for n =0,..., N — 1; the intervals are the one-dimensional “elements”. On each I,
we seek a polynomial of at most degree p. Let PP(D) be the set of polynomials of at least p on a
domain D. Then uy, is an element of the set

W,f:{weL2(Q):w|I GPP(In),n:O,...,N—l}. (2.2)
We would like to formulate the problem in a weak sense. Namely, we multiply the entire equation

by an arbitrary function v € W} and integrate by parts over each interval I,,. The integration by
parts results in

d d
[ @)= - / e+ (2.3)
and we seek the function u, € W,f which satisfies
dv .
—/ up—— dx + [upv], " :/ f(@)up(z)v(x) dz (2.4)
I, d:C " I,

for all v.e W}. However, there is a problem. Since uj, consists of discontinuous polynomials on each
I,,, there is not a unique value for uj, at either interface, implying that the quantity [uy,]x7"" is not

well-defined. We don’t have the same problem with v, because we aren’t solving for v; we only want
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up, to satisfy equation (2.4) for all v.e W}. This point is not pedantic; if we chose the interior values
of uy, at the boundaries of I,,, that is,

(2.5)

0 lime_0 up (2™ + €), at x,
u . fr— 5
g limeyoup(Tpe1 —€)  at Tpaa

there would be no coupling of information between each of the intervals I,,; we would have N
completely independent equations—one for each interval-—and we would be unable to solve the
resultant system of equations.

Something special must be done about the value of uy, at each interface; we create a new quantity
up, the “numerical flux” or “numerical trace”, a representative value of the solution on the edge
between the two elements. We re-write equation (2.6) as

— /In uh% do + [apv]y ™t = /In f(x)up(z)v(x) dr, (2.6)

Which we are able to sum over all elements in order to form a globally-coupled problem, once we
have defined the numerical flux 4y, in terms of the interior unknowns. The question of how to define
uy, is central to DG-FEM methodology. Different choices yield different schemes and different results.
To start, we make the simple choice

() = Ug ifrx,=0 27)
" lime 0 up(z, —€) otherwise

that is, we take the left-hand side neighbor’s value of u,. This choice was arbitrary, in the sense
that we chose to propagate information from left to right. If the ODE were in time, this choice
would be good, since information propagates as time increases. However, by making either choice,
but we have solved the issues with the definition in equation (2.5); information is coupled between
the intervals and the problem is now solvable. However, we would like to do better than simply be
able formulate a problem that’s solvable. Namely, we would like to choose 4y, in a way such that
the scheme is consistent, in the sense that the exact solution u should satisfy equation (2.6), and
stable, in the sense that the total variation of the numerical solution u; remains bounded as the
discretization size h = L/N goes to zero. We define the notation

ui (z) = up(2%) = lg% up(z £ €) (2.8)
[un] = u; —u;f {un}}t = % (u;, +uf) (2.9)

for the left and right traces u; and u,f, respectively, as well as the interface jump [uy] and average
{un}} terms.

Addressing consistency, we replace uy, with the exact solution w in equation (2.6) and we see
that the scheme is consistent if u, = u; otherwise, we could choose a v such that equation (2.6)
is not satisfied. Loosely speaking, since we started from the ODE and applied legal operations,
most reasonable choices of uy will preserve consistency, but a consistent numerical flux doesn’t
guarantee a good scheme, or even stability; even though equation (2.5) is a consistent choice of
numerical flux, it doesn’t lead to a solvable scheme. The general approach to handle this is to add
terms to the formulation (by choice of numerical flux) such that we have a provably stable scheme
without violating consistency. Common ways to do this are by adding combinations of jump terms
and average terms at the boundaries, because if the solution u is sufficiently smooth, [u] = 0 and
{u}} = u. Sometimes, it also is possible to incorporate problem physics into the choice of numerical
flux, to give the scheme additional favorable properties. A detailed discussion of these sorts of
numerical fluxes is given in [110].

It turns out that the choice of numerical flux in equation (2.7) is both consistent and stable,
but proving stability can be non-trivial. The central idea used in proofs of stability is to come up
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with stability criterion for the ODE generally and choose u;, such that the stability properties are
guaranteed for the DG method in equation (2.6). If we multiply the ODE by w and integrate over
the domain, we obtain the global inequality

1 1 r

—u*(T) — —u = / f(2)u?(z) da (2.10)
2 2 o

from which the L stability of the solution follows from boundedness of the final-time solution
u?(T). We choose v = uy, in the DG formulation equation (2.6), and sum over all intervals I,,;

L , N—1 dup, ~ -
; f(@)us (x)dz = -, Un = dz + [upun],”
n=0
v, (2.11)
= <2ui + ahuh) s
n=0 Tn
where we have used
Ju_ld (u2)
de  2dx v
We have that .
1 _ 1 1d 1d 9
Then,
N—-1 T
1 1 1 N ntl
On(L) = —iu%(L*) + iug + Z (2ui + uhuh> (2.13)
n=0 Tn

and if we can choose the numerical flux @y, such that ©,(L) > 0, it would imply existence and
uniqueness of the numerical solution u,. That’s because the problem is linear, and if ©;(L) > 0,
then for the choice of f = 0, the only possible solution is u;, = 0; those two pieces guarantee existence
and uniqueness, as well as discrete stability. We make the definition

up(z) = uo, x <0, (2.14)

and rewrite ©(L) as

On(L) = =3 (L7) + (U ) + T (Lyun(L)) +

Tn

2
=L
N

3
Il

+ah<xn>uz<xn>> - (-3 + T Oun ")) + 43

Y (4

on (2.15)
1 1 ~—/ 1
— )+ (-3EEC) + T D@ + 3 (-1 + @)
n=1 Tn
1 N 1
— (5RO + @ 0un0h) + 5.
We use the relation in equation (7.1), [uz] = 2 {un}} [un], as well as the expansion
SR O0F) = T 0)un (0%) + Sud = SuE(0F) + Zud (01) = Zu(0F) — @ (0)un (0) + 43 (07)
(2.16)

= — (@(0) ~ w(0)) + 1 [41,
yielding the massaged expression for ©,(L):
On(L) = (an(L) — un(L7)) up(L7)

— . 1 (2.17)
+ 3 (G = D) | - (n(0) —u0) un(07) + 5 [un]*(0)
n=1

Tn
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Now, if we define the numerical trace as

U, T, =0
up = {{uh}} + Cn[[uhﬂa Tn € (07 L) (2'18)
up(L7), Ty =L,

where C,, > 0, then if we chose Cyp = 1/2,

On(L) = Z_: Cplun]?| >0 (2.19)
n=0 Tn

we have ©p,(L) as desired, and hence stability. We see that a sufficient choice of numerical flux can
enforce the stability of the DG method. The numerical flux 4y, is indeed a combination of average
and jump values and depends only on uf (x,,) at each interface; these properties enforce consistency,
and any choice of C,, > 0 will result in both a stable and consistent scheme. If we take all C,, = 1/2,
we recover the flux in equation (2.7), Uy, = u;, (x5 ), see (7.2). The choice of C), affects the properties
of the method. If we use C;, = 1/2 and 4, = w; , we can solve the ODE explicitly, element by
element from left to right. If C), # 1/2, the problem must be implicitly solved on the whole domain
(0,T) at once by inverting a linear system. The numerical flux also affects the overall accuracy of
the method; C,, = 0 leads to a scheme of order 2p + 2 [64], but the choice of C,, = 1/2 results in
an order 2p + 1 accurate scheme [163]—the price of the extra order of accuracy is having to solve
an implicit problem. There are two important properties of the DG methods here that are also true
in the multi-dimensional case and for all problems. DG-FEM solutions are piecewise discontinuous:
there are no continuity constraints between elements. However, there is a relation between between
the residuals of up on each element and the jumps in the numerical solution on element boundaries.
Let

Ry(z) = %Uh — fun (2.20)

denote the residual of the ODE. If we take v = 1, and integrate by parts once more, using C,, = 1/2
and equation (7.2), we can write equation (2.6) as

Tn41

/ thl‘z —(uh —ﬂh)
I, Tn

= —up (Zpg1) +up (@ng1) + [, (0) — up (20)] (2.21)

= [un](@n).

That is, the jump of the numerical solution uy at x,, is equal to the integral of the numerical residual
Ry, over the element. The implication is that if the ODE is well-approximated on I,,, the jump at z,,
is small; conversely, if the ODE is not well-approximated locally, the jumps will be large. The jump
terms Juy] can loosely be thought of as dampers which can stabilize the DG method whenever the
ODE cannot be well-approximated [39]. In more complicated problems solved in higher dimensions,
the residual is a more complicated linear function of the jumps but the underlying idea is the same.
DG-FEM solutions are also locally conservative. For this simple ODE, taking v = 1 in equation (2.6)
yields

~

Up

Tn+1 L
= / fudz, (2.22)
x 0

n

which shows that the flux in minus the flux out is equal to the forcing term. We will see that in
hyperbolic settings, the flux in minus the flux out will reduce to zero. Numerical schemes with this
conservative property are particularly important for computational fluid dynamics.
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2.2.2 Notation and approximation spaces

The ideas in §2.2.1 are foundational to DG-FEM, and it was sufficient to write out all intervals
and integrals explicitly. However, as we develop more complicated schemes in two and three spatial
dimensions, it will be beneficial to have unified notation and terminology. We now provide the
notation for the computational mesh and finite-element operators in what follows. We let T, = U; K
be a finite collection of non-overlapping elements K; that discretizes the entire problem domain
Q C RY We refer to the boundary of the problem domain as I'. The set 9T, = {0K : K € T}
refers to all boundary edges and interfaces of the elements, where 0K is the boundary of element
K. For two elements KT and K~ sharing an edge, we define e = KT N K~ as the edge between
elements Kt and K. Each edge can be classified as belonging to either €° or €2, the set of interior
and boundary edges, respectively, with ¢ = €° U e?. These geometric relationships are summarized
in Figure 2-1a.

The elements K+ and K~ have outward pointing unit normals n+ and n~, respectively. The
quantities a* denote the traces of a on the edge e from the interior of K*. When relevant for
element-wise operations, we take as convention that the element K~ refers to the local element,
and K™ to the neighboring element. The jump [-] operator for scalar quantities are then defined as
[a] = a= — a* on the interior faces e € °. On the edges described by d7Ty,, we can uniquely define
the normal vector n as outward for a given cell and inward for its neighbor.

We define the inner products over a set D C R? and its boundary 9D C R%~! using typical
discontinuous Galerkin finite element notation as

(c,d)D:/ cddD, <c7d>aD:/ cddoD.
D aD

Let PP(D) denote the set of polynomials of degree p on a domain D. For any element K € Tp,

WP

l:\ A&,

(a) Domain geometry (b) Finite element spaces

Figure 2-1: Summary schematics of spatial discretization notation in exploded view.

we denote WP?(K) = PP(K) and VP(K) = [PP(K)]". We consider the discontinuous finite element

Spaces
W}'Z;Drdcr — {w c L2(Q) w|K c PPorder(K) VK € 777,};

v = {o e [L2(@)" 2 o], € PP ()] VK € T}
Mﬁorder — {,LL c L2 (Eh) : 'u|e - Pporder(e) Ve S gh} B

We introduce the traced finite element space in anticipation of its use in the HDG sections to come.
However, we remark that it typically does not play a role in classical DG finite element schemes,
such as the methods we introduce in the next section.
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2.2.3 Nonlinear conservation laws

The advection equation is an example of a general hyperbolic conservation law, typically written in
the form

ou
o TV ) =0, (2.23)

where f(u) is a nonlinear function. Specific choices of the (possibly tensor-valued) function f(u) can
represent the Euler equations of gas dynamics, the maxwell equations, and the advection equation,
to name a few examples [110]. The numerical approximation to the exact solution of these systems
is made difficult by the potential presence of discontinuities in the exact solution. The physically
relevant solution to the advection equation, for example, is called the entropy solution and can be
obtained with so-called monotone schemes; however, these schemes are only first-order accurate and
poorly capture moving discontinuities. High-order methods are often plagued by spurious oscillations
around the discontinuities which can lead to convergence to a different solution than the entropy
solution due to the nonlinearity of the underlying problem.

The high-resolution schemes are methods developed to provide both high-order accuracy and
convergence to the entropy solution; examples include the monotone upstream-centered schemes
for conservation laws (MUSCL), weighted essentially non-oscillatory (WENQ) schemes, and limiter
methods. These methods work by ensuring that a numerical flux, sometimes called an approzximatie
Riemann solver in this context, is chosen such that the conservation laws are enforced locally and
the resulting method is a monotone scheme. If the unknown is a scalar and a piecewise-constant
approximation is used, these two properties, together, ensure that the high-order accurate solution
is stable and converges to the entropy solution. However, if the numerical solution is not piecewise
constant, the stability of the method no longer follows from the form of the numerical fluxes and
instead has to be enforced with a fluz or slope limiter method [139], which is applied as post-
processing after a time step to render the method stable.

Although successful, the high resolution methods are not easily able to handle complex geometries
and boundary conditions while achieving high-order accuracy, as is typical of finite volume methods.
Classical CG-FEM schemes for nonlinear conservation laws do not enforce conservation locally, nor
do they satisfy stability properties like total variation boundedness (TVB). Furthermore, they give
rise to systems of nonlinear equations that have to be solved implicitly and are very computationally
expeunsive [30].

Runge—Kutta discontinuous Galerkin (RKDG) schemes [44, 47, 48, 49, 50] make a compromise
between the high resolution schemes and CG-FEM approaches by incorporating the local conserva-
tion and slope limiting into a finite element framework.

2.2.4 RKDG methods

An overview of RKDG schemes can be found in the review paper [50], from where we summarize
the main ideas applicable to the problems and numerical schemes considered in this thesis. For the
spatial discretization of any conservation law in the form of (2.23), we seek uj, € W} such that

(%;’H v) S (f (un), Vv)7. + <f(uh) -, v>(m =0 (2.24)

~

for all v € W} on every K € T5. The numerical flux f(up) (approximate Riemann solver) is
incorporated into the method locally. As this is first time we have written a weak form in common
DG-FEM notation, we remark that the position of the test function (-, v) as compared to (v, -) is
completely immaterial, as this is simply shorthand for an integral inner product. We will make use of
both notations in this thesis. The semi-discretization of the resulting system of ordinary differential

equations can be written as

d
M% = Flup), (2.25)
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where M is the mass matrix (-,v)7;, and F(uy) is the (nonlinear) operator containing the remainder
of the discretization. Due to the discontinuous nature of the approximation space W}, the mass
matrix M is block diagonal and hence easily invertible; for convenience, we multiply equation (2.25)
by the inverse mass matrix M~! to obtain a more convenient expression of equation (2.25),

d

%uh = E(uh), (226)
where the nonlinear operator £ = M™1F(uy), corresponds to the residual in §7.5. We discretize
the resulting ODE system in equation (2.26) using an explicit RK method with stages s =1,...,5
(for details, see §7.5) to integrate uy, at time k to k + 1:

s—1
i=1

1= uﬁ . To ensure stability, each intermediate value k; should be such that

|u§;)| > |k;| in some semi-norm |- |, because as a consequence, |uf| > |uyTt|. After each stage of time
integration, RKDG methods often apply a generalized slope limiter AIl,, a nonlinear projection
operator devised so that \u,(f) > |AIlLk;|, ensuring stability. The explicit RK method modified to

include the slope limiter is

. . k+
concluding by setting u;,

s—1
W) = AT, (Z bk> k=) s, (uf)) (2:28)
i=1

When high-order polynomials are used to represent the solution, a high-order RK method that
matches the accuracy of the spatial discretization should also be employed. In these cases, use of
slope limiters is crucial to ensure the stability of the method in the presence of shocks or steep
gradients, however the use of a slope limiter can be avoided in cases where the solution is known to
be sufficiently smooth [50].

One of the advantages of the RKDG methods is that they are highly local—the only informa-
tion required to evolve the PDE in time is information from adjacent elements, due to the spatial
discretization and the explicit time marching.

2.2.5 The linear advection equation

The choice f(u) = cu leads to the linear advection equation where the known advective velocity
field e(x), with x € €, is presumed to be divergence-free. This equation is sometimes confusingly
called the “transport equation” and is different than the original steady-state problem introduced
in [218], as well as the equation considered in §2.2.9. We write the first-order linear PDE as

ou
24V =0 2.29
LV () =0, (2:29)
along with suitable initial and boundary conditions. Direct substitution for f(u) in equation (2.24)
results in the weak form of the advection equation on each element, where we seek uy such that
8uh —
—— V| —(cun, Vv)g + (cup -n, v)g, =0 (2.30)
ot %
for all v € W} on every K € Tj. To complete definition of the method, we must define the numerical
trace cuy, on OK. It can be proven that the method is consistent and stable if we choose a numerical

flux of the form
cunp=c Hur}t + Clupn]. (2.31)
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If we take C' to be a constant, we can write the numerical flux equivalently as

cup, e €Ty
cup, = { c{{up}t + Clupn], ece® (2.32)
ClUp, ec Fout

taking account of the boundaries. If we take
1
C= §|c -m, (2.33)

we have the classical upwind flux. If instead we choose C' = %|c|, we obtain the Laz-Friedrichs
numerical flux,

cup, = c{{up}} + %|c\[[uhn]] (2.34)

The DG-FEM schemes are locally conservative, since equation (2.30) must hold for all v € W} and
in particular for constant v = 1, implying

<auh 1) +(@un - m, 1), =0 (2.35)
ot ),

and, hence, local conservativity. We can employ a suitable numerical flux and an appropriate explicit
time marching scheme to obtain an RKDG scheme for linear advection.

2.2.6 Forming the discrete operators

We turn our attention to the discretization of the weak form in equation (2.30).

We can write the inner product b(u, v) as the action of a discrete operator B on a vector of nodal
coefficients uy,
b(u,v) = (cup, VV) = Bup = Bjjuy,

where we have expanded the numerical solution uy, in terms of the nodal the basis functions. Namely
up = uj;0; where the index j = 1,...,7n, denotes the basis function over the mesh element K, and
the integral operator can be written

(cujb;, Vv)g = / ujfjc- VvdK
K

:/ (cw‘?fw (889)9%&(
K z (2.36)

80 80 89 80 ~ =~

B,‘,j

for two dimensions specifically, where J™ denotes the inverse Jacobian of the transformation from
the master element to the physical element K. We discretize the equations with a quadrature rule
consisting of weights wg, and the quadrature points &;, ¢ = 1,...,n4, over the master element K
and their corresponding locations x(&,) on the physical element K as

Bij = qu lcx (va Sq) o€ (fq) + va(fq) (5(1))
Cy ( mv(éq) o€ (gq) + mv(&q) (Eq))] 93(5!1)”(33(&)”
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Expressing this operator as a series of matrix and vector operations is possible, but becomes awkward
and unwieldy due to the many sets of indices and the need to distinguish Hadamard products from
matrix products. Instead, we turn to the language of tensor contraction, which can express the
products concisely.

Let the indices &, denote the coordinate directions on the master element & and on the physical
element x;, respectively. Let the index ¢ index the quadrature point and weight, and the indices i, j
index the basis function defined on the element K. Then we may introduce the tensors ©, S, J~1, J
and C, along with the first-order tensor w such that

) aé\z — inv
Oq; = 0;(&q), Skqi = @(éq)a Jqlli = Jii" (&), (2.37)
Jg = [ (2(&y))], Ca =c(z(&y)), wg=w&y),
in which case, we can succinctly write
B;; = Z Wq qu J;”i Sk:qi Jq @qj, (2.38)
q

and the tensor contraction notation handles all the complexity of the sum operations and immediately
generalizes to any spatial dimension, whereas equation (2.36) is specific to two dimensional problems.

Similarly, we can write the inner product e(u, v) = (€up - m, v),, as the action of a discrete
operator E on the vector cuy.

e(t, v) = (Cup - m, v) oy = E cup, = Eyij [eun]; ,

We could have written the operator as acting on the numerical solution directly, as with the ex-
pression E’uj. However, the operator E’ would in general need to operate on the entire numerical
solution uy,, because cuy, is constructed using information from neighboring elements. In this case,
the operator E’ would need to specify the operation for constructing the numerical flux as well as
integrating it over the element boundary and could become very complicated, since there are many
choices for the numerical flux cup,.

Instead, we presume that the chosen form of the numerical flux cuy, has been computed over the
element boundary 0K.

(Cup - m, V) g :/ cup; -nvdoK
oK

Z (Cugng, + cuyny) 0; de (2.39)
ecOK V€

= Z A(EﬂTnTJr@yny)é;‘Je(m(f)”dé\
ecOK V€

where, since we have written the integral specifically in the two-dimensional case, the boundary has
spatial coordinates x(&) parametrized by the single coordinate & over the master edge €. Expanding
cuy = flﬂj, where the index j = 1,...,n. denotes the basis functions enumerated over a face e on
the element boundary K and the index [ once again denotes the coordinate direction z; on the
physical element boundary. This integral is discretized with quadrature as

+ nycup

(Cup -m, V) cox = qu (nmcuh o
Z(&q

q

)@(fq)lJ(m(Eq))l

xz(&q)

There are some important implementation details here. The coefficients u; are typically stored at
each nodal point j on the element faces, but the numerical flux must be evaluated at the quadrature
points. Let the indices k,! denote the coordinate directions on the master element & and on the
physical element x;, respectively. Let the index ¢ index the quadrature point and weight, and the
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indices 7, j index the basis function defined on the element boundary K. If the tensors ©¢, N, and
vectors J¢ and w are defined as

Oy = 0:(&g), N =n(z(&y)), Jy = |J(x(&))l,  wq =w(&y),

Then in order to compute the flux, we need both the velocity field ¢ evaluated at the quadrature
points, as well as the interpolation of the nodal solution to the quadrature points.

cuy, = f(c(®q)Oqiui) = Fiq
z(&q)

~

where, as in equation (2.30), f(-) denotes the flux evaluation function. The complete edge integral
is N
(€n - m, V) e = > wq IS Na O, Fig (2.40)
q

Finally, to include the entire integral over each edge e € dK and making use of the lifting operator
L€ defined on each edge to re-index the edge integral contributions to the interior of the element K,
the discrete operator Ey;; is

Egi= Y L°(wgJ¢ Ny ©;) (2.41)
ecOK
such that R
[{cup - n, V>8KL‘ = Eg;Fq. (2.42)

2.2.7 Temporal discretization

For the temporal discretization, we begin with a simple forward Euler scheme

9 E+1 _ .k
(6“:, v) ~ (“hAt“h v (2.43)
K K
yielding the explicit scheme

uj ! v] = (cup,v) —<c/u\hk-n v> + U v (2.44)
At « TK V) At )

where, again making use of the expansion uj, = u;0;,

(Z—};, V)K = /Kéuﬁj@i dK

— [ 815l dR 2 249

B At

M;;
Mij =y wqbi(€q)]J (x(€0)16; (&) (2.46)
q
Let the tensors and indices be defined as in equation (2.37), then
Mij = quJq@inqj. (247)
q

k+1 k

Uy, —  pk [k Up
M~ = Buj — E {cuh } + M (2.48)
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which can be painlessly implemented in the form
ubt =k 4 ALM (Bu;j -F [c’zrh’“]) . (2.49)

Remark. The M~ operator is specific to each element K due to the Jacobian determinant |J(z)|.
However, if the physical elements are affine transformations of the master element K , the matrix
M~ need not be computed nor stored, since J and hence |J| is constant over the physical element
K, allowing

My = 1] /ﬁj@- iR, = |J\1T,, (2.50)
K

and we can write the matrix M as a function of the template mass matrix M , computed once over
the master element and stored along with its inverse M™Y. This form admits the inverse
1

M= i, (2.51)
||

which can be inexpensively applied, since M™ is the same for all elements. The only storage
requirement is |J|. This idea is the basis of all the quadrature-free integration schemes we will
encounter in §2.4.

Extensions to higher order temporal schemes completes the description of the RKDG method for
linear advection. Instead of the specific temporal discretization in equation (2.43), we can instead
write the semi-discretization J

Up,
ZZh _p
o n(un)
where Ly (up) = M ™! (Buy, — E[cuy]). Just as in equation (2.26), this system of ODEs can be
discretized using an explicit RK scheme of choice (see §7.5).

2.2.8 Numerical experiments
2.2.8.1 Discretization of divergence term

Equation (2.30) demonstrates that we represent the integral of the divergence over each element as

(V-C,V) =—(C, V), + <6 -, V>aK' (2.52)

Therefore, as a numerical experiment, we can monitor how quickly the right-hand side of equation
(2.52) converges to zero, for a choice of divergence-free velocity field C' for which the scalar field V -
C ¢ W7, that is, a scalar field which can not be exactly represented in the polynomial approximation
space.

We can use the approach in Appendix section 7.1.0.3 to construct the non-trivial, divergence-free

vector field
C = [—e Vsin(rz), —7 (zsin(rz) + e ¥ cos(rz))] (2.53)

shown in Figure 2-2. This velocity field is a good test case because of its nontrivial inflow boundary
T'iy on the top and bottom domain boundaries. The left and right sides of the domain have C'-n = 0
and are therefore part of the outflow boundary I'o,. Numerically, the top and bottom inflow
boundaries are (approximately)

[P = [—0.873,0.873),

in

rhottem — [1,1]\ (~0.565, 0.565),

respectively. Measuring convergence numerically corresponds to forming the discrete operators as
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Figure 2-2: The divergence-free vector field in equation (2.53).

described in section 2.2.6 and evaluating
(V-C,v), ~—BCK + ECK

on each element K € 7, and computing the error over the domain at different resolutions. Doing so
recovers optimal order p + 1 convergence rates (not shown), and verifies the implementation of the
discrete operators.

2.2.8.2 Rotating Gaussian pulse

We consider a velocity field ¢ = [27y, —27z], which corresponds to a rigid body rotation about
the origin in the clockwise direction. We solve the linear advection equation (2.29) on the domain
0 =[-1, 1]2. The initial condition is a Gaussian pulse given by

uo = exp (—120 (a2 + (y — 0.5)?)) ,

shown in Figure 2-3. The exact solution is such that at time ¢ = 1, the initial distribution will have
returned to its initial position, and any error in the numerical solution can be measured against the
initial condition ug. As boundary conditions, we specify that u, = 0 on I'y,.

U c= [Qﬁy. —Qﬂz]

JW| T

Figure 2-3: RKDG advection of Gaussian pulse on a coarse grid with p = 5 quad elements.
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Figure 2-4: RKDG advection of Gaussian pulse on a coarse grid with p = 5 quad elements.

We consider quadrilateral meshes obtained by splitting a regular n x n Cartesian grid into a total
of n? quadrilateral elements, giving uniform element sizes of h = 2/N. We present the convergence
behavior in the L?-norm in Figure 2-5. An explicit fourth-order Runge-Kutta scheme is used for
time integration, with the time-step chosen small enough such that temporal error is small compared

to the spatial error (At = le — 3 for p = 4). We see that the approximate solution wp, converges
optimally at rate p + 1 or better for p =1, 2, 3, 4.

RKDG Convergence

101 - p=1
- p=2
- p=3
102 —— p=4
==+ slope p+1
o
= 1078
|
=
=
1074

107°

1071

Figure 2-5: Convergence behavior of the RKDG scheme for the rotating pulse test case.

2.2.9 Implicit treatment of first-order DG systems

The transport equation is
ou+V-(cu)=f, in
(eu) =7 (2.54)
U= Up on 'y,

where the inflow boundary Ty, is defined as I'y, = {x € 9Q: ¢-n < 0}, and the outflow boundary
is defined as T'oyy = 00\ T'iy. The parameter o > 0 is a reaction rate [196]. Multiplying the PDE
by a test function v and integrating by parts, we have the weak formulation

(cuv — cu - Vu) + cu-nuv= [ fu (2.55)
J feem= ),
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The DG discretization seeks uy, € W,I; such that
(0, W) — (Ctn, VW) + (@0 - 1 Whoye = (fs W) e (2.56)

for all K € 7T;,. To complete the definition of the method, we need to define the numerical flux cuy,
and sum the local problems over all the elements of the computational domain. It turns out that the
numerical flux in equation (2.32) with C' > 0 is sufficient for stability of the method. However, unlike
the RKDG schemes for linear advection, this DG scheme is implicit. Substituting the numerical flux,
the element-local equations become

(Uuhv W)K - (cuha VW)K+ <C/{L\h "n, W>8Kﬁe° + <cuh "n, W>8Kﬂl" = (f’ W)K - <cuD 'n, W>8Kr‘|1";n ’

out

which has a discrete solution that, summed over all elements K € 7Ty, yields the following weak
problem: find u;, € W} such that

(oun, W) — (cup, VW) + (cup - n, W>8Th\Fm = (f, W), — (cup - n, w)p

in

for all w € W}, This weak formulation can be expressed with the discrete bilinear form ay (up, w) =
£(w). In principle, this completes the description of the DG method.

It is illustrative to consider the formation of the discrete operators on the element faces, since
this is the first implicit DG method we’ve considered. Formation of the numerical flux terms involves
assembling the jumps and averages in terms of the knowns of the linear system.

It is convenient to perform the integrals over each face rather than over each element boundary.
In the case of the interior edges,

<C/’L—"\h 'n, W>6Th\F = Z <Cu'/\hv [[W"]De'

ece®

Using the definition of the numerical flux, as well as expanding the mean and jump operators for a
single interior edge e € €°,

(eun, [wn]), = (c{un}} + rlunn], [wn]),

= <g (uf +up) + 7 (ufint +u,n”), win® +w_n_>
= <<guz + TuZﬂf) + (gu; —|—7u}:n*) ,win® 4+ w*n*> ,

(&

resulting in four contributions:

c c
++ _ + +oF ot +- _ + +ot W
FE —<§uh+7'uhn ,win >e, E —<§uh+7'uhn , W n >e,
E={%u 1 run, whn* B ={Su +rurn, wn"
2" h™o e 2 " h™0 e’

where, for example, E;; ~ is formed with the usual numerical integration over the master edge using

the finite element expansion of the solution u; = uj¢j‘(m)

B~ w, @cz(w(sq)) + rni(w(@))) o5 (&) (6 €ni (2(6.)) 17.]

x(&q)

where there is a sum over the physical coordinate ! by Einstein convention to handle the inner
product. The remaining operators are computed similarly. Now we have laid the groundwork for
implicit (H)DG-FEM schemes arising in the solution of second-order problems.
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2.3 HDG methods for second-order, elliptic problems

The benefits of DG-FEM come at a price; namely, the increase in total degrees of freedom as a result
of the discontinuous approximation spaces and element-wise decoupling of the solution. In particular,
for implicit elliptic and parabolic problems, the increase in the size of the linear system can outweigh
the benefits of a DG-FEM approach. Hybridizable discontinuous Galerkin (HDG) methods were
first introduced for second-order elliptic problems in Cockburn [42] in order to mitigate the cost of
the discontinuous representation of the solution. In HDG schemes, the globally coupled unknowns
have support on the element interfaces only, resulting in a DG approximation and convergence
properties at a cost similar to classical FEM [43, 124, 191]. The differences in degree of freedom
distribution for CG-FEM, DG-FEM, and HDG are schematically illustrated in Figure 2-6. In light
of these benefits, recent research has extended HDG methods to a wide variety of implicit problems
[193, 194, 195, 197, 207, 243, 244, 246]. However, for large-scale computations, hybridization alone is
often insufficient to overcome memory and time-to-solution limitations, resulting in ongoing research
[73, 79, 134, 225, 224] and partially motivating the work completed in this thesis.

w B =
i/ —

Figure 2-6: Globally coupled degrees of freedom for CG-FEM (left), DG-FEM (center), and HDG-
FEM (right). Reproduced from previous chapter.

The purpose of this section is to provide an overview of the HDG methodology applied to a
simple model problem in the interest of exposition. The techniques and ideas employed in the model
problem will generalize well to the more complicated problems considered in the remainder of the
text.

The HDG methods we will consider in this context are mixed methods. Mixed methods refer
to finite element methods where more than one approximation space is used to approximate the
quantities of interest in the problem [34]. For example, in the case of the numerical solution of the
Stokes equations with classical CG-FEM techniques, different approximation spaces can be used to
treat the velocity and pressure [196]. In other mixed methods, an auxiliary variable is introduced
to the differential form of the governing equations and is solved as an additional problem unknown.
This approach is common in DG-like schemes with higher than first-order spatial derivatives (e.g.,
diffusion problems) in order to preserve problem consistency and stability [110, 264]. Such is the
case in the following model problem [243, 246].

2.3.1 The model problem

Consider the boundary value problem (BVP) consisting of the Poisson equation, subject to the
Dirichlet and Neumann boundary conditions:

-V - (,@Vu> = f in Q,
u=gp onlp, (2.57)
kVu-n=gyx only.
We consider the mixed formulation of the boundary value problem by introducing an auxiliary

variable ¢ = kVu:
q—rkVu=20 in Q,

-V.q=f in Q,

(2.58)
u=¢gp On FD7

qg-n=gy only.
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In addition to the approximation spaces introduced in §2.2.2, we also consider the space M} (gp) =
{p € Ml: u=Pgp onI'p} where P denotes the L2-projection into the space {“‘BQ Ve MJ'}. Fig-
ure 2-1b visually illustrates the spaces defined in equation (3.4.1) using an exploded view of the
curvilinear mixed mesh depicted earlier in Figure 2-1a. Boundary edges are colored differently to
emphasize that the degrees of freedom on boundary edges may or may not be a problem unknown,
if the boundary edge lies on I' ;v or I'p, respectively.

2.3.2 Weak formulation

To formulate the HDG methodology, we solve a local DG problem on each element K € Tj,, and solve
a global problem on an “element edge space”, which enforces transmission conditions and domain
boundary conditions. The global solution is then supplied as boundary data to each element locally
as boundary conditions (problem data), from which the interior solution can be reconstructed by
solving each of the element-local systems.

We consider the model problem (2.58). On each K € Ty, for the given data f|K and ah|8K’ we
seek (gp,un) € VP(K) x WP(K) as the solution of the element-local problem

(v 'qn, V) o + (un, V-0) g — (Up, v-n) g =0 Vv € VP(K),

* (2.59)
(qhv vw)K - <Qh ‘n, w)aK = (fa w)K Vw € WP(K)a

which represents a weak variational form of the original problem in equation (2.58) multiplied by
test functions v and w and integrated by parts over the element K. The choice of weak variational
form is not unique, and different options are discussed in [110], but we proceed using equation (2.59)
without loss of generality. We define

qn-m=gqp-n+7(Uy—up) on OK (2.60)

where 7 is assumed to be known. Since @, is a function of wy, if 1, is known on OK, the element-
local problem is solvable. Further, if @), is known on the element interfaces e, then %y, is also known
on every element boundary 0K and every element-local problem can be solved independently. To
determine uy, globally, we take @, € M} and impose the transmission condition that the normal
component of the numerical flux g be single-valued on the element edge space:

(lgn -], wo7, = (Pon, ), Vi€ M (9p). (2.61)

For PDEs with diffusion, g &« Vu can be interpreted as a diffusive flux. We expect that, physically,
the normal component of the diffusive flux can not jump across interfaces [66]; this is a physical
interpretation of the transmission condition in equation (2.61). By summing over all mesh elements
and imposing the continuity of the normal component of the numerical flux [191], the complete weak
problem can be written as follows: find (gp, up,up) € (VP, W}, M) such that

(n’lqh, 'v)Th + (un, V-v)p — (Up, v-m)yr, =0 Vv e VP
(qn, V). —(@n-n, w)yy = (f, 0) Vw e WY (2.62)

(qn - m, “>8T;,,\I‘D + (un — Pyp, M>FD = (Pgn, :U’>FN Ve My
In principle, this completes the formulation of the HDG methodology for linear diffusion problems.
However, we have not made precise the procedure for expressing q;, and 4y, in terms of the element-

local data. Moreover, by more closely examining the formulation, we can gain insight into the
properties and features of the method.
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2.3.2.1 The global problem for u;,: weak form

We now discuss the discrete equivalent of the continuous approach above whereby we eliminate the
variables g5 and wy, in equation (2.62) and form a single equation for 4y, a procedure we will refer
to as “static condensation”. For the purposes of handling the Dirichlet boundary conditions, we
introduce a new unknown A, € M7 (0) that vanishes on I'p such that

up = (2.63)

Pgp, onI'p.

_ {Ah, on 8T, \ T'p,

Substituting the flux definitions (2.60) and (2.63) into (2.62), we can rewrite the problem as: find
(gn, un, An) € (VP, WP, MP(0)) such that

(lflqh, U)Th + (un, V-v)r — (An, v-m)yr, = (Pgp, v-n)p

—(Vgn, ) + (Tun, w)gr. — (TAn, w)gr, = (f, w)r + (TPgp, w)p (2.64)

(gn -m, M)afrh\rD — (Tup, N>aTh\rD + (T An, N>6Th\FD = (Pgn, M>FN

for all (v, w, u) € (V;, WP, M7 (0)). Note that 4 € M} (0) removes all global basis functions on I'p
from the unknowns of the system. The Dirichlet boundary conditions are enforced directly by the
definition of uy, in (2.63).

Following the approach in [191], we define the following linear operators and bilinear forms:

a(g, v) = (r'q, V)Th

b(u,v) = (u, V-v)

c(Av) =\ v-n)yr r(v) = (Pgp, v-n)

A, w) = (7, W)y Fw) = (£, W)y, + (7Pgp, Wi, (2.65)
e, w) = (1A, W)y, t(n) = (Pgn, mp,,

g(u, p) = (T, H>a7’h

h(X, p) = (TA, M)a’rh

and we can write equation (2.64) compactly as
a(qn, v) + blup, v) —c(Ap, v) = r(v),
b(w, gn) — d(un, w) +e(An, w) = — f(w), (2.66)
(qn, 1) = g(un, p) +h(An, p) = €(p),

which represents the weak form of the problem. We could perform the discretization of (2.64)
directly, which would lead to the linear system

A B -C|J[Q R
BT -p E||U|=|-F|. (2.67)
cT -G H||A L

If we were to assemble the discretized linear system (2.67) with the unknowns arranged in the order
[(gn, un)xk VK € Ty, Ap], the linear system would have features as shown in Figure 2-8, where
Q, U, A are the vectors of degrees of freedom for gy, up, Ap, respectively. The important feature is
that elemental unknowns g, and uj, correspond to a block-diagonal structure due to the discontinuous
nature of the approximation spaces. To see this, take the inner product (n_lqh, 'U)Th , without loss
of generality. Choose a nodal basis of v such that g, = )", ¢;0; for global basis functions 6;. Then
the quantity (m_lqiﬂi, 9j)7_h can only be nonzero if 6; and 6; are on the same element K, due to the

definition of V. In particular,
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Figure 2-7: Mesh corresponding to the discretization in Figure 2-8
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Figure 2-8: Direct discretization of (2.67) (bottom) with zero Dirichlet boundary conditions (gp = 0)
for a four-element mesh (top). The unknown vector of the system is ordered (g, up)x VK (green,
blue), followed by Aj (black).

{ pet _BD} (2.68)

is block diagonal, which implies that @@ and U can be eliminated on each element, resulting in a
linear system in terms of A alone. To perform this elimination, we write the system (2.67) as:

o o] F] - 6] = [

c ~6] || + -t

Since, by eliminating the block system for @ and U,

21 [ ] (5] []9). 2

substitution yields a single equation in terms of A:
A Bl Y[R C
T _
(e {BT _D] ({_F}Jr{_E}A)JrHA_L,
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forming the linear system KA = [F, where

K—H+[CT —C] {A B}l[c],

Bto=Db » - (2.70)
F=1-[CT -G [;T _BD} [_RF}.

As is typical in finite element implementations, these contributions are computed for each element
(independently of the other elements) and are assembled to form the global linear system KA = F.

Once the linear system has been solved, @ and U can be computed directly from A by a modifi-
cation of equation (2.69). We refer to this step as the “reconstruction” of the unknowns g, and wuy,.
The traced solution variable 4, contains both the computed unknown fluxes A;, and the boundary
conditions Pgp. Alternatively, if gp is used in @ rather than the L? projection Pgp, the recon-
structed solution will obey the boundary conditions exactly, but this can pollute the convergence
order if gp lies outside the polynomial space. Hence, we can write

Fl =[] (] []m) e

where the operator F' is defined as F' = (f, w)7;, in equation (2.71) rather than as defined in equation
(2.65)—a slight abuse of notation. ! We take a moment to remark upon the form of the elemental
contributions K and right-hand side contributions I, since their construction and application will
have important implications for iterative solution techniques. The matrix inverse present in both
K and F represents the parametrization of the element-local degrees of freedom to the global edge
space, and is fundamental to the HDG methodology—such an inverse is not required for continuous
Galerkin schemes. Assuming a static mesh in time, this inverse ought to be computed once and
stored (ideally, in a memory-friendly way), and applied when forming either K or F.

2.3.3 Boundary condition treatment

We take a moment to address treatment of Dirichlet boundary conditions in the formation of the
linear system. Due to definition (2.63), all boundary data appears only on the right hand side of
equation (2.64). This choice is important to the structure of the discretized linear system for Aj.
Deferring the details of how to discretize the continuous operators for the moment, if definition

Figure 2-9: Sparsity patterns of K with implicit (left) and explicit (right) treatment of Dirichlet
boundary conditions.

(2.63) is not made, and Xy, is instead sought in the space M}, the Dirichlet boundary conditions will

1This is because the Dirichlet information gp is encapsulated in Eh.
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be treated implicitly, resulting in a nonsymmetric linear system KA = F, as shown in Figure 2-9.
Therefore, this definition is not merely a frivolous detail, but has computational implications and
results in a more smaller, symmetric linear system.

2.3.4 The HDG Algorithm

The steps to compute the solution g and uy, using the HDG methodology are summarized in Figure
2-10. We will consider various modifications to this algorithm in the interest of computational
efficiency in this work. It bears repeating that computation of the element-local contributions
KX FE as well as the elemental reconstruction of g and uX can be done independently of every
other element. Both steps are embarrassingly parallelizable. The solution of the global linear system
KA = F represents the portion of the algorithm where elemental information is coupled through the
edge space unknowns in the approximation space M} .

HDG Algorithm(&): scatter(K, F, £, KX, FX):
for K € Ty, for K € Ty,
compute elemental contributions K*, FX (2.70) a+— E(K)\Tp
scatter(K, F, £, KX, FK) J, I < meshgrid(a, «)
A solve KA =TF K[I[], J[:]] < K[I[:], J[]] + K¥
Qn +— A Ugp F[I[]] + F[I[:]] + FX
for K € Ty return

-1
reconstruct q,{f, uhK — LgT g] ([2} a4 [g} ﬂhK)
Qn, U gy, uh

return g, un

Figure 2-10: HDG algorithm

Indeed, both algorithmic features are desirable and demonstrate the advantages of the HDG
approach. While a standard discontinuous Galerkin scheme involves the spatially duplicated interior
degrees of freedom in the spaces W} and V}P, the only globally-coupled unknowns in the HDG
approach are the edge space degrees of freedom, drastically reducing the linear system size.

2.3.5 Assembly of the global linear system

Assembly of the global linear system from the elemental contributions KX and FX requires a mapping
between the volume nodes and global unknowns in M? (gp).

We define the “lifting” operator L, a permutation matrix that maps the nodes on the element
boundary 0K to the ordering of volume nodes. Similarly, LT maps the volume nodes to nodes on
the element boundary K. The lifting operator L operator is computed once on the master element
K. For details, see the implementation in Hesthaven and Warburton [110]. This operator allows
for transfer of information from the elemental volume nodes to boundary nodes and vice-versa. We
also define the local-to-global index map £(K) that maps the nodes on 9K to the edge space nodes
in M} for each element K. The procedure for assembly of K is written in Figure 2-10, where the
meshgrid function returns the matrices resulting from the first and second elements of the Cartesian
product o x a and I[:] refers to the vector formed by iterating over an array in a row-wise manner.
To make the index map procedure explicit, we refer to the example in Figure 2-11, which depicts the
node numbering around the triangular element K;,; for a two element mixed mesh. The boundary
nodes on 0Ky,; are labeled from 1 to 12 counterclockwise, starting from edge node 1. The edge
space nodes have a global numbering, but only the nodes on the blue interior edge are unknowns
An € M} (g9p).
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1.2 3 4 5 6 7 8 9 10
L]

sparsity pattern, LT

EKyi)=[1 2 3 4 5 6 7 8 16 15 14 13

Figure 2-11: Tllustration of the node numbering (left), lifting operator LT (right), and index map &
(bottom) for the triangular element Kj,.; in the two element mesh. Nodes on the interior edge &°
are blue, nodes on Dirichlet boundary edges €? € I'p are black, and volume nodes are grey.

2.3.6 Extension to time-dependent problems

Consider the time-dependent extension [196, 191] of the model problem in equation (2.58)

%—V-(ﬁVu):f in Q x (0,7
u=gp onIpx(0,7], (2.72)
kVu-n=gn onIy x(0,T]

U = Ug inQatt=0,

written as a system of first-order equations:

q—kVu=0 in Q x (0,77,

%—V~q=f in Q x (0,77,
u=gp onIp x(0,T], (2.73)

g-n=gn onlyx(0,T],

u = ug in Qatt=0.

We modify the element-local problem with a “method of lines” approach; on each K € Tj, for the
given data f’K and ﬁh|8K’ we seek (gp,up) € VP(K) x WP(K) as the solution of the problem

(/flqh, v)KJr(uh,Vov)K—@h,qﬁn)aK:O Yo € VP(K),
oun ~ , (2.74)
i +(gn, Vw) e —(@n - n, w) g = (f, W), Yw € WP(K).
K

The above equation can be discretized using a suitable time-marching scheme (for details, see §7.5);
we use a to denote a generic time-stepping coefficient, from an IMEX [242, 246], DIRK, or backward
Euler scheme (a = 1, shown here). Making the same substitutions as above and using the operators
and bilinear forms introduced in (2.65), we have the following weak problem at time-level &k, without
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loss of generality: find (gy, un, A\n) € (V,F, WP, MF(0)) such that

G(QZ, V) b(uia V) - C()\]f“ V) = T(V)v
. E) - d(ub, w) — e, w) = f(w) +

_|_
mm(uﬁa w) —b(w, gy) +

alAtk m(uy ", w), (2.75)

for all (v, w, u) € (VP, WP, M?(0)), where m(u, w) = (u, w)7,, and where boundary conditions
and forcing are evaluated at time t¥ or tF+1.

2.3.7 Parallelization

HDG methods offer several well-known advantages over standard DG-FEM methods. In addition
to favorable convergence properties, hybridization of the system by introducing the space M} can
lead to a substantial reduction in globally-coupled degrees of freedom as compared to classical DG
methods. However, the complexities associated with the static condensation procedure introduce
a set of non-typical computational performance considerations as compared to other high-order
methods. In this section, we provide a brief discussion of practical computational considerations
specific to HDG schemes in the context of parallelization and matrix-free solvers. These topics are
often overlooked or unaddressed in the literature, with some discussion given in [124].

A commonly cited performance advantage of HDG is the embarrassingly parallel nature of the
assembly as well as the local reconstruction of the local numerical solution (gp,up) from 4, on the
element edges. Means that people brush this step off computationally, as a parallel implementation
should make a perfect speedup trivial. However, in practice, there are additional computational
considerations.

Though it may seem counter-intuitive, multi-threaded programs can sometimes run slower than
their single-threaded or serial counterparts. This is attributable to several factors. Overhead:
Threads require resources for creation, termination, and synchronization. The overhead of man-
aging multiple threads can slow down the program, especially if the computation performed by each
thread is not significant compared to this overhead. Contention: When multiple threads try to
access a shared resource simultaneously, contention can occur. This can lead to a situation called a
lock, where one thread has to wait for another to release a resource. In extreme cases, this can lead
to a slowdown known as lock contention, where the threads spend more time waiting to access the
resource than doing useful work. In this context, contention occurs in the assembly of the element-
local data into the global linear system. While the computation of the element local contributions
can be done independently, a lock must be placed on the degrees of freedom being scattered to in
the global linear system to ensure that no race condition occurs. Furthermore, the order in which
elemental data is scattered to the global linear system matters and must be ensured to be consistent.
Otherwise, as floating point arithmetic is not commutative, and the different threads are not guar-
anteed to receive work in the same order, each execution of the same code could produce numerically
different results. A large amount of computer science work has been done in devising algorithms
that ensure that these two conditions are met, while maintaining efficient implementations [10].

False sharing: Even if different threads are working on different data, if that data is close enough
in memory (i.e., in the same cache line), then the hardware can treat it as if it were shared. When
one thread updates its data, the hardware will think the entire cache line has been modified and
will have to update it across all the cores, leading to a significant slowdown. This is known as false
sharing. Load imbalance: If the work is not evenly distributed across threads, some threads may
finish their work early and sit idle, while others are still working. This is known as load imbalance.
It can result in the execution time of the program being dominated by the slowest thread. Non-
parallelizable tasks: Some tasks simply can’t be parallelized effectively due to their nature, they are
inherently serial (or “sequential”). This principle is encapsulated by Amdahl’s Law, which states
that the maximum improvement to a system’s performance is limited by the portion of the system
that can’t be parallelized. Memory limits: Every thread created uses some memory for its stack.
If the number of threads is too high, it can cause significant memory usage, potentially leading to
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swapping if the system runs out of physical memory, which can drastically decrease performance.

Developing an efficient multi-threaded program requires careful design to minimize these issues.
This can involve techniques such as fine-tuning the number of threads, avoiding contention and false
sharing, balancing the load properly, and choosing appropriate data structures and synchronization
primitives. But even with all these considerations, there’s no guarantee that a multi-threaded
solution will always outperform a well-optimized single-threaded one. It highly depends on the
nature of the problem and the specific hardware the software is running on.

In our case, the synchronization work necessary to ensure no race condition while copying el-
emental contributions into the global linear system is highly sensitive to problem dimension and
polynomial order. This is due to a trade-off between the time required to compute the elemental
work, the overhead of starting and joining threads, and the synchronization requirements to ensure
the correct scattering of local data into the global linear system.

In the following, we discretize the model HDG problem at different polynomial orders such that
the global number of primal degrees of freedom are held constant. We evaluate the assembly times
using both serial and parallelized assembly. It turns out that for one-dimensional problems using
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Figure 2-12: Wall clock times for 2D HDG assembly at constant problem size, serial vs. parallel
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Figure 2-13: Wall clock times for 3D HDG assembly at constant problem sizes, serial vs. parallel

any polynomial order less than or equal to p = 10, it is far more efficient to perform assembly in
serial as opposed to in parallel using multi-threading. This is because the problem dimension leads
to element-local systems small enough that the synchronization work between the threads to prevent
a race condition copying into the global linear system is much larger than the actual work on the
cell. From the 2D and 3D results shown in Figure 2-12 and Figure 2-13, there is a clear dependence
on polynomial order and problem size dictating whether a serial or parallel implementation should
be used.
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Therefore, when it comes to software implementing HDG methods, parallelization must be ac-
companied by thorough profiling to ensure that the parallelization is actually beneficial, as that is not
always the case. For specific examples related to the applications considered in this thesis: the large
3D model-nested cases considered in §3 hugely benefit from a multi-threaded parallel implemen-
tation, but the Markov chain Monte Carlo samplers, which solve very many small HDG problems
during sampling, can be slowed down by more than an order of magnitude if multi-threading is
enabled.

2.4 Matrix-free schemes for HDG-FEM

In this section, we present quadrature-free and matrix-free implementations of the hybridizable
discontinuous Galerkin (HDG) method for second-order elliptic problems and their time-dependent
generalizations in two and three spatial dimensions.

Finite element codes typically employ Gaussian quadrature to evaluate discrete integral oper-
ators, as they provide an accurate and efficient means of computing spatial integrals. However,
discontinuous Galerkin (DG) schemes require the evaluation of both volume and face integrals and
no single quadrature rule can be used to compute both types of integrals to the same accuracy
[15, 16]. Furthermore, nodal discontinuous Galerkin schemes typically formulate the problem un-
knowns as the coefficients of a nodal polynomial basis on each element [110]. As a consequence, the
solution is expressed naturally through data at the nodal points on each element, and evaluation of
spatial integrals involves the interpolation of data to quadrature points.

The original quadrature-free schemes for discontinuous Galerkin finite elements were introduced
in [16], in the context of explicit schemes for hyperbolic systems. Quadrature-free discontinuous
Galerkin schemes are particularly efficient in an explicit setting because they eliminate the need to
interpolate nodal data to the quadrature points, significantly reducing the storage requirements and
operations necessary to form the boundary and interior integral operators for evolving the numerical
solution on each element. Subsequent developments have remained largely focused on the explicit
hyperbolic setting, including the shallow water equations [74, 189] and the level-set equations [177].

DG methods are often paired with explicit time discretization because the discontinuous nature of
the polynomial approximation spaces results in a mass matrix is block-diagonal by element and hence
cheaply inverted. However, a major drawback of DG schemes is the increase in degrees of freedom
associated with discontinuous approximation spaces. For implicit temporal discretizations, HDG
methods parametrize the relevant problem into one for the trace of the numerical solution on the mesh
skeleton, yielding a substantial reduction in globally-coupled degrees of freedom. Furthermore, HDG
solutions allow for element-wise post-processing which provides more accurate numerical solutions
than classical DG methods [43].

In [132], the authors make inroads into quadrature-based, matrix-free evaluation of implicit
HDG operators—however, the schemes therein rely on fast sum factorization techniques special-
ized to tensor-product quadrilateral and hexahedral elements, whereas the current work focuses on
techniques for more general finite elements. In particular, choosing a nodal basis collocated with a
quadrature scheme may require a higher-order nodal basis for tetrahedral and wedge finite elements.
Secondly, the schemes in [132] involve an HDG formulation in terms of both the primal variable and
its trace, whereas the present work focuses on the classical HDG formulation in terms of the trace
alone.

Matrix-free HDG schemes pose a numerical challenge because forming the operators for the
globally-coupled linear system requires a matrix inversion, rendering straightforward implementa-
tions inefficient in both memory and time. The primary contribution of this work is the construction
of a numerically efficient matrix-free evaluation for implicit HDG schemes, leveraging the templated
form of quadrature-free integral operators. However, the advantages of quadrature-free integration
come at the cost of accuracy. An important question considered in this work is the trade-off between
the computational advantages and the loss of accuracy due to the abandonment of quadrature. To
the best of our knowledge, there is no existing work comparing the accuracy and cost trade-offs for
quadrature-free and quadrature-based discretizations for implicit systems such as those considered
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in [191, 192, 193, 194, 197].

This section represents the continuation of work done in [244], which compared quadrature-based
and quadrature-free discretizations of source terms in an HDG setting.

We focus primarily on schemes for the diffusion equation, because the HDG solvers for such
problems are readily generalized to a host of more complicated problems, including the linear and
nonlinear convection-diffusion equations [191, 197], the equations of biogeochemical ocean models
[244], the acoustic wave equation [193], and finite element projection methods for the incompressible
Navier—Stokes equations [246]. The matrix-free schemes contained herein are immediately applicable
to all of the aforementioned problems.

In section 2.4.1, we extend the quadrature-free approaches described in [15, 16, 110] to implicit
HDG methods. In section 2.4.2, we use the quadrature-free methodology to derive a novel set of
matrix-free schemes for implicit and explicit HDG discretizations. In section 2.4.4, we perform an
investigation of the trade-offs between accuracy and efficiency for quadrature-based and quadrature-
free HDG schemes.

2.4.1 Quadrature-free integration

We use £ to denote the coordinates on the reference finite element K. The physical coordinates @
on every element K € T, can be expressed as a vector-valued transformation X : K — K from the
reference element. Isoparametric finite element formulations approximate the transformation X as
a linear combination of the nodal basis functions on the reference element, x = X (§) = >, x;1;(&).
We denote the Jacobian of the isoparametric transformation and its inverse as

= X(§)

/Lm

L.

Figure 2-14: Transformation from the reference coordinate system to the physical coordinate system.

@, =52 @), = g

along with its determinant |.J| = det(J(x)). DG schemes involve both volume and surface integrals,
each of which requires isoparametric transformation data from the reference element and the ref-
erence edge [110]. We use ¢ to denote the coordinates on the reference edge &; the corresponding
transformation and its Jacobian are = X.(¢) and J., respectively.

We define the following template operators on the reference element and edges, which can be
computed using only the nodal basis functions 1(£) and 1°(¢) defined on the reference element K
and edge &, respectively:

o ~
My = (b6 ) . ks = (¢ “’J)A, M., = (65, ¥5)=, M- =I®M,. vecok,
K

23
(2.76)
where M~ is the mass matrix on the element boundary, defined as the block-diagonal Kronecker
product of the identity matrix with the reference edge mass matrix for each element face F' € 0K.
Additionally, the lifting matrix L is the permutation matrix which re-indexes degrees of freedom on
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the element boundary K to the element interior K.

2.4.1.1 Formation of the discrete operators

The matrices in (2.64) are readily written as

Aj; (*192,0) . Bji=(0:5,V-0;)r , Cji={(0-4,0;-m),.

(2.77)
Dj; = (10, 6 > Eji = (70:., 6j>37-h , Gji= (10, 98,j>37’h )

where 6;(x) denote the physical space basis functions spanning the space V¥, 6;(x) are the basis

functions spanning the space W}, and 0. (x) are the basis functions which span the space M} (0).

The operator H is formed similarly. The right-hand side vectors are analogously

Rj = (Pyp, 6, 'n>FD ) Fy=(f,0 ) + (7Pyp, 9> I'p>’ Lj = (Pgn, 9€7j>r‘N

All integrals are mapped to the reference element through the isoparametric transformation (2.4.1).
For example, the volume integral Bj; could be computed over the element K as

Bji = (9 gg’j)}( / W lz 8%J ] ) ()] dK, (2.78)

where 1); refers to the nodal basis functions over the reference element as in §2.4.1 and we have
made use of Einstein summation notation. Most finite element schemes approximate the integrals
in equation (2.78) with quadrature; that is,

Mg d )
Bj; ~ Zwtﬂ/}i(fq) [Z adgéfQ)JQl(X(gq))] [ (X (&)1,

q=1 /=1

where the indices ¢ = 1,...,n4 and the points £, denote a set of elemental quadrature points with
weights wy,.

Surface integrals on the mesh interfaces are computed element-wise on the boundary 0K with a
different quadrature set for which we denote the index g.. For example, the surface integral C}; can
be mapped to the reference edge and approximated with quadrature as

Cji = (Oeis /1/18 [Z Yine(z 1 e(x)| dg

- 35 i) lij ) (G, 106, )

ge=1

While numerical quadrature enjoys favorable accuracy when integrating polynomial functions,
DG schemes require the evaluation of both volume and face integrals and no single quadrature rule
can be used to compute both types of integrals to the same accuracy [16]. Furthermore, while the
isoparametric transformation data J~!, |J|, and |J.| and normal vectors m can be precomputed at
the elemental quadrature points and stored, any nodal data to be integrated must be interpolated
to the interior or edge quadrature points. In extensions of the elliptic problems considered in this
work to convection-diffusion and Navier—Stokes problems, this interpolation can become expensive
[246]. Finally, and most importantly in the context of matrix-free methods, assembly of the left-hand
side operators (2.77) require tensor contraction operations cast as matrix-vector products over the
reference element data and the transformation data.

Quadrature-free schemes, by contrast, compute spatial integrals using only nodal data. For a
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finite element expansion a;6;,

~ ;| J(X(&)] (Yis ¥5) 5 = ail J[iMi;.

It is evident that if the Jacobian is constant over the element K that this approximation is exact. If
the transformation X (£) is non-affine, J will vary over space, introducing a transformation error to
the approximation of the integral [110]. However, despite the error induced with the approximation,
the form of integral operator expressed in equation (2.79) confers many computational advantages.
This manner of integration obviates the need to interpolate to a differing set of quadrature points.
The matrix-vector operations required with quadrature are reduced to much faster broadcasting
operations. Perhaps more importantly, quadrature-free approaches allow for transformational data
from the reference to physical element to be used directly with templated operators (2.76) defined
on the reference element and edges. The importance this decoupling plays in the construction of
matrix-free schemes specific to HDG methods is described in detail in §2.4.2.

We now present the quadrature-free forms of the operators in equation (2.64). It will be con-
venient to define the basis 07X (x) € PP ({e: e € OK}), i = 1,...,n,, where the integer n, =
> ecox AimPP(e) is the number of nodal basis functions on the element boundary dK; we denote
the corresponding basis functions on the boundary of the master element as 2% (¢). Since the basis
functions 2% have support only on their respective faces and not on the entire boundary of the
reference element, it is apparent that <1/J?K, ¢§?K>af< = [MaK]ij as specified in (2.76).

Quadrature-free HDG operators will make use of the nodal transformation data computed on
each physical element K and its boundary 0K:

|J‘Z:|J($1)|, i:L...,nb,

2.80
s = T @), ne = feles),  i=1,...omy, (2.80)

where the index i specifies basis function, ¢ indexes the physical space coordinate, and where the
integer n; denotes the number of nodal basis functions 8;(x) on the interior of each physical element
K.

To evaluate the quadrature-free analogue of (2.78), we make use of the fact that the vector-
valued test function 6; is spanned by 6; in each component. To that end, for each spatial dimension
k=1,...,d, we form the discrete blocks

d
B =" diag (|J| o Jk—;) S¢)” (2.81)
e=1

where the o operator denotes the point-wise or Hadamard product. By substituting in the finite
element expansions and testing against each basis function on element K, we form the following
elemental quadrature-free operators for the linear system in equation (2.64):

A= (r"(), V), = I @diag(|J| o 1/k;) M,
Vi) = Ye, diag(|J] o Jig')SE,

V), = Ldiag (|Je| ony) M
)s W)pr = Ldiag([Je[oT) M, 5
), W)y = Ldiag([Je|oT) MaA
)
)

oK’
LT, (2.82)

B

K?
Dor = diag (|Je| o T) M, ~L",
)

» Mok = dla’g(|‘]e| OT) M8§7

(
(
=(r
(
(
(

where [ is the identity operator, and where the free index k specifies the block component of the
operators B and C.
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Similarly, we form the right-hand side vectors:

Ry, = (Pgp, v )y = LM = (|Je| ok o gp),
F=(f; W) +{Pgp, Wonr, = M([J| o f) + LM 5 ([Je[ o T o gp), (2.83)
L = (Pgn, M>3K0FN = Mafe ([Jelogn)
where the integer k = 1,...,d represents coordinate direction. Let us stress once again that the

transformation and parameter data has been separated from the templated data on the reference
element, since the diag operator is applied through a broadcast rather than a matrix-vector product.
Furthermore, the right-hand side data can be integrated directly from the nodal values without
interpolation.

2.4.2 Methodology

In this section we derive a new set of matrix-free HDG schemes which make use of the quadrature-free
implementation described in §2.4.1.

2.4.2.1 Memory costs

Iterative methods scale well as compared to direct methods, but it is important to identify and
address the computational limiting factors both in memory and in time. In continuous Galerkin or
standard implicit discontinuous Galerkin finite element schemes, these limitations are immediately
apparent: storage and solution of the linear system are the memory and time-to-solution bottlenecks.
However, for HDG schemes, the static condensation procedure in which g5 and wj, are eliminated
to form a linear system for )\, complicates scalability.

Equation (2.70) implies that that even if the linear system is assembled and stored in memory,
computing the right-hand side F involves the forming the matrix inverse

4 B} (2.84)

AlOC == |:_BT D

or its factorization for every element. The inverse A;Oi represents the HDG parametrization of the
element-local PDE onto the edge space, and is distinct from the element-local contributions to a
standard CG or DG finite element scheme. Somewhat surprisingly, the application of this inverse is
an important computational consideration for large HDG problems.

Since the support of € M} (0) is on the inter-element edges e = 9K NIK ™, the contributions
to each basis function on the edge ¢ are from basis functions on the boundaries 0K+ U 9K ™.
Therefore the linear system K consists of a block structure with blocks of square matrices of size
dimP? [191]. Further, due to the contributions from KT UJK ~, in two-dimensional problems, each
block-row contains at most five non-zero blocks for triangular elements and seven non-zero blocks
for quadrilateral elements. In three-dimensional problems, there are at most seven non-zero blocks
for tetrahedral elements, nine blocks for wedge elements, and eleven blocks for hexahedral elements.

For a standard nodal basis on tensor-product elements in spatial dimension d and at polynomial
order p, the number of degrees of freedom on each element interior ny is (p41)?. The number of basis
functions on each edge n. is (p + 1)?~!. The dimension of each A, matrix is ((d +1)(p+ 1)“1)27
and the dimension of each edge contribution matrix K. is (p+1)¢~1. Therefore for a mesh with Ny
elements and N4 interior edges, the number of non-zero entries required to store the .Al_oi matrices
scales as Ngp??d?, whereas the number of non-zero entries in the global linear system K scales as
Negbr p?@=2, with br being the number of non-zero blocks per block-row of K.

For a three-dimensional domain of N hexahedral elements per side, the number of elements
Ng as well as the number of edges N4 scales as N3. The number of non-zero entries for .Afoi
scales as N3p%, whereas the number of non-zero entries for K scales as N3p*. At even modest
polynomial orders, the memory required to store the matrix .Al_oi on each element dominates the
memory requirements.
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In summary, the primary concern with regards to memory limitations is the storage or computa-
tion of the Afol arrays. If these are not stored, then storage of the sparse linear system K becomes

the bottleneck.

Matrix-free methods are aimed at removing the memory bottleneck of K, but applying K im-
plicitly requires applying Afoi — if the inverse is not available, applying K would require inversion
of each A;,. matrix at every iteration of every iterative solve at every time step. If we were able to
efficiently apply Al_oi without needing to store the array, we would have only the master-to-physical
element mapping data J~!, |J|, |J.| and the normal vectors as the comparatively modest memory
requirements, and we could devise an efficient matrix-free implementation for the HDG schemes

addressed earlier in this work.

We introduce the operator =, defined as the Kronecker product I ® =, where

=, = M~!diag (f]’“) .

Application of E to the first equation in (2.70), assembled with the quadrature-free operators specified
in (2.82), results in the modified linear system

I B -C][Q R
BT -D E||U|=|-F|,
cT -G H| |A L

where B, C, and R represent the matrix-product of = with the original operators B, C, and R,
respectively. Crucially, the quadrature-free representation of the operator A in (2.82) allows manip-
ulation into the identity operator using only the templated mass matrix M on the reference element
and local transformation data |J|. Performing the same element-by-element static condensation
procedure as in §2.3, resulting in the equivalent global linear system KA = F, with

R=H+[CT —G][I B}l[é],

S (2.85)
F=L-[cT -G [BIT _EH [_RF]

The elemental contributions to the linear system K and right-hand side F' make use of the modified
element-local system

p I B
-Aloc = |:BT _D:| .

Since the HDG scheme is a mixed formulation, the identity operator I has size dimPPd where d
is the spatial problem dimension. On the other hand, the block operator D has only size dimPP’.
Therefore, the resultant matrix 4;,. has a favorable sparsity pattern due to the identity operator,
and admits the efficiently-applied inverse

1 [I+BS'BT —BS!
‘Aloc = 7SleT Sfl ’

where S = —D — BT B is the Schur complement with respect to the upper-left block of Aj,..

Since only the lower-left block must be stored, use of this formulation implies an immediate
factor of 9 reduction of required memory for 2D problems and a factor of 16 reduction of required
memory for 3D problems. Similarly, if the memory reduction is such that S~' can be computed and
stored, this approach removes the need for explicit matrix inversion, and the contribution operators
can be applied successively to the solution vector in an efficient manner.
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2.4.3 Extensions

The methodology of employing quadrature-free operators (§2.4.1) to derive efficient matrix-free
schemes (§2.4.2) for the model problem (§2.3) can be readily extended to a rich set of additional
problems.

2.4.3.1 Time-dependent problems

The weak problem (2.64) can be readily extended to the time-dependent problem with the Galerkin
method of lines [191], where the weak form of the problem is modified as

(K™ an, v) . + (un, V)7 — (A, v-n)yr = (Pgp, v-n)p

(%’W)Th (V- qn, W)z, + (Tun, W, = (TAn, Wog, = (f, W)z, + (TPgp, wr, (2.86)

(gn - m, “>8n\FD — (Tup, /~L>aTh\rD + (T An, /~L>aTh\rD = (Pgn, /~L>pN

where the time derivative term can be discretized using a time marching scheme of choice. For
example, using an s-stage diagonally-implicit Runge Kutta (DIRK) scheme leads to the relation

uptt = up + At Z biug) (2.87)

1=1

where the second equation in (2.86) is temporally discretized as

(4)
(7
< hA J W) = (Vqn, w)g, + (Tun, Wor, — (TAn, W),
ai; At
h

1
A W

(2.88)
= (f, w)5, +(rPgp, w)p, +

where x =u —|—Zj 1 a”uh , using the RK coefficients a;;, b;, and ¢;, to advance from u” to untl,
Comparmg the above to the operators introduced thus far, the only required modifications are

(2)
u
d(u, w) = (a-lhAt’ W> + (run, W>87—h ’
" Th

fw) = (f, W)z, + (TPgp, w)r, +

(2.89)

m(z”, w)T,,

Qi At

which can be appropriately discretized into the corresponding discrete D and F' operators and used
directly in the methodology specified in §2.4.2 without further modification.

2.4.3.2 Convection-diffusion equation

Extension to the time-dependent convection-diffusion equation

q— kVu=0,
ou

—+V-(cu)—V-q=f, in Q,

ot (2.90)

u=g¢gp onlp,
kVu-n =gy only.
written here as a first order system, is likewise straightforward. Similar to the time-dependent

schemes in §2.4.3.1, the addition of the convective term V - (cu) does not affect the equation for the
gradient q; therefore the manipulations in §2.4.2 carry through as well, with appropriate modifica-
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tions to the d(u, w), e(\, w), f(w) and h(p, A) operators. Using the modified HDG flux definition
cup + qn = cuyp, + qp + 7(up, — Up)n and the same time stepping scheme as the previous section, we
have

d(u,w) = aﬁt, >n + (run, Wy — (cun, V),

e(Aw) = (T = c-n)An, W)yr, (2.91)
£) = (fo W), + (7 — e m)PgD. wip, + — (et w)r

h(A, 1) = (T = ¢ ) An, Wsrnr, 5

(see [191] for details), representing the implicit treatment of the convective and diffusive fluxes. The
analogous discrete quadrature-free operators can be formed in a straightforward manner from the
definitions given in §2.4.1.1.

Alternatively, the convective term can be treated explicitly and the problem (2.90) can be in-
tegrated in time with an HDG-IMEX scheme. HDG projection methods for the incompressible
Navier—Stokes equations [246] can also be formulated as a series of implicit diffusion problems with
explicit advection and can be advanced in time with IMEX schemes as well. We remark that the
matrix-free discretizations and methods presented in this thesis §2.4.2 are agnostic to both these
alterations, and can be applied to any of the aforementioned problems.

2.4.4 Numerical experiments and discussion
2.4.4.1 Accuracy of quadrature-free and quadrature-based integration

In the first example, we study the performance of quadrature-based and quadrature-free numerics
for the diffusion-dominated case. We consider a steady diffusion problem (2.58) in which Q =
(-1,1) x (=1,1), and kK = 1. We take the boundary I'y to be the left-side of the domain and
I'p =T \I'y. The source term and inhomogeneous boundary conditions gp and gy are chosen such
that the exact solution is

u = exp(x + y) sin(7x) sin(wy).

We consider a nodal basis [110] of polynomial order p defined on both triangular and quadrilateral

0 0 0
. . 1 . -1 ,
-1 0 1 -1 0 1 -1 0 1
(a) Cartesian triangular (b) Cartesian quadrilateral (c) Cartesian quadrilateral
mesh with h/10 clockwise mesh. mesh with h/10 random
vertex perturbation. vertex perturbation.

Figure 2-15: Mesh configurations for numerical experiment 2.4.4.1.

meshes obtained by splitting the domain into a regular n x n Cartesian grid for a total of 2n? or
n? elements, respectively. Additionally, we consider meshes where the vertices have been perturbed
as shown in Figure 2-15. We present the convergence data in L?-norm for both quadrature-free
(QF) and quadrature-based (QB) schemes in Figure 2-16. All quadrature rules can be found in
[53, 54]. The HDG method results approximations which converge at optimal order p 4+ 1 for the
scalar variable u,. For the perturbed triangular mesh and the Cartesian quadrilateral mesh, we
observe optimal convergence for both the QF and QB schemes. All triangular elements and affinely
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Figure 2-16: History of convergence in the L?-norm for the numerical solution wj, on the classes of
mesh in Figure 2-15. Dashed triangles indicate optimal convergence rates of order p + 1.

transformed quadrilateral elements can be represented exactly by a linear transformation from the
master element, and therefore have no transformation error due to the isoparametric transformation.

On the other hand, the perturbed quadrilateral elements are non-affinely transformed from the
master element, inducing integration errors. We observe a pollution in convergence order and a
non-trivial loss in the accuracy of the QF approximation. Therefore, we heretofore assume straight-
sided elements with spatially constant Jacobians over each elements. We remark that for unique
elements where the transformation X (£) is non-linear—for example, with curvilinear finite elements
representing a domain boundary—quadrature-based operators can be evaluated or stored for these
elements in particular to avoid transformation or aliasing errors, while the rest of the mesh elements
can be treated in a quadrature-free manner [110].

2.4.4.2 A 3D steady anisotropic diffusion problem

We consider a steady convection-diffusion problem a three-dimensional domain consisting of a six
layer extrusion of the horizontal domain Qg = (—1,1) x (=1,1), represented with a mesh consisting
of wedge and hexahedral elements Figure 2-17a. We consider an anisotropic, spatially variable
diffusion coefficient x = (1,1, 22). The source term f and boundary conditions are chosen such that
we have the exact solution

(1 —el=D)(1 —elv—D)
(I—e)(1—e)

(2.92)

u(r,y,z) = vyz

The convergence results are presented in Figure 2-17. We see that there is a negligible loss in accu-
racy for the quadrature-free scheme, and that both the QB and QF approaches converge optimally.

2.4.4.3 Matrix-free performance comparison

We consider the performance of our quadrature-free, matrix-free (QFMF') implementation in §2.4.2
compared to a classical quadrature-based, matrix-free implementation. The quadrature-based,
matrix-free (QBMF) implementation applies the action of the left hand side operator K in (2.70),
requiring the elemental assembly of the Aj,. matrix and application of its inverse via a dense linear
solve. We investigate the performance both for the 2D problem in §2.4.4.1 and the 3D problem in
§2.4.4.2. All experiments are run using a 24-core dual-socket Intel Xeon E5-2680 v3 system running
at 2.50 GHz. Figure 2-18 displays the wall clock time required to evaluate a matrix-free application
of the operators K (QBMF) and K (QFMF) for a problem with around 5 million primal unknowns
up. Even in 2D, the modified operator application K is over an order of magnitude faster than
a standard quadrature-based matrix-free application of K. In 3D, the performance gap is more
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(a) Top-down view of a representative 3D (b) History of convergence in the L?-norm of
wedge/hexahedral mixed mesh used in the the numerical solution up to the exact solution
anisotropic diffusion convergence study. (2.92). Dashed lines indicate optimal conver-

gence rates of order p + 1.

Figure 2-17: Representative computational mesh and convergence history for the anisotropic diffu-
sion test case, §2.4.4.2
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Figure 2-18: Comparison of wall-clock times for a single matrix-vector product as a function of
problem size, measured in trace uy degrees of freedom, for 2D (left) and 3D (right) mixed meshes,
at polynomial order p = 3 and p = 5, respectively.

dramatic, as the memory and computational requirements to form and apply the quadrature-based
Ajoe matrix become more expensive relative to S~!, due to the problem dimension.

Figure 2-19 compares the computational throughput of the matrix-free application approaches as
a function of polynomial order p. We observe a concomitant performance difference in throughput
between the two algorithms, as measured in primal degrees of freedom uj, per second. The QFMF
approach achieves more than an order of magnitude higher throughput at all polynomial orders, in
both 2D and 3D. While the differences in performance by polynomial order is best explained by the
particular computer architecture and cache sizes used for this experiment, the difference between
the two algorithms can be explained by the higher arithmetic intensity resulting from repeatedly
applying the templated operators associated with quadrature-free schemes, rather than the memory-
bound formation of the quadrature-based operators. Namely, the broadcasting operations required
to apply the transformational data [J], |Je|, and n to the templated operators M, M/, and S
are cheaper than computing the products and sums over the quadrature points necessary to form
the quadrature-based operators. For 3D elements in particular, the QFMF approach scales much
better than the QBMF approach at high polynomial order, due to the increase in size of the element
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Figure 2-19: Comparison of throughput measured by DoF/s as a function of polynomial order for
2D and 3D matrix-free matrix-vector products.

local linear system Ajo. for 2D and 3D problems as a function of polynomial order: 9(p + 1)? and
16(p + 1)3, respectively.

2.4.5 Discussion

Classical matrix-free approaches for finite element schemes are straightforward because they require
only an evaluation of the global basis functions and their gradients over the computational domain
[131]. Matrix-free HDG schemes are more complicated because they involve a matrix inversion oper-
ation as well, due to the parametrization of the PDE to the trace unknown space. These inversions
can become intractable when the problem size is sufficiently large that the matrix factorizations
representing the inverses can no longer be stored. This is because a matrix inverse operation is
required for each element at every application of the left hand side operator.

We have presented an efficient matrix-free scheme which takes advantage of quadrature-free op-
erator formation to avoid these matrix inversions, requiring inversion of a much smaller operator.
This reduction in memory is substantial and may indeed allow the storage of the smaller inverses,
while storage of the original inverses would be infeasible. On the other hand, if neither can be
stored, we demonstrated that this method results in significantly better performance over a wide
range of problem sizes and polynomial orders with several numerical examples. Furthermore, we
demonstrated that loss of accuracy due to the quadrature-free integration was negligible, provided
that any irregular elements are handled separately, with quadrature. The performance gains asso-
ciated with the QFMF method could also be augmented with standard parallelization approaches,
further increasing throughput and decreasing time-to-solution.

2.5 On the solution of the pure Neumann problem

Projection methods are often used to solve the incompressible Navier—Stokes equations, and will form
the backbone of the ocean equation model in §3. For these types of pressure-correction projection
schemes [95], the second step involves computing a correction dp to the pressure by solving

~V%5p = f(a) (2.93)
subject to the boundary conditions
Vép-n=0 onlp, (2.94)

where the right hand side data f(u) is dependent on a predictor velocity @ and I'p refers to the
boundary condition on the velocity [77, 110, 246]. A common occurrence is the case of all Dirichlet
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boundaries on the velocity predictor, resulting in pure Neumann boundary conditions on the pressure
correction dp. This so-called “pure Neumann problem” results in a pressure level defined only up to
a constant. To see this, note that if the scalar field dpy, is a solution of (2.93), with T'y = 99, then
opp, + ¢ for any ¢ € R is also a solution. Discretely, the null space of the linear system arising due
to the discretization of (2.93) is spanned by the set of constant vectors, implying a singular linear
system. Although crucial to the performance of pressure correction schemes, the issue of finding
a solution to the rank-one deficient singular system in such cases receives little attention in the
literature, outside of specialized literature for iterative solvers [18, 114, 7, 168, 167].

In [26], the authors rigorously describe strategies for addressing the singular system in a contin-
uous finite element context. Here, we extend that discussion to the DG-FEM setting and illustrate
computational trade-offs associated with different candidate approaches.

2.5.1 Proposed solutions

Subspace projection. As a first approach, we apply a subspace projection using a Krylov-solver
[253], making use of the fact that iterative solvers solve singular systems provided that the right-
hand side is in the orthogonal complement of the null-space. In summary, to perform this singularity
treatment, we project out the null-space of the linear system by subtracting the mean from the
right-hand side vector at each iteration of the iterative linear solve algorithm, in this case, conjugate
gradient. We implemented this method by overloading the function for matrix-multiplication within
the iterative solver in order to perform the mean removal at each iteration.

Penalty method. As a second approach, we apply a penalty-based method which can be
interpreted as a regularization. This method, while simple and independent of linear solver type,
involves the specification of a hyperparameter v. Suppose that A is the discretized Laplacian operator
in the Poisson system (2.93), such that we are solving Az = b. This problem is equivalent to the
problem of minimizing the functional

1
Ji(u) = iuTAu —blu (2.95)
with optimal solution u = dp. Suppose that additionally, we would like to enforce that e’z = 0,
where e denotes some basis vector of R™. This is equivalent to fixing some pressure correction in
the domain to 0. Therefore instead we seek to minimize the modified functional

J(u) = %uTAu + % (eTu)2 —bTu (2.96)
where v is some penalization parameter which penalizes the deviation of the pressure-correction at
that degree of freedom departing from zero. In that sense, this penalty approach can be thought
of as a regularization, since v must be chosen (as well as the degree of freedom on which to apply
the penalty). Lastly, we assumed that b € Im A, which is not true in general for a numerical dis-
cretization. Therefore, there is an additional condition to impose. Given that V?(aw) = 0, where
v=1][11,..., l]T, we have that v € ker A. Since the finite element discretization is symmetric,
we have that A = AT and hence Im A | ker A. Further, since A is rank-1 deficient, we have that
ker A is spanned by v. If wTv = 0 then w € Im A. Therefore the space of zero-average vectors
is orthogonal to ker A, and a sufficient condition is that v”b = 0 for the penalty method to work.
Therefore subtracting the average of b projects the vector out of ker A. Overall, the implementation
is quite simple; to the row corresponding to the degree of freedom chosen add /2 to the diagonal,
and subtract the mean of b from the right-hand side before beginning the linear solve. Roundoff
error can produce low-quality solutions if 7y is too large, so we choose v to be on the same order of
magnitude as the entries of A.

We remark that a popular alternative approach is to discretely impose the mean-value constraint

/ Spd =0 (2.97)
Q
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in the linear system directly, avoiding the saddle point system that arises as a result of applying
the constraint as a Lagrange multiplier [26]. In light of the discussion above, this would amount to
replacing the unit basis vector e’ with 17, the vector of ones. However, this additional penalization
constraint is not sparse on the row that it is applied to, and makes the underlying linear system
non-symmetric. Therefore we do not consider this approach as a candidate.

Point constraint. An approach favored by many practitioners is to manually specify the
value of the candidate solution at a single point by removing an equation from the discrete system
and applying a Dirichlet constraint fixing the value of the solution at that point to an arbitrary
constant, eliminating the null space and allowing solution of the linear system using a conventional
direct solver. However, in a finite-element context, the function d, is often represented in the Sobolev
space H1(2) or L?(£2), spaces in which point evaluations do not make sense. In these cases, imposing
such a constraint can render the variational problem ill-posed. A typical manner of fixing this is
to specify the value of the solution along a measurable subset of the domain; typically an element
face; while this constraint is well-posed, it’s also undesirable, because specifying that the value of
the numerical solution along the face will change the character of the numerical solution and thus
the physics.

2.5.2 Computational benchmarks

In order to investigate the performance of each proposed method to solve the pure Neumann problem,
we asses the convergence, accuracy, and efficiency of each method over a wide range of problem sizes
and polynomial degrees p. We consider the analytical solution

oy = %Sin (—gx) cos (2my) , (2.98)
(Figure 2-20, left) with boundary conditions and forcing function deduced from the exact solution
over the computational domain = [—1,1]2. By symmetry, we have that the exact solution (O
is analytically zero-mean in the sense of equation (2.97). Additionally, the value of the boundary
condition gy = V4, - m vanishes algebraically over the boundary 0f2, imitating the boundary con-
ditions imposed in the pressure corrector step. We consider a uniform Cartesian grid consisting

[ 2.0e-04

X2
=)

r 0.0e+00

- -2.0e-04

-1 0 1
X1

Figure 2-20: (Left) Analytical solution of the pure Neumann problem. (Right) Distribution of
numerical errors in the gradient Vd; —Qs,,h6,,n OVer the computational domain for a mesh of 32 x 32
elements at polynomial order p = 3.

of quadrilateral elements of length /2 in each spatial dimension, where the integer £ = 0,1, ...
denotes the level of refinement. To assess the convergence of the primal unknown §,, the integral
mean level of the numerical solution is subtracted as post-processing to agree with the analytical
solution. All iterative solves are performed using conjugate gradient (CG) iterations to solve for the
trace unknowns Sp,h, from which the primal solution 4, ; and its gradient gs,, r are reconstructed.
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All three methods achieve optimal p + 1 order convergence to the exact solution in both the
primal 4, and gradient gs,, unknowns, respectively, before the iterative solver tolerance and
finite-precision effects begin to pollute the convergence order. Figure 2-21 illustrates the convergence
history of the primal unknown d, j for the projection approach, both from the perspective of mesh
resolution and in globally-coupled trace unknowns. The errors and orders of convergence in the L*-
norm are presented in tabular form in 7.6. In what follows, we demonstrate the subspace projection
approach to be the computationally superior method; therefore, we present the convergence results
for the projection method and omit the others for brevity.

An examination of the spatial distribution of the errors in the numerical gradient? over the
computational domain (Figure 2-20, right) illustrates that they are neither disproportionately large
on the domain boundary, nor are they localized around a single point, problems that have been
known to plague the penalization and point constraint methods, which depend on a specific choice
of degree of freedom for their implementation [26, 95]. Given the comparable order of convergence to
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Figure 2-21: Errors in the primal unknown H(S; — Op.h H L2() for the singular Neumann problem

(2D) treated with subspace projection. Convergence is shown with respect to mesh size as well as
number of globally-coupled unknowns. Optimal convergence is achieved for all polynomial orders.
Convergence history data is tabulated in §7.6.

the analytical solution for all three approaches, we compare their relative computational advantages.
Reporting a condition number for the resultant linear system solved with each method is not feasible.
On one hand, the problem sizes reported in this work are large enough to make direct computation of
the eigenvalue spectrum intractable. Moreover, as the subspace projection transformation is applied
at each conjugate gradient iteration, there is not a single resultant linear system for which to compute
a condition number. Therefore, as a practical indication of the conditioning of each algorithm, we
examine the efficiency of the iterative solver. Figure 2-22a shows the number of conjugate gradient
iterations required to achieve convergence to the specified solver tolerance (without preconditioning)
over a wide range of problem sizes. We observe that the point constraint and penalization methods
require many more iterations to converge than the subspace projection approach across polynomial
orders, typically between a factor of two and a factor of ten. Since the subspace projection requires
removal of the mean at every conjugate gradient iteration and the other two methods do not, we also
benchmark the performance of each algorithm in terms of the overall L2-error in the primal solution
variable as a function of the wall clock time to solution of the linear system for the trace unknown

dp;, in Figure 2-22b. We observe that the subspace projection approach equals or outperforms the

2We compute the directional error Vé; — gs,,n Over each element and plot the x1-component. The results are
similar for the gradient in the x2 direction. We consider the gradient rather than the primal variable, because the
gradient is the quantity that is used in the projection method detailed in §3.
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other two methods over a wide range of problem sizes, with the advantage increasing as a function
of polynomial order.
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Figure 2-22: Performance comparisons of the different singularity treatments. (Left) Number of
conjugate gradient iterations required for convergence for each method at different problem sizes
and polynomial orders. (Right) L?-error achieved in the primal unknown 6, as a function of wall
clock time-to-solution of the global linear system for the trace unknown, shown at different problem
sizes spanning from 10" to 108 trace degrees of freedom, and different polynomial orders.

In conclusion, we have found the subspace projection approach to be a stable, robust, and
accurate method for numerically solving the singular system arising from the discretization of the
pure Neumann problem occurring in the case of pure Dirichlet boundary conditions on the velocity.
Furthermore, we have demonstrated it to be a superior method computationally, delivering better
accuracy with a shorter time-to-solution than both the point-constraint and penalization approaches,
and without the need to calibrate any additional hyperparameters or to single out a particular
problem degree of freedom for the imposition of a constraint.

2.6 Conclusion

In this chapter, we formulated and derived the various DG-FEM and HDG-FEM weak forms that
we will make use of in our nonhydrostatic finite element model, along with the finite element solvers
used in other parts of this thesis, as referenced in sections §4 and §5. We provided a framework
for treating inhomogeneous HDG boundary conditions at the level of the weak form that allows
us to maintain the symmetry of linear systems that arise from our discretizations, a critical factor
in ensuring the accuracy and efficiency of our computational models. Turning our attention to
the computational aspects of HDG-FEM implementation, we completed benchmarking to analyze
the multi-threaded parallel implementation of the HDG assembly and reconstruction algorithms.
Our investigations spanned multiple problem sizes and polynomial orders for 2D and 3D problems,
allowing us to thoroughly examine the effect of polynomial order on the parallel performance of our
models. In addition to these investigations, we derived and implemented a novel matrix-free method
tailored for HDG discretizations. This extended the research presented in [80], expanding upon the
concepts and methodologies explored in that body of work. We then conducted a benchmarking
exercise and comparison of different approaches to singularity removal. This was specifically focused
on the rank-one-deficient linear systems that emerged from the discretization of the Poisson problem
under pure Neumann boundary conditions, a common problem encountered in CFD but very seldom
addressed in the literature. Our numerical experiments convincingly demonstrated that subspace
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projection was the superior method in terms of both accuracy and computational cost. Next, we
will apply the theory, schemes, and results of the computational investigations in this chapter to the
formulation of a high-order DG-FEM ocean model, allowing to see how our methods and approaches
perform when applied to complex, real-world modeling scenarios.
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Chapter 3

A Novel Nonhydrostatic HDG
Ocean Model with a Free Surface



3.1 Introduction

Nonhydrostatic models are necessary to address the limitations of hydrostatic models when simu-
lating certain types of fluid flows, especially those involving complex and highly dynamic processes
occurring at the submesoscale (see §1.1). At these scales, on the order of less than 10 km in the
horizontal, the hydrostatic approximation begins to lose validity, along with the hydrostatic ocean
equations as a governing dynamical model. Nonhydrostatic effects become increasingly strong and
presently are detectable at the small-scale end of the submesoscale [108, 172, 237, 180, 59, 240]
and in deep convection [178]. At these scales, nonhydrostatic and fully three-dimensional oceanic
phenomena (typically on the order of 100 m to 1 km), such as the breaking of internal waves, convec-
tion, subduction, and shear-induced overturning, become important [172, 240]. As a result, oceanic
features with relatively strong vertical velocities have been observed at these scales, particularly in
the presence of wind forcing or topographic variations [119, 171]. In turn, these dynamics play a
crucial role in dissipative diapycnal mizing. This is when transient, interior regions of small-scale
turbulence mix fluids of different densities. The effects of these submesoscale motions are largely
unknown [83, 240], but must be investigated. This is because these nonhydrostatic dynamics may
not only affect oceanic diapycnal transport, the dissipation of energy input at the surface, the
spontaneous breakdown of mesoscale structures, and vertical transport in the ocean, but may also
constitute a link between non-dissipative mesoscale flows and dissipative three-dimensional motions
[84, 172, 174, 173]. Nonhydrostatic interactions between the submesoscale and the finescale are
explored in [249].

The non-hydrostatic ocean model can make marine scientists capable of investigating almost the
entire range of internal waves, convection processes, symmetric instability, etc. in realistic ocean
motions and bridge the gap with LES (see [239] and references therein). It has also become a
necessary tool for the simulation of surface dispersive waves internal waves [17, 252].

Relatively few ocean circulation models presently have nonhydrostatic capability, although they
are increasingly becoming adopted and used within several models: MITgem (M.L.T. General Circu-
lation Model) [1, 178], POM (Princeton Ocean Model) [260], BOM (Bergen Ocean Model) [88], SUN-
TANS (Stanford Unstructured Non-hydrostatic Terrain-following Adaptive Navier—Stokes Simula-
tor) [85, 115], ROMS (Regional Ocean Modeling System) [121], FVCOM (Finite-Volume Community
Ocean Model) [140, 141], Symphonie [17], GETM (General Estuarine Transport Model) [126], and
MERF3.0 (the Marine Environment Research and Forecasting model) [239] and Oceananigans. j1
[214], to name a few.

However, the dominant technologies for solving problems of this nature are almost entirely low-
order finite difference and finite volume methods; despite this, modern advances in CFD suggest
that high-order methods may be better suited to the problem of nonhydrostatic ocean modeling.
In addition to the numerical and computational advantages enjoyed by DG finite element methods
(see §2.1-§2.2), they possess features that make them well-suited to multiscale ocean modeling
applications.

On one hand, high-order finite element methods allow for arbitrarily high-order solutions on un-
structured meshes and often provide higher accuracy for the same computational cost [110]. General
unstructured meshes can more accurately capture complex geometrical features such as coastlines
and steep bathymetry. Unstructured meshes also allow open boundaries to be moved further away
from the model domain of interest for a small computational cost by using much larger elements near
open boundaries, reducing the impact of the open boundary condition on the simulation. However,
for dispersive wave behaviors such as those that occur at the submesoscale, evidence suggests that
high-order methods may have additional advantages. These properties have already rendered DG-
FEM a popular technique for solving the shallow water equations [62, 71, 92, 258, 257]. Evidence
continues to emerge corroborating the effectiveness in a nonhydrostatic context as well. Additionally,
the discontinuous polynomial spaces in which DG-FEM solutions are sought allow for the capture of
steep gradients and wave behavior, resulting in more stable and flexible methods than the classical
continuous Galerkin finite element (CG-FEM) approaches to advection-dominated problems [110],
such as internal wave motion. For low-order finite volume methods specifically, the dominant mode
of truncation error is dispersive, leading to a pollution of the physically correct dispersion behavior,
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imposing a strict resolution requirement on the method for applications such as resolving internal
solitary wave behavior and coupled non-hydrostatic physical-biogeochemical dynamics; high-order
methods and adaptive mesh refinement are potential solutions [251, 244].

Despite the advantages of DG-FEM, its use in nonhydrostatic ocean modeling is still in its
infancy, with limited, but growing adoption thus far [202, 203, 204]. Part of the reason for its
lack of adoption is due to the large number of degrees of freedom necessary to represent a high-
order discontinuous polynomial solution on each element, which involves duplication of unknowns
on solution faces. To address this issue, hybridizable discontinuous Galerkin (HDG) finite elements
were devised by parametrizing the DG problem onto a finite element space on the mesh skeleton, as
is discussed at great length in §2. This advance allows for substantial reduction of globally-coupled
unknowns while retaining all the advantages of DG-FEM methods. The inclusion of HDG methods
into multi-scale ocean modeling could significantly improve forecast accuracy and computational
efficiency, motivating the developments of this chapter.

The contributions of this chapter are as follows. We present a novel HDG spatial discretization of
the nonhydrostatic ocean equations with a free surface using a temporal projection scheme inspired
by the scheme first derived in [243, 246, 247], applying recent findings on stability and robustness
for DG-FEM for incompressible flow problems [77, 78] to HDG discretizations. We show that the
DG-FEM model formulation allows for seamless nesting in larger hydrostatic models, and provide
numerical evidence of the effectiveness of such an approach for multi-scale ocean modeling.

This chapter is structured in the following way. In §3.2, we introduce the mathematical model
of the nonhydrostatic ocean equations with a free surface. Section §3.3 is devoted to the description
of the temporal discretization of the governing equations using a projection method, and the spatial
discretization of the projection method using a hybridizable discontinuous Galerkin method is de-
tailed in §3.4. Modification of the HDG spatial discretization to the hydrostatic ocean equations is
given in §3.4.9. Implementation details are discussed in §3.5.1. Verification of model convergence is
given in §3.5.2. We provide numerical experiments to validate the model with several idealized non-
hydrostatic test cases in §3.5, and provide comparison to a finite volume nonhydrostatic Boussinesq
incompressible Navier—Stokes solver. We describe a method to nest the nonhydrostatic HDG model
in a larger hydrostatic model in §3.6 and demonstrate the robustness of the DG-FEM model to the
hydrostatic boundary conditions. In subsections §3.6.2 and §3.6.4, we show 2D and 3D numerical
results of the HDG model nested within a larger hydrostatic model to perform hindcasts in the
Alboran sea during a weather event in March of 2019, and highlight the nonhydrostatic dynamics
the high-order model is able to capture. We summarize our results and provide conclusions in §3.7.

3.2 Mathematical model

We consider the non-hydrostatic ocean equations with a free surface on a two or three-dimensional
domain Q C R?, derived from the incompressible Navier-Stokes equations with the Boussinesq
approximation in a rotating reference frame:

0 1 [ 1
au —V-Fy(u)+V-F,(u)+Vp + gVaun+ —/ GVyp' dz' = = feor + —f (3.1)
ot Po Jz Po
V-u=0 (3.2)
on n
— : dz | =0 3.3
En +V (/_Hu z) (3.3)
o' , ,
E—V'(Kvﬂ)—v'(uﬂ):fﬂ (3.4)
where the unknowns are the velocity w = (uy,...,uq)?, the nonhydrostatic pressure p’, the den-

sity perturbation p’, and the free-surface elevation 7 defined over the top surface of the domain
boundary 9%, C R?1 which coincides with the surface z = 0 in this work. We denote the depth
of the bathymetry as the positive quantity H(x,y). Figure 3-1 depicts these definitions for three-
dimensional problems, and the equivalent for two-dimensional problems is shown in Figure 3-4. The
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density perturbation is defined in relation to the background density such that the total density
p = po + p'. The nonhydrostatic pressure is defined in relation to the total pressure and density

n
P = Phyd + pop’, Phyd = / pgdz'. (3.5)

We will refer to the velocity in the £ as w, and the velocity fields v = (u, w) and u = (u, v, w)
in two and three spatial dimensions, respectively. We define the horizontal velocity u = u and
u = (u,v) in two and three dimensions, respectively.

Figure 3-1: Schematic of domain. The interior domain €2 is shown in light grey and the domain
0Q,, over which the free surface n(z,y,t) is defined is indicated using darker grey. The domain
bathymetry H(z,y) is taken to be positive.

Similarly, we define the horizontal and vertical gradient operators as

[8 0 o}, vzz[o, 0, 8} (3.6)

ny 8?7 @a 9z

in three spatial dimensions, with analogous definitions for two; complete reductions of the projection
schemes in 2D are given in Appendix 7.8. The generic body force vector is denoted by f and the
Coriolis force by feor = feZ2 X u with Coriolis parameter f.. The advection term is written in
conservative (divergence) formulation, where the advective flux is F,(u) = u ® u. The diffusion
term is written in the Laplace form, with the diffusive flux given as F,(u) = vVu, where the quantity
v € R¥? is a diagonal second-order tensor describing the direction-dependent kinematic viscosity.
Similarly, £ € R?*? describes the direction-dependent tracer diffusivity. For a detailed discussion
and justification of the modeling approximations leading to this model, see [243].

The ocean equations (3.1)-(3.4) are subject to the initial conditions
u(z,t =0) = ug(x), p'(z,t =0) = py(x) in Q, n(x,t =0) =no(x) in O, (3.7)

and on the boundary 902 = I', Dirichlet and Neumann boundary conditions are prescribed for the
velocity, free surface, and density perturbation:

u=g,onl'px[0,T], F,(u)-n=gyonlyx][0,T]
n=gy,onlpx][0,T], Vn-n=gn,onTy x[0,T] (3.8)
p' =gy onlTpx[0,T], kVp' -n=gn, onTy x[0,T]

where n denotes the outward unit normal vector.

The hydrostatic equations are the result of neglecting the non-hydrostatic pressure variation by
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taking p’ & 0 in equations (3.1) - (3.4):

ou

1 [ 1
7_V'Fv(u)+V'Fa(u)+ngyn+7/ ngyp/dz/:_.fcor'f'*f
ot po J- Po

V-u=0
on n _ (3.9)
((%‘FV'(/_HudZ) =0

0 N (5 =V - () =

ot

with the same boundary and initial conditions.

3.3 Temporal discretization

The following subsections detail the temporal discretization for the nonhydrostatic ocean equation
projection schemes, following [243]. The scheme is a pressure correction method similar to the
schemes in [95] that splits the pressure into a nonhydrostatic component and a free-surface com-
ponent, applying a pressure correction for each. For more detailed treatment as well as theoretical
properties of these schemes, we refer the reader to [95] and the references therein. The algorithm is
shown for 3D problems, but its explicit reduction for 2D problems is given in Appendix §7.8.

To discretize the ocean equations (3.1)-(3.4) in time, the time interval [0, T is divided into
Nr uniformly-sized time steps At = T/Nr, admitting the set of discrete solution times {tl}f\fo =
{iAt}f\]:TO, where we denote the time-step number £ = 0,..., N — 1. The equations are advanced
from time t; = kAt to tx11 = (k + 1)At during time step k. Since the nonlinear terms in the
Navier—Stokes equations does not affect the convergence rate of the error incurred due to operator
splitting [95], we apply a semi-explicit treatment to the governing equations, treating the diffusion
terms implicitly and the advection, pressure gradient, and density perturbation terms explicitly over
each time step.

3.3.0.1 Velocity predictor

The momentum equation is solved in the first sub-step. We construct an intermediate velocity field

w**! which is not divergence free
ukt! k41 k1 1k k kk+1
aAt (V- (V@’yvx’yu ) +V- (VZVZW )) +Vpr +gVayn” = fa" (3.10)
k1

where the term fé contains the advective, density perturbation, and Coriolis forcing terms in
(3.1). The boundary conditions on the intermediate velocity field w are

a"tt =gp on I'p, (3.11)

Vartl . n =gy on I'y. (3.12)

we write (3.10) in a direction-split manner to emphasize that several choices exist to treat the
diffusive terms; in the original scheme laid out in [243], the horizontal diffusion terms are treated
explicitly while the vertical terms are treated implicitly. In this work, we treat the entire diffusion
operator implicitly, for the following reasons. First, it is well-known that for both the incompressible
Navier—Stokes equations [110] as well as the nonhydrostatic ocean equations [252], the pressure-
correction equation §3.3.0.4 is the dominant computational cost for projection-based schemes, due
to the poor conditioning of the pressure Poisson system, an assertion our experience has corroborated.
The velocity predictor equations, by contrast, tend to be well-conditioned due to the presence of
the time derivative term. Therefore, any computational gain offered by the explicit treatment of
the horizontal diffusivity does not ultimately address the limiting computational bottleneck of the
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projection scheme, and introduces significant complexity in the derivation and implementation of a
consistent and stable finite element spatial discretization.

3.3.0.2 Free-surface correction

In the second sub-step, we solve a d — 1 dimensional problem for the change in the free-surface,
on € 082y:
k
n
— V- (aAtg (0" + H) Vont!) = -v - / "t dz (3.13)
—H

5nk+1

alt

subject to boundary conditions

oyttt = ghtt — gk on I'p,

v(s k+1 1 /nk (ﬁk)+1 ) d F (314)
n=-— —@gy)-mndz only,
! alAtg (H +n*) J_p g N

the derivation of which is provided in Appendix §7.7. Application of the Neumann condition imposes
the stress at the boundary of the free surface, and a common choice is either a free stress condition
imposed as gy = 0 on closed boundaries (since u and g,, vanish), or a known stress imposed on the
free-surface correction directly. Modeling open boundaries, in which both free surface and interior
stresses are unknown, remains a challenging open research problem, and many approaches exist
[227], any of which can be used to choose the values of g, or a stress.

3.3.0.3 Intermediate velocity projection, free-surface update

The third sub-step of the projection method involves performing a correction to the predictor velocity
due to the free surface pressure to compute the intermediate velocity u in addition to the corrected
free surface value n**1.

w = 0 (aAt) gV, onF T (3.15)
=t ot (3.16)

We note that the correction to the predictor velocity w occurs only in the horizontal, and we refer
the reader to [243] for a detailed derivation and discussion of this intermediate projection.

3.3.0.4 Pressure correction

In the fourth sub-step, we solve a classical pressure-Poisson equation to project the stage-final
velocities into the space of divergence-free vector fields [95, 77]

vV - ,ak+1
VE3pihtt = ——— 3.17
P AL (3.17)
subject to the boundary conditions
VépFt.n=0 onT
v v (3.18)
dp =0 onTyn

where the boundaries I'p and I'y in (3.18) refer to those on the velocity u in (3.8).

3.3.0.5 Velocity projection, pressure update

In the fifth sub-step, we project the stage-final velocities u**! onto the space of divergence-free
vector fields and update the nonhydrostatic pressure
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ubtl = gE+l g Arvapkt (3.19)
PRl = ik gk (3.20)

3.3.0.6 Tracer evolution equation

Once the stage-final velocities u**! have been computed, we solve an advection-diffusion equation
to update the density perturbation field p’

/k+1 /k

4 - ( ,k+1)7 ( k+1 /k+1>:P )
A7 V- (kVp V- (u"p WAL + fo. (3.21)

with boundary conditions exactly as in (3.8).

3.4 Spatial discretization

3.4.1 Notation

We now provide the notation for the computational mesh and finite-element operations (§3.4). We
let 7, = U; K; be a finite collection of non-overlapping elements K; that discretizes the entire problem
domain © C R?. We refer to the boundary of the problem domain as I'. The set 97}, = {0K : K €
T} refers to all boundary edges and interfaces of the elements, where 9K is the boundary of element
K. For two elements K and K~ sharing an edge, we define e = 9K N 0K~ as the edge between
elements Kt and K~. Each edge can be classified as belonging to either €° or €9, the set of interior
and boundary edges, respectively, with € = €° U . These geometric relationships are summarized
in Figure 3-2a.

The elements K and K~ have outward pointing unit normals n* and n~, respectively. The
quantities a* denote the traces of a on the edge e from the interior of K*. When relevant for
element-wise operations, we take as convention that the element K~ refers to the local element,
and K7 to the neighboring element. The jump [-] operator for scalar quantities are then defined as
[a] = a= — a™ on the interior faces e € €°. On the edges described by 87T,, we can uniquely define
the normal vector n as outward for a given cell and inward for its neighbor.

We define the inner products over a set D C R? and its boundary 9D C RY~! using typical
discontinuous Galerkin finite element notation as

(c,d)Dz/ cddD, <c,d>aD=/ cddoD.
D aD

Let PPerder (D) denote the set of polynomials of degree porger on a domain D. We consider the
discontinuous finite element spaces

)]dxd

GZorder _ {G c [LQ(Q . G|K c [’Ppordcr(K)}dXd VK € 771}’

d
v = v e [L2(9Q)]) " ] € [Prose (K))'VK € Ta ),
W}Z;ordcr _ {w c L2(Q): w|K c Ppurder(K) VK € 771}’
Mﬁordcr _ {,“ e L2 (€h) . M|e c ’Pporder(e) Ve € Sh},
where L2(f2) is the space of square-integrable functions on the domain Q. Informally, W erder
represents the space of piecewise discontinuous polynomials of degree at most porqer On every element
in the mesh (see Figure 3-2b). We will also refer to the analogous vector-valued trace space M} for

vector-valued quantities on the edge space. We refer the reader to [193] for extended discussion of
these finite element spaces.
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Figure 3-2: Summary schematics of spatial discretization notation in exploded view.

3.4.2 Discretization of vertical integral terms

Forcing due to the free-surface pressure in the momentum equation can be expressed component-wise
as
" J7 g2 =) g
F,(z) = —/Z gV ayp' (@, y, 2 t) d2' = — f:g%w dz' (3.22)

0

Therefore, it suffices to compute explicit terms of the form

n
P(z,y,2) = / o(x,y,2")d2, (3.23)

which allows the computation of the vertical integral terms on the right-hand side of equations (3.10)
and (3.13). In what follows, we develop a simple and efficient DG scheme to compute these terms.

3.4.2.1 Depth-marching approach

For every horizontal location (z¢, yo) and time ¢, we want to evaluate the integral ®(z) = [, ¢(2’) dz'.
Applying the fundamental theorem of calculus, £ ®(z) = ¢(z). Since ¢(x) can be evaluated at
every point in space, this relation yields an ODE % = ¢(z) in depth. Choosing an extruded mesh
guarantees that the elemental degrees of freedom are vertically aligned, and therefore the ODE could
be solved as a set of 1D problems on each element. However, since the finite element solution is
three-dimensional, doing so could violate the conservative nature of each DG field, and could not
be applied to curvilinear elements. However, we can formulate a 3D finite element problem which
overcomes both difficulties.

By considering the vector field ®2, we can discretize the ODE using a standard discontinuous
Galerkin scheme with the following weak form: we seek ® € W} such that

~ (Vu, 92),c + (w, B(2 - n)) = (w, §), (3.24)

oK
for all w € W} .!The presence of the dot product 2 -n cancels all edge terms except those on the top
and bottom of the element, but it remains to specify the numerical flux $. For a DG formulation,
choosing ®(z,) = lim._,¢ (2, —e)—that is, taking the interface value of ® from the element above—
leads to an explicit DG scheme that is consistent, stable, and can be evaluated element-by-element

IThe formulation in [243] is the strong DG form of the problem. Here the standard weak form given to agree with
standard DG literature.
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from top to bottom [39].?Given that the topmost element coincides with the free surface 7, we can
simply solve the problem (3.24) on every cell element-by-element in the vertical column, iterating
from top to bottom.?

On each cell, we solve the following DG problem: seek u € W} such that
—(Vw, uz) g + (w, (2 -n))y, = (0, fg (3.25)

for forcing data f. Since the cells are extruded in the z-direction, the dot product (2-n) cancels for
all faces except the top and bottom faces. We take the flux 4 to be defined as the value of v on the
neighboring cell above on the top face, and take the interior value of u on K for the bottom face,
leading to

= (Vw, u2) i +(w, w(Z-n)sg, om = W [l = (W, WZ 1)) gp, (3.26)

3.4.3 Velocity predictor
3.4.3.1 Coupled-velocity approach

Since HDG methods are mixed methods, we first express each of the equations in §3.3 as first-order
systems. We will refer to the velocity gradient L = Vu with the tensor conventions

- )
ail,'j

_ 0L
o 8(1,‘j

(Vu);; (V- L)

For equation (3.10) we define the auxiliary variable L = vVa. Then the weak problem is as follows:
find (w;*", Ly, @) € (Gi x Vi, x M) such that

(G, v L7 + (V- G, @ )7, — (G, o, =0
@kl = k+1
(v’ alt )n = (0 VL) + (o 7 (@7 = @n)or,

= _ah(ukng) — P8&hp (’UMPZ) - (’U, Fp’ + Fn + Fcor)Th + (’U, Ft)'Th

z Cptl > _
(p; (=vLn)n + 7(a, ™ — “’h)>a7’h\FD + <”L’ bh>1“N =0

(3.27)
for all (G, v, pu) € (Gr x Vi, x M},). Here, v is a second order tensor contracted with Ly, as v;;L;; to
apply the appropriate diffusivity in the horizontal or vertical direction. We define the body forcing
terms

k

n 1
F, =1/po / GV uyp "t d2 F, = gVa.,n", F.o = f.2 x u¥, F, = Ttu’“, (3.28)
2 a

which are all elements of the space V}, and evaluated at time k.
Advection operator. To derive the discontinuous Galerkin formulation of the advection term,
we integrate the advection term (v, V - F,(uf))x by parts to yield

CLh('U,'U/;CL, gD) = (V’Uv Fa(’u’]fi))[{ =+ <’U, F;(”Z,QD)>6K7 (329)

where F¥(up) is the numerical flux. Several choices exist, including an upwind, central, or local
Lax-Friedrichs flux.

2The choice of numerical flux ® is not a strictly trivial one. Simply choosing & to be the trace value on every
element leads to a completely decoupled system which is not solvable. Other choices of numerical flux can lead to
schemes that must be solved implicitly on the entire 1D domain, or schemes that are not consistent, so the choice of
numerical flux is not pedantic.

31t is also possible to derive a Poisson problem for ® on each vertical column and solve it using an HDG scheme.
However, each of these problems must be solved implicitly over the entire column, and requires two boundary condi-
tions.
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Pressure gradient operator. We apply the same procedure as above to obtain the DG for-
mulation of the pressure gradient term (v, Vp') g

pen(v,0h) = = (V0. 5) 4 (o, (51) e (3.30)

where the numerical flux is taken to be a central flux: (p},)* = {{pj,}}. We remark that DG
formulations in which the pressure gradient term is not integrated by parts, i.e., (v, Vp})x as in
[110] have been shown to lead to instabilities in the context of high-order discontinuous Galerkin
discretizations of projection methods [77].

3.4.3.2 Component-wise velocity approach

In the case where the velocity components are not coupled on the boundary of the mesh due to
the boundary conditions, for example, when a zero Dirichlet no-slip condition is applied to the
velocity along a non-trivial bathymetry, and the vertical sides of the domain are axis-aligned, the
linear system arising from equation (3.27) is decoupled, and the predictor velocity can be solved
component-by-component. This situation also commonly arises in modeling of the mixed layer,
where the domain is flat-bottomed and axis aligned. Computationally, this approach is attractive,
and allows the solution of smaller element-local systems and a smaller globally-coupled linear system
than the weak form given in §3.4.3.1.

Let ¢ represent any component of the velocity u. If we were to write the usual form of the HDG
problem where g = V¢ represents the complete gradient of the component ¢, then we want to find
(¢,q) € Wy, x V}, such that

(0,07 a)7, + (V-0 0), - < ¢3>a’rh
(w, ait)Th (w, V-q)p — <w T (q_S >>6Th = thy, (w, u®, p§, F) g (3.31)
{1, >8Th = (u, 9N>FN

where the operator rhy(-) contains all the componentwise right-hand side terms of the momentum
equation. This formulation is consistent with the full 3D velocity predlctor if vy = v,. This also
couples the domain together on the interfaces. The velocity predictor uh ! is the vector ((;Su, b, qﬁw)
resulting from each of the HDG solves.

In the decoupled case, the formulation of the DG right-hand side operators can be obtained by
considering only the relevant component w of the test function v € V;” as appears in equation (3.27).
For the advective term, we have

ap(w, é,ui’,gp) = — (w, V- (qguﬁ))K = — (Vw, qgufl)K + <w, (qguﬁ)* ~n>aK, (3.32)

The numerical flux in this work ((Eu;j)* is taken to be an upwind flux. Since u’,fL is multiply-valued,

either the average value {{uy}} or the HDG flux @y can be used.

Similarly, the pressure gradient term for the component ¢ of ﬁ’fLH, bi, is

pgy, (w,pf) = — (gZ’ pﬁ;’“) + <w, (pﬁ;’“)* m> (3.33)

where n; denotes the i*" component of the outward unit normal n, and where the numerical flux is
again chosen to be the central flux, (p?;k) = {{p;k }}
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3.4.4 Free-surface corrector

Define the gradient g5, = Vdn. We seek ((5775“, qh,sn, 6A77h) € [(VpForder s Whorder x M,’Z"rd”)]d_1
such that
qh,sn k+1 < o > _
__Gnén V.v,6 —{v-n,§ -0
<v’ aAtg[n’“+H])n+( O 0T ), — (e O o
w LA (0, V- qnon)y + <w T (577k+1 — o >> = —dy,(w, Up) (3.34)
N ’ 01T ’ h ") /o, B

h

k+1

<ﬂ7 qhon N+ T (57lh - 5A77h>> = (1, 9N>a7',L
OTh

for all (v, w, p) € [(VPorder x Wherder x M,f“d“)]d_l. The notation [ -]%"! refers to the fact that
these finite element spaces are defined on the surface mesh 0§}, and are of different dimension than

_ k
the other finite element problems specified in this section. The quantity Uy, = f:] I ﬁ’;;k dz is the

depth-integrated horizontal velocity, and the operator dj(w,, U) is

dn(w, U) = (w, V- U) . = = (Vu, O) c + (w, (0)"-m) (3.35)

For the numerical flux to on the edges, we use a central flux for the divergence operators: (U )* =
{{0}} to maintain discrete consistency with both the discrete divergence on the right-hand side of
the weak pressure corrector equation in §3.4.6 and the discrete pressure gradient in equation (3.30)
as investigated in [77, 78], where it was found that this consistency, as well as an integration by
parts formulation, is necessary for the stability of the scheme.

3.4.5 Intermediate velocity projection, free-surface update
From the mixed formulation of the free-surface corrector equation, we have that gs, = ks, Vin =

aAtg(H + n)Vdn, which, combined with the intermediate update, yields the horizontal velocity
correction and free-surface correction

= _ 1
uhtl = gkt mth (3.36)
nk-i—l _ nk + 6nk+1 (337)

3.4.6 Pressure corrector

Define the gradient of the pressure corrector gs, . The weak form of equation (3.17) for the correction
to the pressure dp’ is as follows: seek (gsp, 0p’, 6p') € (V}Porde x Wperder x M) such that

('U7 q‘];;;l)Th + (V ‘v, 6p”k+1)Th _ <’U -, 5/];>6Th —0,

- (w,V : ‘1?;’1)71 + <w7 p 5P/’k+1>37—h - <w, TP&’?>BT}L = ﬁ [_ (Vw, ﬁkH)Th + <w’ (akﬂ)* 'n>aTh] ’
(i a5 ), =0

(3.38)
for all (v, w, p) € (V;Perder x Whorder x MPeraer), where (2*+!)" is a numerical flux which we choose to
be a central flux (ﬁk“)* = {{ﬁ’”‘l }} in order to maintain consistency with the discrete divergences

in the free-surface corrector (3.34) equation and the discrete pressure gradient in the momentum
equation (3.33) [77].
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3.4.7 Velocity projection, pressure update

ubtl = ghtl _ G,Atq(;p/ (3.39)
pPEL = ik g gk (3.40)

A feature of using a so-called “mixed method” such as HDG or the local discontinuous Galerkin
(LDG) method for the spatial discretization of a second-order PDE is that the gradients of all
unknowns are solved for simultaneously along with their primal counterparts. As in §3.4.5, we can
perform the update by making use of the gradient unknowns directly to perform the projection in
(3.20), which we will refer to as a “strong” projection update as in (3.39). However, we can also
perform the projection updates weakly using, in this case, the discrete pressure gradient pgy, (v, pﬁ)
(3.30), leading to the following variational problem. We seek u**! € ViPerder such that

(v, uZH)Th = (v, ﬁ’;“)n — alt [(V ‘v, p;;kH)Th + <'U, {{p;;k+1}} n>an] (3.41)

for all v € VP, The variational problem does not require the solution of a linear system, as p/ktl

is available and the space V}P** has no shared degrees of freedom between elements. Therefore,
this weak update can be performed as a reconstruction on each element independently. This not
only provides increased stability, as the hydrostatic pressure gradient is coupled between elements by
virtue of the numerical flux, but also allows for the addition of penalty terms to provide stabilization
in the case of modeling under-resolved turbulent flows: for details, see [78]. Addition of penalization
terms in this manner can prevent growth of the discrete divergence and numerical energy over
time, dampening spurious oscillations due to under-resolution and providing an alternative to slope
limiting.

3.4.8 Density perturbation update

For the HDG spatial discretization of (3.21), it is possible to treat the tracer advection implicitly
in a spatial sense as in [191], which allows the stabilization parameter 7 to be chosen according
to the physical relationship between diffusion and advection in the problem of interest. However,
doing so comes at the cost of the symmetry of the variational form and hence that of the linear
system representing its discretization, requiring the use of iterative solvers for non-symmetric linear
systems. Therefore, in this work we treat the advection term in (3.21) explicitly in an HDG sense,
preserving problem symmetry. Serendipitously, this choice also results in the same weak form as
(3.31) in §3.4.3.2, if we take ¢ = p/"™ and modify the right-hand side to include only the weak

. k+1 . . .
advection term ay (w, p’ h+ ,uﬁ“, gp), which, for clarity, we write here

k41 k41
—(w, V- ( ! ))
( P h h XK
*
—(Vuw, /k+1uk+1) < ,< rk+1 k+1) TL> )
( WP W) AW oK

We use an upwind flux according to the average value of ufﬁl on each edge.

sk+1 0 k1
a’h(wap h U 799’)

3.4.9 Recovery of the hydrostatic vertical velocity

For the recovery of the vertical velocity in the 2D case, we can rewrite the continuity equation as

the weak DG form is then (for a test function q) is

*A

_(VQ7 wk+12)K + <Q? (,warl) z- n>8K = _(qv V- (uk+1{i}))K7
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where the right-hand side is data, since u**! is known. Leaving the right-hand side as is, without
integrating by parts is in some sense not a principled approach, as the horizontal velocities are
completely decoupled column-by-column. However, comparing the discretization in equation (3.4.9)
to the form of the generic vertical integration in equation (3.24), we have that the recovery of the
vertical velocity is equivalent to a discrete depth integration operation. Namely,

k+ k+1

1
1 k+1 n k+1
wh Tl = guw™ dz' = _ou dz'
R 0z . oz ’

where the first equality follows from the fundamental theorem of calculus, and the second from the
continuity equation. Therefore, applying the discrete derivative V - (u**'&) and discretely depth
integrating the resulting field is a convenient way to perform the recovery.

A more consistent approach would be to perform the integration by parts for the right-hand side,
resulting in

*A

~(Va, w1 2)k + (0. (@) 2m) = (Vo u @)k — (g (w2 m)

OK

where we emphasize that the right-hand side is still data, however, the numerical flux (u*+1)*
adds horizontal coupling between elements. A reasonable choice that preserves consistency is an
average flux (uf1)* = {{u’“‘l}}. If, similar to the depth-integration weak form, we take the
directional numerical flux in the negative 2 direction, (w**1)* = lim._,o w(x, z+¢) at every interface,
which amounts to taking the value of w**! approaching the interface from the top. Using these
numerical flux choices, we can write the weak form as

—(Vq, w1 2) 7 + {[q], (W) 2-n)
( i+ (lall, (") >F;,,w

A~ * A~ A
= (Va, W**'&)7, — ([l («*)" & ”>Fi — (g, v )
h

where F} refers to the set of inter-element interfaces, and F,iL’nV refer to the non-vertical interfaces
between elements. For simplicity, we show the derivation for a flat-bottomed case, but incorporation
of a non-trivial bottom follows directly from the application of the Leibniz integral rule to (3.4.9)
the integrated continuity equation at the topography.

3.5 Numerical experiments

In this section, we present numerical results from a set of test cases that demonstrate the convergence
and accuracy of the proposed model. The test cases employed here are: (1) a free-surface seiche and
(2) a continuously-stratified internal seiche, (3) the formation of internal solitary waves [252].

3.5.1 Implementation

Unless otherwise stated, we take the background density py = 1024kg/m®. Volume and surface
integrals that appear in the weak forms above are calculated using Gaussian quadrature. Namely,
we use ng = py + 1 quadrature points to integrate the velocity mass-matrix inertial terms, the
advection and diffusion terms, the velocity divergence terms, as well as the body forcing term. We
use ng = pp + 1 quadrature points to integrate the Laplace operator occurring in the pressure
correction equation. Aliasing effects arising due to the nonlinearity of the advection term are often
treated by over-integration using nq = |3p, /2] quadrature points for both the volume and surface
integrals related to the advection term. In the subsequent test cases, we have found this over-
integration to be unnecessary. We use n, = p, + 1 quadrature points to integrate all dimension
d — 1 integrals arising as a result of the discretization of the free-surface, and all depth-integrations
as detailed in §3.4.2 of the non-hydrostatic density perturbation are computed with ny = p, +4
quadrature to limit depth integration error.
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The linear systems of equations that arise as a result of the spatial discretization are solved using
Krylov subspace iterative methods—in particular, the conjugate gradient (CG) method and the
biconjugate gradient stabilized method (BiCGSTAB). Unless otherwise stated, the linear systems
are solved without preconditioning and to a relative tolerance of 107!,

Our code is implemented in C++ and makes use of the finite-element library deal.II [10, 9] as
well as the scientific computing libraries NumPy and SciPy. We use the template meta-programming
paradigm to write performant, dimension-independent code.

3.5.1.1 CFL condition

Due to the explicit time integration of the advection operator, the time step size At is restricted
according to the Courant—Friedrichs-Lewy (CFL) condition

hmin CI‘

At < =——"7"7——
pir?ier,u ||umax|| ’

where Ay, is the minimum representative element length scale, Cr is the empirically determined
Courant number, and porder,, i the polynomial order of the discrete velocity space. This is a
global bound on the local condition that the resolution must be such that the physical domain of
dependence is captured by the discretization.

The effective spatial discretization length scale A,/ p(l)flenu suggests the dependence of the time
step restriction on the polynomial degree of the finite element space. The exponent value of 1.5
was experimentally found to allow a constant Courant number over a wide range of polynomial
degrees for simulations of under-resolved turbulent flows in [78]. Additional discussion can be found
in [110, 93].

3.5.2 Spatial convergence: verification

The discrete derivative operators in DG-FEM schemes require care to ensure high-order convergence;
incorrect implementation of any term can prevent convergence to the true solution at the optimal
order [110]. Inspired by the method of manufactured solutions, to provide verification of the spatial
derivative operators and numerical fluxes in the momentum equation (3.1) and its discrete equivalent
(3.31), we choose the quantity T = (u,p’,n,p’) and analytically deduce the resultant forcing term
f which balances equation (3.42)

0y

I 1
—= -V (vV6,) = —Vp/—V-(u®u)+ngy77—p—/ ngyp’dz’—i—L—&——
0Jz

7 pof’ (3.42)

alt

and solve the discretized PDE for 6y, allowing measurement of the rate of convergence to the
analytical solution u. We take as manufactured solution

T = ((sin(msz) sin(mxy), cos(2mxe)), cos(2mxs) sinh(z1), 1 — e*‘”?, sin2(7ry)) (3.43)

on the domain © = [—1,1]? with mixed boundary conditions I'p = 9Q N {x: 21 < 22} and 'y =
00\ T'p with values deduced from the analytical solution and domain geometry.

Results of the spatial convergence test are shown in Figure 3-3 for the primal unknown wu; at
polynomial orders in the range porder = 1,...,6. For both the primal unknown u; and gradient gy,
(not shown), optimal porder + 1 convergence rates in the L?-error norm are observed at all polynomial
degrees, verifying the spatial discretization and its implementation. We use the same procedure to
similarly verify the spatial discretizations in equations (3.34), (3.38), and (3.24).

3.5.3 Validation: linear gravity waves

We verify the nonhydrostatic model using results from gravity-wave theory. We model both liquid-
surface gravity waves occurring in a free-surface seiche §3.5.3.1 and internal wave behavior occurring
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Figure 3-3: Convergence study: spatial errors in the primal unknown [[u — w2 for the test

case in equation (3.43) at different polynomial orders p, compared against optimal p + 1 rates of
convergence.

top bottom sides
U T'n T'n I'p
w Ty I'p I'ny
577 - - FN
5])/ PD FN FN
0 'y I'n I'n

Table 3.1: Boundary condition specifications for the gravity wave test cases. All boundary conditions
are homogeneous.

in a continuously-stratified internal seiche §3.5.3.2.

For each test case, we consider the enclosed, flat-bottomed domain Q = [0, L] x [—H, 0] of length
L and depth H shown in Fig. 3-4. Both the free-surface and continuously-stratified seiche exhibit
the formation of a standing wave at the free-surface and the density interface, respectively. Each
standing wave is characterized by a fundamental wavelength \,, = 2L with corresponding wave
number k = 27/, as well as an initial amplitude a and frequency w. The degree of nonhydrostasy
is described by the domain aspect ratio L/H; the hydrostatic shallow-water limit is obtained as
L/H — oo and the nonhydrostatic deep-water limit is obtained as L/H — 0.

For both the free-surface waves and internal waves (as measured by the center of the pycnocline),
we compare the numerical dispersion behavior to the dispersion relations predicted by linear gravity
wave theory [138, 252]. We refer to the theoretical nonhydrostatic and hydrostatic wave speeds as
cyg and cg, respectively. The wave speeds predicted by the model are determined by measuring
the numerical period of oscillation T}, defined as the elapsed time between the initial condition and
the subsequent peak wave amplitude at the z = 0 domain boundary. The corresponding numerical
wave speed is then computed using the general periodic relation ¢ = w/k = 27 /(kT).

We take care to choose model parameters and initial conditions such that the linear wave theory
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to which we compare our model is valid; namely, that the initial wave amplitudes are small in relation
to the domain depth (a < H) and that the numerical viscosity is small in order to model inviscid
flow. The numerical experiments are run without Coriolis forcing, F.,. = 0.

z n(x, t)

LX t z=0

Q= [X[_,XR] X [—H, O]

XL XR

Figure 3-4: Computational domain for the nonhydrostatic gravity wave test cases.

The boundary condition types for each partial differential equation for the projection scheme de-
tailed in §3.3 are given in Table 3.1, and are the same for the free-surface seiche and internal seiche
test cases. All boundary condition values are homogeneous, and, taken together, physically repre-
sent a free-slip condition for the tangential velocity on the sides and bottom of the computational
domain. The zero-gradient boundary condition on the top of the computational domain allows for
communication between the one-dimensional free-surface grid and the domain-interior velocity field.

All gravity wave simulations are discretized on a numerical grid consisting of polynomial order
p = 3 quadrilateral elements, N, = 15 and N, = 15 elements in the horizontal and vertical,
respectively. We remark that this is an exceptionally coarse mesh and is meant to illustrate the
capability of high-order models.

3.5.3.1 Free-surface seiche

In this test case, the fluid density is constant and the free-surface is initially perturbed from equi-
librium according to the initial wave n(z,t = 0) = a cos(kx) with amplitude a. The resulting flow is
driven by the action of gravity on the initial surface wave.

The analytical behavior of the free-surface is given by n = a cos(kx) cos(wt), with the correspond-
ing analytical solutions for the horizontal and vertical velocities

k coshk(z+ H) ) _ k sinh k(z + H)
w  cosh(kH) sin(kz) sin(wt), YT cosh(kH)

u=ag cos(kx) sin(wt),

approach the hydrostatic solution
u = ag— sin(kx) sin(wt), v = —ag— cos(kz) sin(wt),
w w

in the shallow-water limit. With constant density, the analytical wave speed of a free-surface wave

is given by
c=4/ % tanh(kH), (3.44)

resulting in wave speeds of c¢ng = +/gH in the hydrostatic limit and c,ps = 4/¢/k in the nonhydro-
static limit.

We initialize the numerical model with the free-surface perturbation n(t = 0) = acos(kx), with
seiche amplitude ¢ = 0.01 m, on a domain with depth H = 1. To mimic the inviscid assumption in
linear gravity wave theory, we run our model with a kinematic diffusivity of v, = v, = 107% Pa-s.
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0.2 Free-surface, t=0 density perturbation g’
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(a) Initial conditions for the free-surface se-  (b) Initial conditions for density perturba-

iche (density p’ constant). To illustrate the  tion p’ for the continuously stratified inter-
shape of the free surface, only the top of the  nal seiche test case in §3.5.3.2 (free-surface
domain is shown. n(x, to) = 0.

Figure 3-5: Initial conditions for the gravity wave test cases.

The background density is taken to be py = 1000 kg m~2 without density perturbation (p’(zx,t) = 0).
For the temporal discretization, we use a simple first-order backward Euler scheme with a constant
time step At = 0.005. We run the model for two seiche periods, ty,.x = 27", where the period T is
computed from the analytical solution.

In Fig. 3-6, we compare the normalized velocity profiles of the numerical model along the vertical
slice x = L/10 to that of the theoretical solution at time t = T'/4 on a domain with equal aspect
ratio, H/L = 1 so that the analytical behavior is strongly nonhydrostatic. Both the horizontal and
vertical velocity profiles show excellent agreement with the theoretical solutions over the domain.
As expected, the most significant physical difference between the hydrostatic and nonhydrostatic
velocity profiles is the depth-variation of the horizontal velocity; the hydrostatic horizontal velocity
profile does not vary with depth, in contrast to the nonhydrostatic profile, which decays rapidly
from its maximum value at the free-surface.*

Fig. 3-6 depicts the same comparison of normalized velocity profiles, but on a domain with
depth H =1 and length L = 9.8 m. Once again, the numerical solution shows agreement with the
nonhydrostatic solution, but the differences between the hydrostatic and nonhydrostatic velocity
profiles are less apparent, as, physically, the numerical experiment begins to approach the shallow-
water limit.

To further verify the model, we vary the degree of nonhydrostasy by fixing the domain height
at H = 1 m and changing the length L of the domain. Figure 3-7 compares the numerical wave
speed to that of the analytical wave speed predicted by hydrostatic and nonhydrostatic theory as a
function of the domain aspect ratio. The numerical predictions agree with the relationships given
in equation (3.44), which indicates that the model achieves the correct dispersive behavior. As
the domain aspect ratio L/H shrinks, nonhydrostatic effects become important and the wave speed
deviates from the hydrostatic solution, which drastically over-predicts the true wave speed. However,
as the domain length L increases relative to the depth H, the hydrostatic approximation becomes
valid and the nonhydrostatic and hydrostatic solutions are similar, which is also captured by the
model. On the whole, these diverse test cases provide extensive verification for the numerical solver.
They encompass a broad spectrum of both hydrostatic and nonhydrostatic physics, which provides
a comprehensive overview of the solver’s capabilities and performance.

All numerical simulations show excellent agreement with the nonhydrostatic theory, as well as
convergence to the expected hydrostatic behavior in the shallow-water limit.
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Figure 3-6: Numerical velocities uj, and their comparison to nonhydrostatic and hydrostatic theory
along a vertical slice located at x = L/10 at time ¢t = T'/4 for different simulations with domains
Q= (0,L) x (—1,0) with domain lengths of L = 1m (left) and L = 9.8m (right).
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3.5.3.2 Continuously-stratified internal seiche

In this case, we compute the oscillations of a nonhydrostatic internal seiche to highlight fundamental
aspects of nonhydrostatic physics that must be captured in simulations of internal waves. This
test case illustrates the coupling of the density perturbation p’ as well as the free-surface to the

nonhydrostatic pressure.
The initial density perturbation is given by

-1
P = % [1 — tanh (m?o‘(z +H/2 - g))}
p

where ¢, represents the pyclocline thickness, s = 0.99 [252], and Ap represents the top-bottom
density difference. The interface is characterized by an initial wave £ = a; cos(kz) with amplitude

Qj.
The internal wave for a continuously-stratified internal seiche with interface thickness d,, obeys

a modified dispersion relation [252, 138]

g kHY
c= \/Qk tanh( 5 > fi(kdp)
where f;(ké,) accounts for effects due to the interface thickness; from (Thorpe, 1968), this function

is given to first order as f;(kd,) = (1 + kd,/2)~'. The initial configuration is shown in Fig. 3-5b,
and the free surface is initialized as n(z,t =0) = 0.
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Figure 3-7: The normalized numerical free-surface wave speed (left) and internal wave speed (right)
for different nonhydrostatic free-surface seiche simulations run on domains with varying aspect ratio
L/H, as compared to the analytical predictions of free-surface wave speed given by nonhydrostatic

and hydrostatic theory.

As above, we vary the degree of nonhydrostasy by fixing the domain height at H = 1 m and
changing the length L of the domain. Figure 3-7 compares the numerical wave speed to that of
the analytical wave speed predicted by hydrostatic and nonhydrostatic theory as a function of the
domain aspect ratio. The numerical predictions agree with the relationships given in equation
(3.44), which indicates that the model achieves the correct dispersive behavior. As the domain
aspect ratio L/H shrinks, nonhydrostatic effects become important and the wave speed deviates
from the hydrostatic solution, which drastically over-predicts the true wave speed. However, as the
domain length L increases relative to the depth H, the hydrostatic approximation becomes valid
and the nonhydrostatic and hydrostatic solutions are similar, which is also captured by the model.
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3.5.4 Idealized formation of Rayleigh-Taylor instabilities

As we are interested in nonhydrostatic mixed-layer instabilities, we consider an idealized two-
dimensional test where heavier water is advected over lighter water by wind forcing, leading to
instabilities. One specific type of gravity-driven instability seen at interfaces between fluids of dif-
ferent densities are referred to as Rayleigh-Taylor (RT) instabilities. These instabilities are observed
in processes that span a wide range of length scales ranging from supernova explosions [219] to
turbulent mixing [27, 263]. RT instabilities have garnered a lot of attention over the years and there
have been many investigations into the linear stability analysis [137, 265], nonlinear [65] stability
analysis and RT instabilities in the context of ocean dynamics [57, 60, 198, 248]. The instabilities
can be explained in terms of a out-of-the-plane vorticity Specifically, in an ocean context, this is
commonly referred to as the creation of a baroclinic torque.

These gravity driven instabilities represent an idealized analogue to the results seen in §3.6.3
and §3.6.4, where at various points in the model nested runs in the Alboran sea, heavier water
is advected over lighter water, resulting in the formation of mixed-layer instabilities. While the
instabilities occurring in the mixed layer are much more complicated than these idealized test cases
[172, 174], these simulations can both be used in parameter studies, as well as a benchmark for
hydrostatic-nonhydrostatic multi-model implementations [228]. In this case we consider a domain

u(x =0,t) =50%x cm/s

p =01
p'(x,t=0)=0 H=50 m
pPr=0 L,
xL =0 xg = 30 km

Figure 3-8: Domain setup for idealized RTI simulations conducted in §3.5.4.The schematic is not
to-scale; a to-scale representation of the domain is shown directly underneath.

of Q = [0,30km] x [—50m, 0], simulating a 2D cross-sectional slice of the mixed layer. Figure 3-8
illustrates the setup of the domain, including a to-scale comparison. The boundary conditions for
the nonhydrostatic HDG model are given in Table 3.2.

top bottom inflow ouflow
U 'y T'n I'p I'y
w 'y T'p I'p I'y
(5’[7 - - FN FN
(5p’ FD FN FN FN
r I'n I'n I'n I'y

Table 3.2: HDG NHS model boundary condition specifications used for the idealized mixed-layer
RTT instability simulations.

3.5.4.1 Verification with a finite-volume model

To perform additional validation of the model described in this paper, we compare the results to
that of a legacy finite volume incompressible Navier—Stokes code. Specifically, we use a MATLAB
code (the 2.29 finite volume MATLAB framework) for solving the incompressible Navier—Stokes
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equations with Boussinesq approximation for buoyancy [245]. The solver is based on several projec-
tion methods; for a review, we refer the reader to [94, 95, 96]. The run parameters and boundary
conditions are chosen to be as close as possible, with only the run resolutions substantially differing.
Both models use a time step size of At = 100 seconds and run for a simulation time of 4 days. We
use the momentum and tracer diffusivity tensors

_ (100 0 100 0
Vmom =\ o o08)’  Pmacer\ o 0.004)°

where all units are expressed in m?/s. Additional run parameters, including resolution and poly-
nomial order are summarized in Table 3.3. We remark that due to the underlying nature of the
governing equations, both models are considered nonhydrostatic.

HDG FV units
N,,N, (25,10) (540, 25)
Vg 1-10? 1-102 m?/s
v, 81073 81073 m?/s
At 100 100 S
order 4 2

Table 3.3: HDG NHS and 2.29 FV model parameters used for the idealized mixed-layer RTT insta-
bility simulations.

HDG Simulation - t =6.0hr FV Simulation - t = 6.0hr
0
5 9.2¢-01 9.2e-01
5 -1 8.1e-01710 8.1e-01
2 7.1e01 7.1e-01
S 20 6.16-01-20 6.1e-01
g 5.1e-01 5.1e-01
o 3 4.1e-01_3q 4.1e-01
Fq 3.1e-01 3.1e-01
[%] | |
2 .0 2.0e 01, 2.0e-01
3 1.0e-01 1.0e-01
so 0.0e+00 0.0e4+00
4] 5000 10000 15000 20000 25000 30000 5000 10000 15000 20000 25000
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Figure 3-9: Comparison between the high-order nonhydrostatic model (left) and the MSEAS FV229
incompressible Navier—Stokes with Boussinesq approximation.

In our experiment, we operated the high-order nonhydrostatic solver at a significantly coarser res-
olution compared to that of the finite volume code. Interestingly, despite this considerable difference
in resolution, the results produced by the two methods were almost indistinguishable. The results of
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Figure 3-10: Comparison between the high-order nonhydrostatic model (left) and the MSEAS FV229
incompressible Navier—Stokes with Boussinesq approximation.

the two simulations can be seen at time ¢ = 6 hours in Figure 3-9 and at time ¢ = 12 hours in 3-10,
and show excellent agreement between the finite volume model and our nonhydrostatic HDG model.
This outcome is promising, given the disparity in resolution levels, and showcases the high-order
nonhydrostatic solver’s capacity to deliver accurate results even under less refined conditions. This
observation lends credence to the assertion that high-order methods often yield better accuracy for
the same computational cost as was argued in §1.

In summary, we conducted an investigation of the formation of RTT instabilities, comparing the
results of our model against that of a second-order-in-time finite volume model with a different
numerical scheme and boundary condition representation. We nonetheless see excellent agreement
between the two models, lending credence to the high-order model’s spatial and temporal discretiza-
tions, and its nonhydrostatic predictive capabilities in the case of mixed layer instabilities.
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3.6 Model nesting and initialization from primitive equation
data

Hydrostatic models, while incapable of resolving instabilities which are reliant on the vertical mo-
mentum equation, such as the Kelvin-Helmholtz billows in the lock exchange problem [101, 243], can
capture large-scale features of the flow such as bore speeds and interface thicknesses. In what follows,
we corroborate this assertion with numerical experiments conducted by nesting the high-order non-
hydrostatic ocean model described in this chapter within the MSEAS-PE hydrostatic model [107].
We extend this approach to real ocean data simulated from the CALYPSO experiment described in
§3.6.2.

Some of the algorithmic implementation details of our model nesting approach is specific to
MSEAS, but the approach and schemes are general and applicable to other modeling systems.

3.6.1 Notation

To refer to the different field variables present in the different models, we will use the following
notation. As elsewhere in the paper, for a generic field variable ¢ we will use bolding to distinguish
between scalar-valued and vector-valued quantities as ¢ and ¢, respectively. Simulation fields ¢ from
the hydrostatic MSEAS PE model will be referred to as ¢pg. Simulation fields generated from the
high-order HDG model will be denoted using ¢yus and ¢nus to refer to output from the hydrostatic
and non-hydrostatic models, respectively.

3.6.1.1 Boundary conditions and model initialization

Nesting ocean models governed by different physics and mathematical models, and which use differ-
ent numerical schemes presents a range of challenges.

Physical inconsistencies and boundary conditions. When one model (the smaller, or
“child” model) is nested within another (the larger, or “parent” model), there needs to be a mecha-
nism for passing information between the two at the shared boundary. This exchange can be difficult
to manage when the models are based on different sets of equations, as they may have different vari-
ables or use the same variables in different ways. This is the case with communication between
hydrostatic and nonhydrostatic models; the domain boundaries of the non-hydrostatic model are
initialized with no notion of nonhydrostatic pressure p’; however, this is dynamically incorrect.
These inconsistencies can cause problems when the models are nested, as it may not be clear how to
translate the results of one model into terms the other model can understand. Inaccurate or poorly
managed boundary conditions can lead to artifacts or instabilities in the model outputs.

Resolution mismatch. If the models have very different resolutions, it can be challenging to
accurately communicate information between them. The finer-scale model might capture small-scale
processes that the coarser model misses, but these can be difficult to incorporate into the coarser
model in a meaningful way. Conversely, the coarser model may smooth over or average out features
that are important at the finer scale.

Discontinuous Galerkin methods are an excellent candidate method to address these difficulties.
Their flexibility stems from the fact that they allow for discontinuities at element boundaries. On
one hand, the discontinuous representation of the solution is well-suited complex geometries and
different types of boundary conditions, making them ideal for multi-model communications. On the
other hand, the discontinuous nature of the polynomial spaces provides an inherent stabilizing effect,
where discontinuities between elements allow for steep gradients in the numerical solution. Informally
speaking, the jumps in the numerical solution act as dampening that stabilizes the DG method
when the problem physics can not be well approximated [39], a feature which affords DG-FEM
methods increased stability without degrading the accuracy of the solution [39, 45]. DG methods
are known for their stability properties, even in the case of complex or irregular domains. This
stability makes them a reliable choice for model coupling where instability could lead to significant
errors or numerical artifacts. Together, these advantages have made DG-FEM methods exceptionally
popular for modeling shocks and crack propagation, and render DG methods an attractive option for
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model nesting. The discontinuous approximation spaces allow for seamless transfer of data between
different resolutions, and the stabilization properties allow for robust and accurate modeling of
physics at the boundaries between two different models, addressing both difficulties above.
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Figure 3-11: Horizontal velocities at the boundaries of the nested models at time step k = 1 (left)
and k£ = 10 (right).

To validate these assertions, we plot the velocity field unps along the boundary of the domain
for the 2D simulation described at length in §3.6.3, as well as the PE data upg that the model takes
as boundary conditions. The two panels in Figure 3-11 show quantities relating to the u-component
of the total velocity: the predictor velocity unxps and the stage-final velocity unxpns, as well as the
boundary data upg at both the first time step and time step number £ = 10. It is clear that
there are differences between the nonhydrostatic model velocities and the boundary condition upg,
despite upg representing the Dirichlet boundary value upg = gp in (3.12). The stage-final velocity
ungs need not agree with the boundary condition on the velocity predictor unps as a consequence
of the projection method. However, the fact that the velocity predictor unys does not agree with
the boundary condition value is a consequence specific to the HDG methodology. Unlike other
DG schemes, boundary conditions are not applied on the solution degrees of freedom directly, but
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Figure 3-12: Vertical velocities at the boundaries of the nested models at time step k = 1 (left) and
k =10 (right).

rather, on the trace quantity w. Like all HDG primal unknowns, the actual predictor velocity @
is reconstructed by solving a local-problem independently on each element using the HDG flux u
as boundary conditions; for details see [191, 193] and references therein. Therefore, the predictor
velocity on the boundary is not obligated to agree exactly with the boundary condition wpg, but
is a compromise between the underlying PDE, as represented by the element-local system, and the
boundary condition. This is a attractive feature in the context of model nesting, as it allows the
two different sets of physics to equalize through weak imposition of the boundary conditions. By
time ¢ = 10, the differences are substantially smaller as the two different models have balanced
dynamically, and the boundary conditions are well-represented by the high-order nonhydrostatic
model.

A similar result can be seen in the vertical velocity; by the tenth time step, the oscillations and
disagreements with the PE-supplied boundary data are very small on the top and bottom boundary.
On the sides of the domain, the HDG solution is not in close agreement with the PE boundary
condition. This is a consequence of the extreme difference in scales between the horizontal and the
vertical, making the numerical solution very sensitive to the vertical velocity at the boundary—the
difference between the two is a direct numerical representation of the dynamic balance between the
models.

In summary, the relaxation of the numerical solution from the boundary conditions specified by
a different model is beneficial from both a stability and a modeling perspective, rendering both the
discontinuous representation of the solution and the HDG-specific imposition of boundary conditions
advantageous numerical features in the context of compatibility between nested models governed by
different PDEs.

3.6.2 CALYPSO Alboran Sea Experiment 2019

The Coherent Lagrangian Pathways from the Surface Ocean to Interior (CALYPSO) initiative ad-
dresses the challenge of identifying and quantifying three-dimensional, time-dependent transport
pathways of water parcels and particles from the surface ocean to the interior, a process known
as subduction. The project focuses on the southwest Mediterranean Sea region, depicted in the
black shaded region in Figure 3-13. The approach taken by this project to tackle this challenge
is to combine in situ observations (using state-of-the-art observation technologies) with the lat-
est modeling and analysis tools. These observations were collected during several real-time sea
experiments, including one taking place in the Alboran Sea (in the southwestern Mediterranean
Sea) during the late winter of 2019 (March 28 to April 11); see modeling regions, Figure 3-13.
While this experiment occurred, real-time, high-resolution, deterministic Eulerian simulations were
completed using the MIT Multidisciplinary Simulation, Estimation, and Assimilation System prim-
itive equation (MSEAS-PE) modeling system [107, 105]. At its core, MSEAS-PE is a solver of
governing fluid and ocean dynamics equations. It is part of an extensive modeling system for hydro-
static primitive-equation dynamics with a nonlinear free surface, based on second-order structured
finite volumes [107]. It is used to study and quantify tidal-to-mesoscale processes over regional
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domains with complex geometries and varied interactions. Among its many subsystems are: ini-
tialization schemes [105], nested data-assimilative tidal prediction and inversion [169]; subgrid-scale
models [145, 146]; and advanced data assimilation [143, 144, 149, 147]. MSEAS has been vali-
dated for fundamental research and for realistic simulations in varied regions of the world’s ocean
[164, 199, 104, 89, 215, 154, 52, 151, 155, 235, 135, 97, 157, 116]. It has many applications include
monitoring [152], real-time acoustic prediction and data assimilation [259, 142, 68, 3, 4], ecosystem
prediction and environmental management [22, 55], and interactive visualization schemes [6, 5, 90].

Figure 3-13: Modeling domain for model nested runs in the Alboran Sea§3.6.3, showing the MSEAS-
PE domain (shaded, black), and the HDG NHS nested modeling domain (blue) in 2D (center slice)
and 3D (box).

During the 2019 experiment period in the Alboran Sea, two gales and several minor events
occurred. A gale, with wind stress in excess of 0.5 N - m~2, began on March 26, with the prevailing
winds directed toward the west-southwest. Between March 27 and March 31, the winds slackened,
but remained directed west-southwest. From March 31 to April 5, winds were light and variable,
but reversed direction. A second gale occurred from April 5 to April 7. Following this gale, the
winds gradually weakened, especially after April 11, but remained directed east. The presence
or absence of significant wind stress was seen to be strongly correlated with both the subduction
processes observed and with the development of submesoscale ripples in the 2 m vorticity forecasted
by the MSEAS-PE model. Such ripples, located near the coast at right angles to the prevailing
wind direction (consistent with Ekman transport), are hypothesized to arise from the interaction
of seawater masses of differing densities forced by wind and/or currents. However, the underlying
(hydrostatic and non-hydrostatic) dynamical mechanisms are not yet well understood. Thus, we aim
in this section to use our high-resolution, non-hydrostatic HDG solver to simulate these submesoscale
non-hydrostatic dynamic effects (such as Rayleigh-Taylor instabilities) not resolved by the MSEAS-
PE model during and just after these strong wind events.

The 27-day MSEAS-PE model output used for ICs and BCs to the non-hydrostatic HDG model
was based on the following setup. The Alboran Sea modeling domain (Figure 3-13), a 480 x 773 grid
spanning approximately 267 km by 430 km, had a horizontal resolution of 1/200° (557 m) and 70
vertical levels with optimized level depths. The momentum and tracer diffusivity parameters were
vy = 100 m? -s71, v, = 0.008 m?-s7!, Kk, = 100 m?-s7!, and x, = 0.004 m? - s~ !, the vertical
values applicable to the mixed layer only. The time step size was 100 s, with hourly output.

3.6.3 Two-dimensional nested model comparisons

For our first set of nested model numerical experiments, we consider a 2D nonhydrostatic domain
30 km wide and 100m deep, stretching along a slice in the Alboran sea shown in Figure 3-13. The
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nonhydrostatic HDG model uses as initial conditions and boundary conditions the MSEAS-PE model
output over the slice.

The simulation begins on March 31, 2019 at 15:00:00Z, corresponding to the “simulation time”
t = 0, and are run for a five-day period, ending on April 5, 2019 at 15:00:00Z. We discretize the
domain with 300 elements in the horizontal and 30 elements in the vertical, using polynomial degree
Porder = 3 for all finite element fields and we use a constant time step of At = 25 seconds to respect
the CFL condition as computed in §3.5.1.1. We use a horizontal diffusivity v, = 30m/s? and a
vertical diffusivity of v, = 0.008 m/s? for both the momentum and the tracer equations.

Figure 3-14 shows a comparison between the two model outputs over the same two-dimensional
slice, with the same effective resolution during the weather event beginning on April 5. Both the
density perturbation p’ and the velocity field u show substantial departures from the hydrostatic
prediction. While the hydrostatic velocity upg includes excitation due to the weather event, the
degree and scales of overturning are substantially understated as compared to that predicted by the
nonhydrostatic model. Another prominent difference can be seen in the vertical component w of the
hydrostatic and nonhydrostatic vertical velocities. The hydrostatic velocity wpg is more columnar in
nature as a consequence of the lack of the nonhydrostatic component of the pressure p’. By contrast
wn s is characterized by less columnar striations over the domain, which contribute strongly to the
RTI-like instabilities that develop in the density perturbation field p/pg.

We can see the effects of the nonhydrostatic instabilities more clearly in derived quantities. The
squared Brunt-Viisild (or buoyancy) frequency N? is a well-known measure of the stability of a
fluid, defined as

N2— 900 (3.45)

po 0z

which describes the oscillation frequency of a parcel of water with density py displaced from equi-
librium in a stratified background density p. With z defined as positive upward, a negative value of
N? corresponds to locally statically unstable seawater, where higher density water resides on top of
lower density seawater. In Figure 3-15b, we plot the scaled buoyancy frequency 9p’/0z = —poN?/g
to indicate regions of local dynamic instability for both models. The nonhydrostatic density gradient
indicates the presence of larger and more spatially variable instabilities over the entire domain. The

planar vorticity
V Xu= 8710 — % 7
“\or 92)Y

for both models is shown in Figure 3-15a and indicates the presence of strong overturning in both
the top and bottom of the domain for the nonhydrostatic model.

In analyzing the outputs of the two models, it is evident that nonhydrostatic dynamics play a
critical role in the simulation results. Yet, despite these differences, there is remarkable alignment
between the timescales and length scales produced by each model. This suggests that both models
successfully capture the essential dynamics and spatial-temporal structures, thereby demonstrating
their robustness and reliability. Moreover, the exceptional level of agreement that exists between
the two models both before and after the weather event further lends credence to this assertion. The
MSEAS PE model and non-hydrostatic HDG model demonstrate strong synchronicity and consis-
tency outside the event window, establishing their credibility as useful tools in ocean forecasting.
Consequently, these similarities corroborate the fact that both models, though divergent in their
approach to nonhydrostatic dynamics, nonetheless provide accurate and reliable predictions for the
given weather event.

3.6.4 Three-dimensional model comparisons

The same procedure used for initializing and nesting the HDG model within the larger PE model
can be readily applied to 3D simulations. We do so here, instantiating both models with a domain
enclosing the slice shown in §3.6.2. The 3D nonhydrostatic model is initialized using the MSEAS
PE model for initial and boundary conditions over the run duration, beginning on March 26**, 2019,
15:00:00Z. The nested HDG model was run for a simulation duration of three days as part of a
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Figure 3-14: Comparison between the high-order nonhydrostatic model (left) initialized from prim-
itive equation (PE) data and the hydrostatic primitive equation model (right) during the Alboran

Sea weather event on April 5.
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Figure 3-15: Comparisons between the high-order nonhydrostatic model initialized from PE data
and the hydrostatic PE model during the Alboran Sea weather event on April 5 at simulation time
t = 89.2 hours, shown for planar vorticity (left) and vertical density gradient dp’/dz (right).
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project reanalysis.

The simulation begins on March 26, 2019 at 15:00:00Z, corresponding to the “simulation time”
t = 0, and is run for a four-day period, ending on March 30, 2019 at 15:00:00Z, capturing the first
weather event. We focus on the simulating the instabilities that develop during the first gale and
immediately afterward. We discretize the domain with 50 elements in each horizontal direction and
15 elements in the vertical, using polynomial degree porqer = 3 for all finite element fields. We use
a constant time step of At = 50 seconds to respect the CFL condition as computed in §3.5.1.1. We
use a horizontal diffusivity v, = 100m/s? and a vertical diffusivity of v, = 0.008 m/s? for both the
momentum and the tracer equations, to match the MSEAS-PE model.

Simulation results for the density perturbation field p’ are shown for two separate times in Figure
3-16. The first visualization corresponds to a time close to the start of the simulation, where the
wind-cooled, heavier water from the Mediterranean Sea is advected over lighter water from the
Atlantic, forming an overhang clearly visible in the density perturbation. The second visualization
corresponds to a time close to the end of the simulation, showing internal waves advected into the
nonhydrostatic domain.

Density Perturbation ', [kg/m? ] Density Perturbation ', [kg/m® |
18e+002 22 24 26 28 3 32  3.6e+00 18e+002 22 24 26 28 3 32  3.6e+00
e —— S
(a) Simulation time 0.55 days. (b) Simulation time 2.9 days.

Figure 3-16: Density perturbation fields for the MSEAS-PE-nested nonhydrostatic HDG model
visualized in terms of iso-surfaces of p’ with volumetric coloring at different simulation times. The
right panel shows heavier water in the process of being advected over lighter water, leading to
unstable stratification. The left panel shows waves that form due the mixed-layer instabilities.

Focusing on simulation times around the first visualization depicting the wind-driven unstable
stratification (Figure 3-16a), we attempt to analyze the nonhydrostatic dynamics that arise under
these conditions. We remark that the wind-forcing is not implemented in the HDG model directly,
but rather, is indirectly communicated through the velocity forcing at the top of the domain due to
the MSEAS-PE model.

Figure 3-17 through Figure 3-19 are a set, corresponding to the same time steps of the HDG
nonhydrostatic simulation (left to right, top to bottom). These times are tabulated by sub-figure
number in Table 3.4. Each sub-figure in Figure 3-18 depicts a clipped plot of the interior density
perturbation p’ between the 2.4 kg/m3 and 2.5 kg/m3 isopycnals. Figure 3-18 depicts slices of
vertical velocity at 25 meter and 50 meter depths in the mixed layer, whereas Figure 3-19 solely
depicts the vertical velocity at a depth of 50 meters to complement the plots in Figure 3-18. This
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Sub-figure Time step

Time [s]

Time [days]

Date/Time

420
576
792
1044
1576
1840

DO W~

0

21000
28800
39600
52200
78800
92000

0.0

0.243
0.333
0.458
0.604
0.912
1.065

2019-03-26 15:00:00Z
2019-03-26 20:50:00Z
2019-03-26 23:00:00Z
2019-03-27 02:00:00Z
2019-03-27 05:30:00Z
2019-03-27 12:53:20Z
2019-03-27 16:33:20Z

Table 3.4: Simulation times corresponding to the sub-figures in Figure 3-17 through Figure 3-19.
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Figure 3-17: Density perturbation field p’ taking values in the range [0.24, 0.25] at time the steps
tabulated in Table 3.4 (left-to-right, top-to-bottom), depicting the wind advection of heavier water
over lighter water, the formation of instabilities accompanied by stronger vertical velocities, and
re-establishment of stable stratification.
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standalone portrayal allows for an unobstructed comparison with the other figures, providing an
opportunity to examine the attributes present at this specific depth. To provide additional context,
the sub plots of Figure 3-20 show slices of the entire range of the density perturbation, covering the
range between the 1.6 kg/ m® and 2.7 kg/m3 isopycnals at the start of, and immediately after the
development of the unstable stratification. Similarly, Figure 3-21 and Figure 3-22 depict the vertical
velocities along the domain center-lines, and at depths of 33 and 67 meters, along with the p’ = 2.45
ke/ m® isopycnal, to provide a unified picture of the density perturbation and vertical motion.
Frontal instabilities in the MSEAS-PE code lead to the development of “feathering”, which can be
seen entering the nonhydrostatic model domain in sub-figures 2-3. These frontal instabilities result
in the development of the overhang, and the corresponding visualizations of the vertical velocity w
shown in Figure 3-18 illustrate the strong vertical velocities that emerge around the instabilities,
contributing to mixing and re-stratification. Figure 3-21, depicting the same time as sub-figure 3,
shows these vertical velocities along with the p’ = 2.45 kg/ m® isopycnal, which also displays the
development of overhang features. By 2019-03-27 05:30:00Z, shown in sub-figure 4, vertical stability
has been re-attained, and the feathering has been consolidated into an outcropping. In sub-figure
5, at 2019-03-27 12:53:207Z, a parcel of denser water is advected into the domain and is quickly
subducted into the interior of the domain, which is visible in the strong downward vertical velocities
which arise close to the instability, visible in Figure 3-18.  Sub-figure 6 shows that by 2019-03-27
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Figure 3-18: Vertical velocity w slice, shown at 25 meter and 50 meter depths, corresponding to the
sub-figures in Figure 3-17, at the times in Table 3.4

16:33:20Z, the entire clipped region is stably stratified once again. However, Figure 3-22 which
depicts the same time, shows the presence of vertical striations that develop immediately after the
subduction event. These instabilities are reminiscent of the 2D slice simulation. The cause of, and
implications of these striations are not yet fully understood, and constitute the subject of ongoing
research.

In summary, as we observe the unstably stratified region being advected into the domain, there is
a noticeable emergence of strong motions in the vertical direction. However, these vertical motions
do not cease once the stratification regains stability. While less pronounced, these movements persist
even in a more stable environment, demonstrating the lasting impact of the initial advection and the
resulting instabilities on the domain. The striations in the vertical velocities, such as those visible
in Figure 3-22, show additional instability as compared to the hydrostatic PE model, but exhibit
similar length and time scales overall. Overall, the high-order nonhydrostatic model was able to
capture a wide-range of nonhydrostatic behaviors in the modeling domain, providing comparisons to
the corresponding hydrostatic simulation and allowing investigation of nonhydrostatic submesoscale
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Figure 3-19: Vertical velocity w slice, shown as slices at 50m depth.
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Figure 3-20: Density perturbation at 2019-03-27 02:00:00Z (left) and 2019-03-27 07:56:40Z (right),
depicting the advection of denser water pulled over lighter water by wind-forcing in the right-hand
side of domain.
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Figure 3-21: Vertical velocity slice schematic with 2.45 kg/m® isopycnal overlaid, 2019-03-27
02:00:00Z.

Vertical Velocity w

-1.5e-03  -0.001 -0.0005 0 0.0005 0.001 1.5e-03
|

Figure 3-22: Vertical velocity slice schematic with 2.45 kg/m?® isopycnal overlaid, 2019-03-27
16:33:20Z.
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phenomena.

3.7 Conclusion

In this chapter we derived and implemented a novel high-order HDG-FEM nonhydrostatic and hy-
drostatic model based on the projection scheme originally proposed in [243]. To verify the spatial
and temporal convergence of the model, we verified that the model achieves optimal spatial and
temporal convergence using manufactured solutions. We additionally validated the results against
results from linear gravity wave theory, by running simulations of free surface seiches and internal
seiche test cases. We recovered the physically correct behavior for the interior fields and the free sur-
face over wide variety of domains, capturing both hydrostatic and nonhydrostatic behavior correctly
in all cases. To provide additional verification of the model, we compare it to a legacy finite volume
code which implements the incompressible Navier—Stokes equations with Boussinesq approximation
and find that our model shows excellent agreement with its predictions but at substantially reduced
cost, lending additional credence to the ability of the model to accurately capture nonhydrostatic
behavior using high-order methods.

Then we developed and implemented a model nesting approach, running our nonhydrostatic code
within the larger MSEAS-PE hydrostatic ocean model. We ran nested nonhydrostatic simulations
from realistic ocean data from the Alboran Sea in both 2D and 3D, and provided comparisons
between the hydrostatic and nonhydrostatic models in the mixed layer.

Future work will constitute additional hydrostatic/nonhydrostatic comparisons between the two
models in order to scientifically investigate the effect of nonhydrostatic dynamics on regional mesoscale
and submesoscale ocean processes.
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Chapter 4

Applications to Uncertainty
Quantification and Data
Assimilation
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4.1 Introduction

The importance of data assimilation (DA) and uncertainty quantification (UQ) in ocean modeling
cannot be overstated. Both these facets play a critical role in improving the accuracy, reliability, and
predictive capabilities of ocean models, which, in turn, have profound implications for understanding
our planet’s climate systems, predicting weather patterns, and managing marine resources.

Data assimilation, at its core, is a method of integrating observations and model simulations in
order to improve the initial conditions and parameters of a model. In the context of ocean modeling,
this implies combining real-time observational data from sources like buoys, satellites, and ship-based
instruments with computational models. By doing so, data assimilation enhances the accuracy of the
ocean models by correcting biases and errors, providing a more detailed and precise representation
of oceanic conditions. This, in turn, significantly improves our ability to predict future oceanic
behaviors, which is essential for a range of applications from weather forecasting to naval operations.
Uncertainty quantification, on the other hand, is a process that acknowledges and evaluates the
inherent uncertainties present in any modeling endeavor. No model is a perfect representation of
reality; all models are simplifications that introduce some degree of uncertainty. In ocean modeling,
uncertainties can arise from multiple sources including the observational data, model parameters,
or the model structure itself. Uncertainty quantification provides a systematic approach to assess
these uncertainties, which can then be used to evaluate the confidence in the model predictions. By
providing an estimate of the reliability of model outputs, uncertainty quantification helps to guide
decision-making processes in areas as diverse as climate change mitigation, oceanographic research,
and marine resource management.

In this chapter, while we don’t introduce any new methodologies, we take a deep dive into ad-
dressing the intricacies involved in adapting data assimilation and statistical inference approaches for
use with high-order discontinuous Galerkin finite element methods. The task of handling discontin-
uous data, particularly within the context of uncertainty quantification, presents distinct challenges
related to solution representation that require careful navigation.

We focus our attention on two canonical problems often encountered in the field of uncertainty
quantification: ensemble Kalman filtering, and the Bayesian inversion of a field representing un-
known, spatially-variable PDE coefficients. To implement solutions to these problems, we employ
the HDG finite element solvers developed in §2, demonstrating proof-of-concept viability of these
uncertainty quantification methods for use in nested models making use of real ocean simulation
data, as in §3.6. Furthermore, to the best of the author’s knowledge, this work represents the only
published approach that applies both UQ methods to HDG finite element solvers.

We address the problem of ensemble Kalman filtering in §4.2 by introducing a non-intrusive
method that aligns seamlessly with the matrix-free operations and elemental parallelism described
earlier in §2. This approach serves to effectively streamline the processing of ensemble Kalman
filtering without necessitating any disruptive alterations to the established finite element operations.
We show that such a procedure can be done robustly in the discontinuous space directly with good
results, performing an investigation similar to those in [205] but in 2D instead of 1D. For applications
of similar approaches to state estimation of tidal hydrodynamics in a DG-FEM context, see [238].

We address the problem of Bayesian inversion in §4.3, where we solve the inverse problem for
an unknown diffusivity field using a Bayesian approach to sample from the posterior distribution
directly by employing Markov Chain Monte Carlo (MCMC) methods [25]. While MCMC techniques
are generally regarded as the gold-standard of Bayesian inference [190], they are often very expensive
to carry out. In the context of solving the inverse problem associated with a stochastic partial dif-
ferential equation, the sampling process requires the numerical solution the PDE at every iteration.
In this regard, the rapid convergence of high-order HDG methods to smooth solutions as shown
in previous chapters is advantageous, as it allows for the solution of the PDE on relatively coarse
meshes, as we will demonstrate in §4.3.3. An additional computational challenge in any inference
problem, not only those involving PDEs, is a high-dimensional parameter space in which inference
must be performed. In the case of inferring a continuous diffusivity field, the problem is infinite-
dimensional; naive parameterizations of the parameter space, such as nodal representations quickly
become computationally intractable even at modest problem sizes and are subject to a number of
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failure modes [254]. To address this issue, we employ a parameterization based on polynomial chaos,
which we apply to the discontinuous fields to infer relevant quantities in a reduced-order model
of the underlying problem, extending the work in [179] to a two-dimensional setting. The afore-
mentioned dimensionality reduction technique has recently been used to solve inverse problems for
the log-permeability field in the context of fluid flow through porous media [217]. We compare the
performance of standard Metropolis-Hastings samplers with more advanced gradient-based samplers
and provide performance assessments over a range of numerical experiments. In doing so, we show
that this combination of state-of-the-art HDG solvers coupled with this reduced-dimension param-
eterization results in the effective solution of the inverse problem, with computational performance
that is competitive with or better than modern MCMC benchmarks for coefficient problems [8].

4.2 Ensemble Kalman filtering for high-order discontinuous
Galerkin fields

The ensemble Kalman filter (EnKF) is commonly used for uncertainty quantification and data
assimilation in high-dimensional problems. Problems in computational fluid dynamics (CFD) and
geophysical fluid dynamics (GFD) often have such features, given the large number of problem
degrees of freedom involved in the representation of the physical system. One such area of application
is that of contaminant transport in a fluid as modeled by a convection-diffusion PDE. We examine
the use of the EnKF to assimilate observed downstream contaminant data in channel flow in this
section.

Accurately modeling fluid physics often requires discretization of the underlying equations, as is
common in computational fluid dynamics or geophysical fluid applications. Finite element methods
for CFD problems are advantageous in the sense that they allow an arbitrarily high-order solution in
space; however, it is often the case that discretization error due to time marching or splitting schemes
lead to numerical solutions which do not accurately predict the behavior of the dynamical system in
question for long timescales compared to the numerical time step. Data assimilation techniques may
provide an answer to this problem: by accounting for observed data from the real physical system
and updating the numerical solution accordingly, it is possible to improve the predictive capabilities
of the simulation. It is also always the case that the observations of the physical system are not
certain—any measurement made without knowledge of its uncertainty is meaningless. Since CFD
discretizations tend to involve a large number of degrees of freedom in the numerical solution at
each time step, the ensemble Kalman Filter is a popular scheme for data assimilation.

In this investigation, we are interested in accurately predicting the spread of a contaminant in a
fluid over a long time horizon compared to the numerical time step. We assimilate observed data
of the scalar contaminant field corrupted by known measurement noise using the ensemble Kalman
filter to improve the numerical solution. This section is organized as follows. We discuss the setup
of the contaminant transport problem in 4.2.1 and provide brief discussion of the ensemble Kalman
filter and the details of its implementation in 4.2.2. We describe the data assimilation setup for this
investigation in 4.2.4, and we present present results of numerical experiments in 4.2.5. Finally, we
offer conclusions in 4.2.7.

4.2.1 Problem setup
We consider the same contaminant transport problem used as a test case in [191]. A contaminant
concentration is deposited in a fluid with kinematic viscosity x = 0.01, flowing in a two-dimensional

channel domain 2 = (—1.25, 1.25) x (0, 10), driven by a convective velocity field

c= (1 — e cos (2my) , 2167“‘ sin (27ry)) ) (4.1)
7T
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where the Reynolds number is taken to be Re = 100 and v = % — 4/ RTCQ + 472, as is seen in Figure
4-1. We note that the reference Peclet number is

mXD
Pe = Imax o 900,
K

where upax is the maximum horizontal velocity and D = 1 is a representative length scale of the
flow. At time ¢ = 0, the contaminant concentration is a superposition of Gaussian distributions

_(@=1)%442 _(z=1)2+4(y-0.5)2 _@=124(y+0.5)2
wy = e 0.52 +e 0.52 +e 0.52 (4,2)

0 2 4 6 8 10

Figure 4-1: Initial condition of contaminant wy (top); streamlines of ¢, colored by u (bottom).

Every two seconds T = 2, the same contaminant concentration wq is injected into the flow field
again, until a final time of Ty = 10 s. Within each period, the contaminant transport is modeled by
the time-dependent convection-diffusion equation

Gu + V- (cu) — kVu =0, in Qx [(j — 1T, jT]

at (4.3)

u = ug, in Qfort=(j—1T,

where the initial conditions at the start of each period are

-
w =90 , ! (4.4)
wotu(z, (j—1)T), j>1

The inflow boundary I'p is defined by x = 0, at which the contaminant concentration u satisfies
a homogeneous Dirichlet boundary condition. On the remaining boundary I'y = 9Q \ T'p, the
concentration satisfies a homogeneous Neumann condition.

u=20 onI'p (4.5)
Vu-n=0 on 'y

We discretize the PDE using the hybridizable discontinuous Galerkin (HDG) finite element
scheme described in [191, 246]. We treat advection explicitly and note that there is a CFL re-
striction. We perform a numerical simulation of the contaminant’s transport over time. We present
in Figure 4-2 the computed contaminant concentration uy at selected times T', 37", and Ty = 5T.
We use a grid of N, = 16, N, = 64 quadrilateral elements and polynomial order p = 3. For the
temporal discretization, we use an IMEX(2,2,2) scheme with a constant time step At = 0.01. All

statistical computations use the NumPy and SciPy numerical libraries [117].
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Figure 4-2: Numerical solution of contaminant concentration u at times T' (top), 3T (middle), 5T
(bottom)

4.2.2 Application of the ensemble Kalman filter

The ensemble Kalman filter (EnKF) is a monte carlo implementation of the Kalman filter, which
is the closed form solution to the Bayesian update filtering problem under linear and Gaussian
assumptions [229]. However, since explicitly computing the covariance matrix for sufficiently high-
dimensional problems (in a stochastic sense).

4.2.2.1 The Kalman filter

First, we briefly review the Kalman filter. Let & denote an n-dimensional state vector of a model,
which is proportional to a multivariate Gaussian prior distribution with mean g and covariance
matrix Q.

pla) xoxp (5@~ W@ - ) (4.6)

The prior distribution can be evolved in time—in our case by time stepping the numerical
solution. At some future time, we receive observation data at certain locations and we must update
x to account for the noisy sensor data y, which is assumed to also have a pdf of a multivariate
Gaussian with mean Hx and covariance R. Here H is an “observation matrix” which transforms the
state space to the observation space. For example, this matrix might select the members of & which
correspond to measurement locations, but could also represent a more complicated transformation.
The covariance matrix R describes the relationship of the errors of the sensor data. In the simplest
case, the sensor errors are independent of one another, in which case R is a diagonal matrix with
entries R;; = o2, the variance of the distribution of the error for sensor i. The probability density
p(y|x) of making the observation y given the current state x is called the “data likelihood” and is

pluke) s oxp (3 (v~ Ha) By~ ) (@)

We use the prior and data likelihood to perform a Bayesian update. We compute the posterior pdf
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p(x|y); note that since both the prior and data likelihood are multivariate Gaussian, the posterior
is as well, and standard manipulations [229] provide the unnormalized posterior

1 ~ _ I
plaly) xdon@) xex (e - A)TQ e - ) (1.8
with posterior mean i and covariance given by

E=u+K(y—Hu) (4.9)
Q=(I-KH)Q

where K = QH” (HQHT + R)_l is the Kalman gain matrix.

4.2.2.2 The ensemble Kalman filter

The Kalman Filter describes how to perform the Bayesian update for a single state vector  in
the presence of observational data y. However, it assumes knowledge of the covariance matrix @,
which may not be available or feasible to compute. The EnKF is a Monte Carlo approximation of
the Kalman filter. Instead of evolving the mean and covariance of a state vector x, we trace an
ensemble of realizations

X = [150, ey 331\/[,1] (410)

where X € R™M_ The data is observed in a Monte Carlo sense as well. We consider the data
matrix Y = [yo, ..., yar—1] where y; = y + &; where ¢; is drawn from the multivariate normal
e; ~ N (0, R). Since we no longer have access to the exact covariance matrix @, we replace it in the
Kalman gain matrix with the sample covariance C' computed from the realizations in the ensemble.

K=CH" (HCH" +R)™ (4.11)

The empirical posterior distribution is computed as

XP=X+K(D-HX) (4.12)

where each column corresponds to a single sample “drawn” from the posterior.

4.2.3 Matrix-free implementation

We denote the ensemble mean as g and sample covariance as C'. The posterior ensemble can be
expressed as a set of linear operations

X? =X +CH" (HCH” + R)”' (D — HX) (4.13)

however, due to the large number of state variables—the finite element degrees of freedom—as well as
the discontinuous and multiply-defined nature of the solution field, it is neither efficient to explicitly
form the observation matrix H, nor to rearrange the solution data into a state vector . Instead, we
implement the EnKF in a matrix-free manner, computing the posterior without explicitly forming
H or the state vector a; we follow the approach in [176]. If we did have M vectors xj, representing
the state vectors of the ensemble members arranged into a matrix X. We would like to compute the
following quantities:

AAT
M-1

M
E(X):%Z% A=X - E(X), C = (4.14)
k=1

Suppose instead we have a representative array of the solution Xj for each of the M ensemble
members, together comprising the array X, along with an n-dimensional observation vector. The key
idea is to be able to compute the n x M matrix Hxy, which represents the action of the observation
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operator on each realization. Practically, this is a function which can select the appropriate solution
data corresponding to the observation vector; h(xz) = Hx. We note that by linearity of expectation,
we can compute the matrix HA column-wise as

M
[HA], = Hx; — %Zaz
(4.15)

M c

I
=
?<
I M = i
=
e

In this manner we need only evaluate the observation function on the ensemble members, and
the posterior can be formed using Algorithm 1.

Algorithm 1 matrix-free formation of posterior ensemble

Define prior ensemble array X ’
compute ensemble mean E(X) = 4 Z;Vil Xk
form A =X — E(X)

for £ in M do
[HX|y = h(Xk)
end for

copy HX to form HA
compute figx = 77 ijvil[HX]j
subtract mean HA = HA — ugx
compute P = 7~ HA(HA)T
assemble data matrix D with column D; =Y + w;, with w; ~ N (0, R)
define T = (HA)TP~Y(D — HX)
for finite element K in mesh 7, do
compute posterior X}, = Xg + 777 AT
end for
return XP

Within the context of DG-FEM methods generally, replacing the linear operator H with a func-
tion amounts to construction of a single index map for fast lookup and easily extends to the case of
adaptive mesh refinement [10]. Furthermore, the computation of the posterior X%, can be computed
in an element-by-element fashion independently, and can use similar software abstractions as that
used in the element-local assembly and reconstruction steps for the HDG algorithms discussed at
length in §2. Lastly, in the cases where the linear operator P is large, efficient explicit methods
exist to compute the action of P~! using the Sherman-Morrison-Woodbury formula at substantially
reduced cost compared to the linear system representing the PDE [175].

In the case of large ensembles, how the solution data is stored in memory becomes especially
relevant to performance. A cache miss is a state in which data requested for processing by a CPU
is not found in the cache memory, prompting the system to fetch the data from other memory
levels, such as the main RAM or even the disk drive. This can significantly slow down processing
times because fetching data from these other memory sources takes longer than retrieving it from
the cache. Modern CPUs are significantly faster than the memory, and thus they spend a lot of
time waiting for data to be fetched when a cache miss occurs. This waiting period, known as “stall
cycles,” can significantly reduce performance. Therefore, efficient cache utilization—which implies
minimizing cache misses—is a critical aspect of optimizing the performance of modern computing
systems. As DG-FEM implementations on modern hardware are predominantly memory bound
[133], these concerns become even more performance critical. Therefore, data should be structured
such that primary memory locality is organized by elemental degrees of freedom within the solution
vector representation, followed by position in the state , and lastly by ensemble member. Reversing
this order and organizing data by spatial locality can result in orders of magnitude slowdown due
to cache misses.
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4.2.4 Data assimilation setup

We consider the high polynomial order, high resolution simulation shown in Figure 4-2 (Ny =
16, p = 3), which serves as the “truth” for the purposes of observation data. We consider the
coarse discretization (Ny = 8, p = 2) and a very coarse discretization (Ny = 4, p = 2) for ensemble
runs—see the computational meshes in Figure 4-3. We launch 10? ensemble members with uncertain
initial condition in x where z(w) ~ N (1,0.). For the purposes of this investigation, we consider
o2 =102

We introduce the same uncertainty with every repeated injection of the contaminant—if the
problem premise is that the first injection is uncertain, it stands to reason that following injections
would be uncertain as well.

1

Figure 4-3: The computational meshes considered in this investigation. (Left) high resolution truth
Ny = 16, (Center) coarse resolution Ny = 8, (Right) very coarse resolution Ny = 4. The polynomial
order of numerical solution for the truth is p = 3 and the ensembles, p = 2.

We can write the stochastic representation of the initial condition as

_ (m(w)=1)24y? _ (@(@)=1)24(y—0.5)2 _ (@) =12+ (y+0.5)2
wo(x;w) =€ 0.52 +e 0.52 +e 0.52 (4.16)

Our study incorporates the sensor configuration as illustrated in the reference figure (Figure
4-4). Tt’s worth noting that the numerical solution, within our chosen framework, exhibits piecewise
discontinuity across each element. This is a fundamental characteristic of the numerical scheme,
resulting from the HDG discretization technique used, and forms the basis for how the sensor ob-
servations are interpreted. Each sensor observation corresponds to four separate nodal degrees of
freedom in the state vector, which we denote @. This means that every reading we get from a sensor
provides us with four separate pieces of information about the state of the system. This multi-
faceted data capture enriches the volume of information we obtain from each observation, which in
turn enhances the fidelity of our model.
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Figure 4-4: The sensor configurations considered in this investigation, overlayed on the coarse mesh.

We note that the coarse runs differ significantly from one another as they are evolved in time; see
Figure 4-5, which demonstrates the qualitative difference in solution as well as the difference between
the “true” contaminant at the central sensor and the coarse simulations’ value of the contaminant
over time. The solutions are all plotted on the same view mesh to ensure that the linear interpolation
of the plotting agent does not artificially worsen the coarse solutions. It’s also worth noting the
particular behavior of the contaminant solution. The numerical solution exhibits a dynamic phase,
characterized by changes over time, before it eventually reaches a steady state. This process is
primarily driven by the repeated injections of the contaminant into the system and spatially-variable
but temporally-constant background flow.

3In practice, tuning sensor noise is very important. See §4.2.6 for discussion.
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Figure 4-5: [Left] Comparison of numerical solutions uy, at ¢ = 3T. (Top) “truth” (Middle) coarse
(Bottom) very coarse. [Right] The contaminant as measured at the central sensor.

4.2.5 Numerical experiments
4.2.5.1 Single assimilation

In the first scenario, we aim to provide a clear understanding of the effect of a single Ensemble
Kalman Filter (EnKF) update. In order to do this, we execute the coarse simulation for a duration
equivalent to 400 time steps. During this run, we assimilate observation data pertinent to the sparse
sensor case. Note that from Figure 4-5, ¢ = 400 is sufficient time for the truth and coarse simulation
to appreciably diverge. The results of this process, for a single ensemble member, are visually
represented Figure 4-6. By focusing our attention on the domain center-line, denoted as y = 0,
it becomes evident that features of the truth have been successfully recaptured, with the posterior
distribution accurately centered around the true concentration value. This recovery highlights the
effectiveness of our single EnKF update in steering the simulation towards the ground truth.

I contaminant distribution: t =400, at x=6.875, y =0
3500
1 prior
I 3000 : posterior
—--- true value
2500
I, o 2000

I“ 1500
- * <1000

1
500 |
1
1
1

e 0
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Figure 4-6: [Left] (top) coarse realization before assimilation update; (second) coarse realization
after assimilation update; (third) difference in coarse field realization due to assimilation; (bottom)
“truth” at ¢ = 400. [Right] Prior and posterior contaminant distribution at a central sensor.

By examining the difference plot, we observe a key shift in the less-concentrated portion of the
flow beyond the = 4 mark along the center-line. Specifically, it has moved closer to the more-
concentrated truth, a clear sign of the simulation’s successful adaptation towards the ground truth
following the EnKF update. A closer look at the histogram plot of contaminant distributions offers a
more quantitative perspective on how the posterior ensemble members have been realigned towards
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the true value; this lends quantitative credence to the effectiveness of the single EnKF update but
also provides a more precise understanding of its impact on the model. The extent to which the
EnKF update has improved the accuracy of the simulation is clear, bringing the entire ensemble
significantly closer to the true values.

It is illustrative to carry out the same procedure but at an earlier time, at ¢ = 210, 10 time steps
after the second injection of contaminant. As the flow is only starting to evolve, the uncertainty is
highly localized and many sensors are in complete agreement between the ground truth and ensemble
value. Figure 4-7 shows the ensemble mean fields with and without data assimilation as compared
to the ground truth. The most dramatic alteration to the mean field occurs between the third and
fourth center-line sensors, which taper and extend the concentration band, respectively. However,
it’s also the case that in between sensors, where data isn’t available, the effects of the assimilation
are much less pronounced on the concentration features, as expected.

_ 1
| N

Figure 4-7: Single assimilation step at ¢ = 210 using sparse sensors. (Top) truth; (Center) coarse
deterministic solution, no data assimilation; (Bottom) assimilated coarse solution.

4.2.5.2 Repeated assimilation in time

To extend the approach from a single assimilation to regular assimilative updates, we consider the
two different numerical ensemble resolutions (coarse and very coarse), with assimilation updates
every 10 time steps. Comparisons between the non-assimilative coarse run and an EnKF run are
given in Figure 4-8 at one of the domain sensors in the contaminant injection region. From the figure,
it is clear that the data-assimilative run is able to track the ground truth well, both in terms of the
mean field and the ensemble realization. We can see that the EnKF mean field tracks the truth
well, and that the realizations are adjusted the most around the re-injection of the contaminant.
The non-data assimilative deterministic run, on the other hand, diverges from the truth, with errors
compounding with each additional contaminant injection.

mean fields ensemble realization

2.0

0.5

contaminant concentration u

0 100 200 300 400 500 600 0 100 200 300 400 500 600

Figure 4-8: Comparison of sensor data at x = 1.25, y = 0 for coarse runs with data assimilation
every 10 time steps and the deterministic run. (Left) mean fields; (Right) fields for a particular
ensemble member.

However, as an important caveat, consider the very coarse resolution run, which diverges quickly
from the truth and exhibits qualitatively different flow features (see Figure 4-5) due to severe under-
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resolution. Extensive numerical testing from this run demonstrates that the EnKF is not nearly as
effective at tracking the solution as compared to the coarse run, even with frequent assimilations
in time. This is unsurprising: a crucial assumption behind the EnKF is that the ensemble is
large and varied enough that it contains the statistical features we wish to track. However, the
very coarse ensemble members are translated and perturbed, but are all chronically under-resolved.
As a result, there are no ensemble members which exhibit the true features of the flow, and so
the EnKF algorithm corrects the locations such that the contaminant coincides with the correct
initial conditions, but can not dramatically update qualitative properties of the ensemble, as the
uncertainties are quite large. This is, of course, correct behavior; as the uncertainty in the grows too
large, the EnKF algorithm correctly affects the flow features less. This idea is discussed at length
in [72].

Instead, consider the alternate approach of ensembles of order p = 5 launched on the very coarse
mesh with a much more uncertain initial condition, where we perturb the injection center according
to Az ~ N ([—0.1,0],0.17). In this case the ensembles are able to represent the features of the flow,
but are subject to greater uncertainty. In this case, again using assimilation every 10 time steps, we
are able to recover the true behavior of the contaminant with regular assimilative updates. In this
case, although the mesh is still very coarse, we have effectively increased the resolution by increasing
the polynomial order of the solution, allowing the ensemble to represent the features of the flow.

Figure 4-9: Mean field solution at ¢t = 180. (Top) truth; (Middle) No data assimilation; (Bottom)
Data assimilation.

For the very coarse mesh but polynomial order p = 5, Figure 4-9 shows the mean fields of
ensembles with and without assimilation. Note that the un-assimilated mean field has had the
flow features affected by the initial condition uncertainty. However, the assimilated field is able to
recover the symmetric features of the truth. Figure 4-10 shows the contaminant concentration of the
assimilated and non-assimilated first ensemble member at two central sensors. Note that although
the tracking oscillates at the first uncertain injection, the assimilated ensembles find and are able
to track the true contaminant concentration well. Lastly, if we examine the assimilated data for all
times at all center-line sensors, we can see that the ensemble mean field with EnKF updates does
a very good job at tracking the solution. This can be seen in Figure 4-12 Similar performance can
be seen at the non-center-line sensors (not shown). Altogether, this speaks to the effectiveness of
high-order methods. As long as the flow features are able to be resolved, performing assimilation
over few elements at high order can track the true solution, even with a discontinuous solution
representation.

103



ensemble realization

on u
g

1.25 =< = - - —— noDA
=4 7 ~ 7 SN 7 - DA
1.00 e P 4 SS 4 S - 2 == tuth
4 Seen” Ss=2 S \_,/
0.75 /’ [She-
/4
0.50 i@

0.25 754
7

0 200 400 600 800 1000

°
8

contaminant concentrati

ensemble realization

N
o

———

o

°

°
&

contaminant concentration u

Figure 4-10: Randomly chosen ensemble realizations with and without data assimilation (very coarse,
p =5). Shown at two center-line locations (z = 1.25 and « = 3.75).

4.2.6 Sensitivity to measurement noise

In practice, the choice of 02 is important in maintaining the tracking properties of the EnKF. If the
variance is too small, the posterior ensemble will be very tightly clustered around the observation,
as in the first plot of Figure 4-11. In that case, the first assimilation will be effective, but subsequent
observations will lie outside the support of the posterior, and the filter will not successfully track
new observations, shown in the second plot of Figure 4-11 for a single realization. Any agreement
with the truth after the first assimilation is coincidental; we see that the solution does not jump at
the assimilation steps after the first two assimilations. If o2 is increased, the ensemble richness is
preserved and we recover good tracking, as in the last plot of Figure 4-11. Note the discontinuous
jumps as the assimilations continue to be effective through the first period of the problem.
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Figure 4-11: [Top] (Left) collapsed posterior distribution after single assimilation, 2 = 10~5; (Right)
contaminant concentration at downstream sensor 0? = 1075, assimilation every 10 timesteps; [Bot-
tom] contaminant concentration at downstream sensor, o2 = 107!, assimilation every 10 timesteps.
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4.2.7 Summary

We have shown that the EnKF can be an effective method to track the physical behavior of a
system from an ensemble of realizations representing the uncertainty. We have shown that if the
true behavior features exist within the support of the ensemble, the EnKF will work well, whether the
mesh is refined with respect to element size or polynomial order. On the other hand, if all ensemble
members are not well-resolved or do not contain accurate statistics of the true physical behavior, the
EnKF will track the ensemble members which are the best representatives of the observed system
(those members with initial conditions and perturbations closest to the true initial state of the
system), but will not be able to dramatically alter the features of the ensemble members. We found
that the sensor noise can not be too small, because it collapses the ensemble posterior and prevents
future observations from being regarded. Lastly, we found that EnKF updates can be performed
natively over discontinuous spaces, even with duplicated sensor data, agreeing with the results in
[205]. Overall, these findings suggest that the same properties that make DG-FEM methods stable
and robust solvers capable of preserving feature fidelity in advection-dominated regimes contribute
to their attractiveness in data-assimilative models.

Future topics to investigate include the addition of variance inflation to deal with very accurate
sensors, and tracking system behavior with an ensemble of solutions with varying resolution. Sec-
ondly, it’s possible to perform the data assimilation over the HDG edge space directly, however,
this is the subject of ongoing research in the field, similar to that of that of multigrid methods that
consider the traced edge space solution specifically.
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Figure 4-12: Contaminant concentration at centerline sensors (data assimilation every 10 time steps)
over the complete simulation.
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4.3 Bayesian inversion of coefficients in partial differential
equations with HDG fields

An inverse problem involves calculating causal factors from a set of observations. In this work, the
problem of interest is to infer a spatially-variable thermal diffusivity field from observations of the
temperature field. Such a situation might arise in practice while performing diagnostic testing on
an experimental material. As an illustrative example, take the case of designing a space shuttle:
atmospheric re-entry might affect the thermal conductivity of a performance-critical shuttle part
in a non-uniform way due to the part’s geometry, requiring thermal stress testing. After the test,
degradation of thermal conductivity can not be measured directly, as it’s a non-uniform molecular
property of the material. However, we could instead apply different temperatures or heat fluxes
to the boundary of the stress-tested prototype and measure the resulting temperature over the
prototype interior with an infrared thermometer. From the temperature measurements, we would
like to infer the degraded thermal diffusivity field, allowing us to recover the thermal conductivity
by direct proportionality.

Summary statistics of the inferred thermal conductivity would allow for better engineering design,
namely, judicious reinforcement of the part for robustness. Since the part is performance-critical,
“judicious” regions could refer to those of severe degradation or high uncertainty: both are important
from a risk-mitigation perspective.

Temperature and thermal diffusivity share an intrinsic relationship expressed through the heat
equation, a type of elliptic partial differential equation. The PDE encodes the physics of conservation
of energy, and the relationship between diffusivity and observed temperature is not visually obvious.
To provide a clearer illustration, Figure 4-13 showcases temperature fields derived from two distinct
scenarios: one featuring a spatially constant diffusivity field and the other a spatially variable one.
Interestingly, even though the thermal diffusivities differ widely between the two cases, these varia-
tions do not leave any easily identifiable patterns or signatures on the resulting temperature field,
motivating the problem of their inference.
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Figure 4-13: Temperature fields generated from different thermal diffusivity fields (left:constant,
right:spatially variable) and identical boundary conditions.
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4.3.1 Methodology
4.3.1.1 Governing equations and numerical solution

We model the physics of the problem with the heat equation on the spatial domain 2 C R"™, subject
to conditions on the domain boundary I' = I'p U'y. The stochastic PDE is

-V (k(z,w) Vu(z,w)) = f in Q,
u=gp onlp, (4.17)

kVu-n =gy onl'y,

where u(x) denotes the temperature at the point @ and k() is the spatially-variable thermal diffu-
sivity coefficient of the medium. The function f(x) is a heat source or sink term, which in this case,
we take to be zero. The Dirichlet boundary values gp correspond to a deterministic temperature
imposed on the boundary I'p, and Neumann boundary conditions correspond to a deterministic
imposed heat flux on the boundary I'y.

To simulate the generation of temperature observations, we discretize the domain and numerically
solve the PDE in equation (4.17) subject to the boundary conditions of our choosing. Therefore our
forward model can be written as

u= M(x,g), (4.18)

where the operator M represents the numerical solution of the heat equation, returning the tem-
perature field u(x) for a given realization of the diffusivity field x(w), and the boundary data

g= (gDagN)~

4.3.1.2 Reduced-order representation of random fields

The inverse problem targets the continuous thermal diffusivity field &, which varies over the entire
computational domain. We model the log-diffusivity log(x) as a Gaussian process in our spatial
domain. This makes physical sense since we assume the conductivity to be strongly spatially cor-
related; physically, we expect x(z) to be close to x(x + Az). The choice of re-parametrization to
log-diffusivity enforces the positivity of thermal diffusivity.

Gaussian processes have an infinite number of ‘parameters.” Since it is not numerically possible
to infer the conductivity at every single point in the domain, we need to find a way to make it
possible to reduce the dimensionality of the problem. One approach would be to infer the values
of conductivity on a grid - the same grid which will them be used to numerically solve for the
temperature field. The dimensionality of the problem is still very high and the problem is ill-posed
in additional to computationally intractable. The fact the values of parameters that are spatially
correlated to each other can be used to decompose the field and reduce the dimensionality of the
problem. We reduce the problem of estimating a large number of highly correlated parameters to
estimating a smaller number uncorrelated parameters using a Karhunen-Loeve (KL) expansion [87]
of the log-diffusivity field. We use a truncated KL expansion to furnish a finite representation of the
infinite-dimensional field.

NxkL

Ko,w) =exp(Y), Y = zw)vAs(z), (4.19)

i=1

where \; and v; are the eigenvalues and eigenfunctions, respectively, of the covariance kernel C(x, ')

A C(z,2'); (2') dz’ = Ny (). (4.20)

Instead of inferring the diffusivity in the domain directly, we will infer the KL coefficients z; in the
field, which we will use to reconstruct the diffusivity field over the entire domain.
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4.3.1.3 Bayesian inference

We wish to infer the vector of KL coefficients z € RNkt defined such that z; = z;(w), given
temperature measurement data d polluted by sensor noise.
We represent the log-diffusivity as a random field with a stationary Gaussian process prior

Y ~ gP(,U:Y, C)a

Where we take py = 0. The components are independent under the Gaussian process, with z; ~
N(0,1), yielding the prior likelihood

NkL 1
m(z) = H exp (—221-2>
i=1

Since we have complete trust in the PDE (4.17) to represent the underlying physics, we pre-
sume independent additive errors account for the difference between predicted and observed data d.
Therefore our model for the data is

d=M(z)+mn,

where each component 7; are i.i.d. Gaussian random variables representing sensor noise, with density
py ~ N(0,02). yielding the likelihood

Nobs

m(@dlz) = [] ps (& — (=)

where u;(z) are the temperature outputs of the forward model M(z) at the location of sensor j.
We use Bayes’ rule to form the posterior probability density

7 (z|d) < 7 (d|z) 7(2) (4.21)

While we could have instead chosen a completely uninformative prior or encoded uncertainty within
the forward model, our choices reflect our beliefs. Namely, we encode the physical notion of smooth-
ness in our prior and our trust in the underlying physical model with the likelihood.

4.3.2 Implementation
4.3.2.1 Forward model

We evaluate the forward model by solving the PDE (4.17) numerically, using a hybridizable discon-
tinuous Galerkin finite element scheme [191] implemented as in 2. An advantage of using high-order
finite elements is that we can solve the problem accurately on a coarse computational mesh.

To verify the forward model M, we constructed an example where the source term f and inho-
mogeneous boundary conditions gp were chosen such that the exact solution with a manufactured
anisotropic, spatially variable thermal diffusivity field x(z) = [y + 1,z + 2] is

u(z) =2 - (y—1)* onQ (4.22)

We solved the problem numerically using the forward model at polynomial order p = 4. Since the
forward model is a finite-element implementation, the numerical solution should be exact, because
u is chosen to be polynomial. We recovered the exact solution to machine precision, verifying the
correctness of the forward model.

4.3.2.2 Computation of KL modes

The Nystrom method was used to solve the eigenvalue problem (4.20), furnishing the truncated KL
expansion in (4.19). The integral operators were approximated with high-order quadrature schemes
[230].
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While the Nystrom method is agnostic to choice of kernel, we verified the implementation with
a squared-exponential kernel and reconstructed a manufactured log-diffusivity field by sampling the
KL-coefficients. The point-wise distribution of log-diffusivity is Gaussian and the covariance of the
fields at randomly chosen locations matches that of the covariance kernel—see Figure 4-14.
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Figure 4-14: Verification of KL expansion: the blue regions correspond to the draws from the
truncated KL expansion and the red contours show the expected distribution of a manufactured
log-diffusivity field Y given the covariance kernel.

4.3.2.3 MCMC sampling from the posterior

We use MCMC to sample from the posterior distribution in (4.21). While the truncated KL rep-
resentation of the diffusivity field dramatically reduces the dimension of the parameter space, each
MCMC step requires an expensive evaluation of the forward model M(z) for Metropolis sampling,
as well as its gradient with respect to the parameters Vo M/(z) for a NUTS sampler.

We chose to implement our inference problem in the probabilistic programming library PyMC3
[226] library. We implemented a custom likelihood using the output of the forward model in Theano,
which allowed us to leverage the PyMC3 library for MCMC.

We also implemented the gradient of the forward model V,M(z) numerically with a finite
difference scheme. Doing so allowed us to obtain an accurate approximation of the gradient non-
intrusively, but at the cost of Ny, function evaluations at every MCMC step, one for each parameter
dimension. Ideally, we would have evaluated the gradient with automatic differentiation, but no open
source library was capable of doing so non-intrusively with respect to the complicated forward model.

4.3.3 Numerical experiments
4.3.3.1 Setup

We benchmark the performance of the samplers by setting a ground truth for each diffusivity field by
selecting ‘true’ values of the KL coefficients z;,,e to be inferred. We then pass it through the forward
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model to get the true temperature field for the ground truth. The values of the ‘true’ temperature
field at certain sensor locations are the observed data used for inference.

In the following experiments we compare MCMC samplers: adaptive Metropolis-Hastings (MH)
and the No-U-Turn sampler (NUTS). While we tested other options, including slice sampling and
Hamiltonian Monte Carlo, we found that the MH and NUTS samplers were the primary competitors
in terms of their ability to solve the problem, as well as the two most interesting to compare, since
MH does not require a gradient of the likelihood with respect to the model parameters, unlike NUTS.

For our experiments, we considered test cases consisting of inferring three separate diffusivity
fields generated with 5, 10, and 20 KL modes. In each test case, we compared the posterior distribu-
tions returned by the MH and NUTS samplers. As discussed above, the temperature observations
were generated from the forward model evaluated on the ground truth diffusivity field x, generated
using zye. Doing so allowed us to compare the mean inferred diffusivity field to an analytical
solution.
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Figure 4-15: Computational mesh 7} used in the numerical experiments, and the sensor locations.

For all experiments, we used a coarse numerical solution of the forward model, with a compu-
tational mesh consisting of nine quadrilateral finite elements of polynomial order p = 3, shown in
Figure 4-15. Temperature measurements u,hs were generated at Nons = 144 sensor locations over
the domain. We remark that while the quality of the inferred diffusivity field will depend on the
number of observations, the number of sensors does not appreciably change computation time, as
the vast majority of time is spent evaluating the forward model. Therefore, we simply chose enough
sensors to adequately cover the length scales of the diffusivity field for all test cases. In practice,
more measurements could be taken to improve the mean-field estimates; conversely, sparser temper-
ature measurements would, correctly, result in worse mean-field estimates and greater uncertainty
over the parameters.

Each MCMC result shown is a combination of four chains run in parallel on separate cores. The
number of MCMC steps always refers to the number of steps per single chain. For the purposes of
analysis and diagnostics, we sometimes combine the results of all four chains into an aggregate set
of samples, in such cases, we will refer to total samples rather than iterations or steps.
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4.3.3.2 5 KL modes

We found that both samplers were adequately able to solve the problem after 10* MCMC steps.

A visual comparison of the true diffusivity field and the inferred diffusivity field is shown in
Figure 4-16 for the MH sampler. The results are nearly identical for the NUTS posterior. The
mean inferred diffusivity qualitatively matches the actual diffusivity field quite well. Furthermore,
examining the difference between the inferred field and the true diffusivity reveals that the posterior
correctly assigns uncertainty to the regions where the diffusivity field most differs from the truth.
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Figure 4-16: Mean-field inferred diffusivity from MH posterior.

The posterior distributions over the coefficients z; are shown in Figure 4-17. We see that the
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Figure 4-17: Posterior credible intervals over coefficients z;, for MH and NUTS MCMC, along with
generative coefficients zi,ye for the true diffusivity field.

posteriors returned by each sampler are very similar to each other, both in terms of mean and
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variance. The actual coefficients used to generate the true diffusivity field are all within the 95%
credible interval of all posteriors, and importantly, the uncertainties reflect the accuracy of the
means.

The traces for the MCMC chains plotted in Figure 4-18 show good mixing for MH, with very
similar results for NUTS. Neither sampler was plagued by a high rejection rate or an inability to
explore the posterior space.
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Figure 4-18: Posterior distributions and traces for MH MCMC.

MH NUTS

z;  ESS T ESS T
0  467.0 1.01 285.0 1.02
1 3887.0 1.00 650.0 1.01
2 34340 1.00 727.0  1.00
3 9350 1.00 406.0  1.01
4 479.0 1.01 299.0 1.02

Table 4.1: Effective sample sizes (ESS) and 7 parameters for each of the MCMC samplers, Nx, = 5.

More closely comparing the two samplers by examining the MCMC diagnostics in Table 4.1, we
see that both have values of # ~ 1, indicating that each of the combined four chains have converged
to a common distribution. We remark that this heuristic is a tool to detect non-convergence rather
than convergence and good 7 values do not necessarily guarantee that the posterior space has been
completely explored. The effective sample sizes are larger for the MH sampler, indicating a better
estimation error and autocorrelation properties as compared to NUTS.

The primary difference between MH and NUTS was represented in the computational time
required to solve the problem. The error in the mean posterior field as measured in the L2-norm
over the domain is depicted as a function of total samples and wall clock time in Figure 4-19. In
our examination, we found that both the Metropolis-Hastings and the NUTS sampler deliver similar
levels of accuracy in their results. However, despite their comparable accuracy, a stark contrast
was noted in the runtime of these two methods. The MH algorithm was markedly faster, taking
approximately 15 minutes to complete its run. This relatively swift operation time stands as a
testament to the efficiency inherent in the MH sampler, which is designed to expedite the sampling
process without compromising the accuracy of its results. On the other hand, the NUTS algorithm
proved to be significantly slower. It recorded a runtime of approximately 27 hours, which, when
compared to the 15-minute runtime of the MH, represents a significant delay. To put it in perspective,
the runtimes of the MH and NUTS algorithms differ by a factor of approximately 122. In other
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Figure 4-19: Error in mean posterior field as measured in the L?-norm over the domain as a function
of total number of MCMC samples completed (left) and elapsed wall clock time in seconds (right).

words, the NUTS algorithm took over two orders of magnitude longer to run than the MH algorithm.
This disparity underscores the trade-offs that often arise when choosing between different sampling
methods. While the NUTS sampler is praised for its detailed exploration of the target distribution
and has certain benefits in complex statistical situations, it is important to consider the increased
computational time when applying it to large scale problems. This juxtaposition between MH and
NUTS serves as a tangible reminder of the need to balance accuracy with efficiency when choosing
an appropriate sampling method.

4.3.3.3 10 KL modes

For the case where ten KL modes are employed, the time requirements imposed by the NUTS
sampler restricted our comparison to 10* MCMC steps. Within these constraints, it became clear
that only the MH sampler could solve the problem satisfactorily within the provided constraints.
This finding suggests that in more complex settings, the exploratory efficiency of MH can surpass
that of NUTS. A visual representation of this statement can be found in Figure 4-20, which displays
the true diffusivity field x and the inferred mean diffusivity field. Despite the complexities involved
in exploring the higher-dimensional parameter space of ten KL. modes, the diagram displays good
qualitative agreement between the actual and the inferred mean diffusivity fields. Furthermore,
it provides valuable insights into the uncertainty estimates associated with the process, which are
corroborated by the mean fields results and reaffirms the robustness of the MH sampler.

Comparing the posterior credible intervals for MH and NUTS shown in Figure 4-21, we see that
unlike the Nk, = 5 case, the posterior distributions returned by the two samplers show considerable
disagreement. The true coefficients zi.n are contained in all of the credible intervals returned by
the MH sampler, and the mean estimates for most coefficients are quite good. The same can not
be said about the estimates from the NUTS sampler, with estimates that often deviate significantly
from the true coefficient value; more importantly, in some cases, the true value falls well outside the
95% credible interval.

The MCMC diagnostic statistics provide a clearer picture of what’s going wrong with the NUTS
sampler. Figure 4-26 shows the distribution of 7 values for the samplers. The MH sampler has
components with 7 < 1.1, indicating chains which are potentially approaching convergence. The
NUTS sampler, on the other hand, is characterized by 7 > 1.1, indicating the the sampler is nowhere
near convergence and that individual samples are still highly dependent, a finding substantiated by
examination of both the trace and autocorrelation plots (omitted here).

Again, we consider the solution accuracy of the mean-field estimates as a function of total samples
and wall clock time in Figure 4-23. We see that the accuracy of the MH posterior is far better than
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Figure 4-20: Mean-field inferred diffusivity from MH posterior.
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Figure 4-21: Posterior credible intervals over coefficients z;, for MH and NUTS MCMC after 10*
steps, along with generative coefficients zyye for the true diffusivity field.
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Figure 4-22: Distribution of the Ny, = 20 values of 7; for both MCMC samplers after 10* steps.
the that returned by the NUTS sampler. Comparison of required wall clock time reveals a similar

discrepancy as the five KL mode case; roughly 30 minutes and 45 hours for the MH and NUTS
samplers, respectively—roughly a factor of 85 difference between the two.
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Figure 4-23: Error in mean posterior field as measured in the L?-norm over the domain as a function
of total number of MCMC samples completed (left) and elapsed wall clock time in seconds (right).

The discrepancy between the computational times is responsible for our decision to compare
MH and NUTS using only 10* MCMC steps. While it’s possible that NUTS could have achieved
convergence with a small amount of additional steps, running the simulations for longer than a few
days was simply not practically feasible.

4.3.3.4 20 KL modes

For the case of 20 KL modes, we once again found that only MH was able to solve the problem, and
did so in a fraction of the run time of NUTS.

Figure 4-24 demonstrates the physical agreement between the mean field and the truth. We also
see that once again, the MH sampler includes the true mean in the 95% credible interval for all
inferred coefficients (Figure 4-25). NUTS, on the other hand, performs much more poorly, giving
inaccurate estimates and uncertainties as compared to MH.

The MCMC diagnostics clearly show non-convergence for the NUTS sampler and dependence
between samples. For MH, despite the good physical agreement and the capturing of the true values
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Figure 4-24: Mean-field inferred diffusivity from MH posterior, 10* MCMC steps.
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within the 95% credible intervals, the values of 7 shown in Figure 4-26 indicate non-convergence for
some of the coefficients of z, namely, the two with 7 > 1.1.

T distribution

5 MH 3 NUTS

1.1 1.2 1.3 2 3 4

Figure 4-26: Distribution of the Ny, = 20 values of 7; for both MCMC samplers after 10* steps.

A potential lack of convergence is also corroborated by the error plots (Figure 4-27), where the
dropping error in mean estimate seems to imply that the the mean estimate is still improving as we
draw more samples. In the 20 KL mode experiment, NUTS performed miserably, showing complete
lack of convergence and taking roughly 4 days to run as compared with the approximately 30 minutes
required for MH, roughly a factor of 300 difference between the two samplers.

N_KL = 20
= MH NUTS
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Figure 4-27: Error in mean posterior field as measured in the L?-norm over the domain as a function
of total number of MCMC samples completed (left) and elapsed wall clock time in seconds (right).

Since the MCMC diagnostics suggested that the MH sampler was not quite converged, we ran
another longer test with the MH sampler, for 10> MCMC steps. The additional MCMC steps
resulted in very similar posterior results as compared to the 10* MCMC step run, although with
improved diagnostic 7 values and effective sample size, as shown in Figure 4-28, demonstrating that
the sampler had nearly converged at the end of the 10* steps.

4.3.4 Summary

We were able to successfully solve the proposed inverse problem. For the MCMC sampler, adaptive
Metropolis-Hastings summarily outperformed the NUTS sampler, contrary to what one might ex-
pect. In all test cases, the adaptive MH sampler was orders of magnitude faster than NUTS and
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Figure 4-28: Distribution of 7 values and evolution of effective sample size (ESS) for MH after 10°
MCMC steps.

provided better or equal results in terms of posterior predictive distribution. This is likely the result
of the finite difference computations of the likelihood gradient with respect to the inference param-
eters, since the expensive numerical solution supplied by the forward model must be evaluated once
for each dimension of the parameter space at every MCMC step.

It’s possible that for much higher-dimensional parameter spaces, that a NUTS sampler would
explore the reduced-order posterior space better than the Metropolis sampler, however, the wall-
clock time-to-solution was simply too prohibitively expensive to explore a larger number of KL
modes with the NUTS sampler. It may also be the case that if the gradient of the likelihood
were evaluated with automatic differentiation rather than finite differences that NUTS would be
competitive with or outperform the Metropolis sampler, due to the cheaper and more accurate
gradient evaluations. However, we found that there were no automatic differentiation libraries
that were capable of propagating the gradient through the complicated forward model code non-
intrusively.

Our primary conclusion is that in the context of PDE-based inference where the evaluation of the
likelihood and its gradient can be very expensive, the state-of-the-art MCMC technologies do not
necessarily outperform simpler samplers when exact gradients of the likelihood model are not avail-
able. However, our experiments also shed light on the power of reduced-order modeling—inference
over a naively discretized diffusivity field would have rendered the inverse problem completely in-
tractable with MCMC. However, by leveraging the KL-expansion and the physical smoothness of the
diffusivity field, we can obtain good estimates of the infinite-dimensional parameter fields responsible
for physical observations, along with uncertainties—inferences which could prove invaluable during
engineering analysis or design.

4.4 Conclusion

We completed a set of computational studies evaluating HDG-based implementations of standard
methods in uncertainty quantification: ensemble Kalman filter (EnKF) for data assimilation and
Markov Chain Monte Carlo sampling for Bayesian inversion of unknown PDE coefficients. The
results of the computational experiments demonstrate that with the DG-FEM-targeted modifica-
tions to the standard methods investigated in this chapter, we are able to convincingly solve the
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uncertainty quantification problems, the high-order, discontinuous representation of the solution
fields notwithstanding. These idealized investigations provide insight into managing the complexi-
ties introduced by the DG-FEM methods, thereby suggesting the applicability of these methods to
real-ocean problems such as the nonhydrostatic model nesting approach developed in §3.

In this chapter, we’ve established the Ensemble Kalman Filter as a robust approach for data
assimilation given an ensemble of realizations that capture the inherent uncertainty. This holds true
regardless of whether the mesh is refined by element size or polynomial order. We also confirmed
that EnKF updates can be effectively performed over discontinuous spaces, even when dealing with
duplicated sensor data, and that the assimilation can be performed efficiently within the HDG
framework. Overall, these insights suggest that the qualities that make Discontinuous Galerkin
methods (DG-FEM) a stable and robust solver, capable of maintaining feature fidelity in advection-
dominated regimes, also make it a desirable choice for data-assimilative models. Looking ahead,
potential areas of exploration include introducing variance inflation to handle highly accurate sensors
and tracking system behavior using an ensemble of solutions with varying resolution.

With regards to solving inverse problems, we were able to apply a dimensionality reduction
technique based on polynomial chaos along with Markov Chain Monte Carlo (MCMC) methods to
efficiently sample from the posterior distribution over an unknown coefficient field. Through a set of
numerical test cases and benchmarks, the adaptive Metropolis-Hastings sampler markedly outper-
formed the No-U-Turn Sampler (NUTS). Contrary to initial expectations, the adaptive Metropolis-
Hastings sampler proved to be significantly faster than NUTS in all test cases, delivering equal or
superior results in terms of the posterior predictive distribution. This unexpected outcome is likely
a result of sensitivity of the NUTS sampler to the finite difference computations of the likelihood
gradient with respect to the inference parameters. As the expensive numerical solution offered by
the forward model must be evaluated once for each MCMC sample, gradient-based updates with
an insufficiently accurate gradient can struggle to adequately explore regions of high-probability in
parameter space. Overall, we conclude that in the context of PDE-based inference, where evaluating
the likelihood and its gradient can be quite costly, state-of-the-art MCMC technologies don’t nec-
essarily outperform simpler samplers when exact gradients of the likelihood model aren’t available.
But our experiments did highlight the power of reduced-order modeling. Inferring over a naively dis-
cretized diffusivity field would have made the inverse problem completely intractable with MCMC.
However, by utilizing the KL-expansion and acknowledging the physical smoothness of the diffusiv-
ity field, we could obtain robust estimates of the infinite-dimensional parameter fields responsible
for physical observations, along with their uncertainties. These insights could prove invaluable dur-
ing engineering analysis or design, and future work could involve implementing HDG solvers in the
framework of automatic differentiation libraries to improve the performance of the state-of-the-art
samplers.
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Chapter 5

Deep Reinforcement Learning for
Adaptive Mesh Refinement

5.1 Introduction

In Chapter §3, we developed a high-order discontinuous Galerkin ocean model capable of capturing
a wide variety of oceanic phenomena. We found that the scales of internal waves and Rayleigh-
Taylor instabilities can be substantially smaller than their hydrostatic counterparts, creating an
intricate and complex landscape to navigate and model. This reality presents a distinct opportunity
when it comes to accurately modeling nonhydrostatic phenomena, in which the local nature of the
nonhydrostatic phenomena could allow for reduction of computational cost. Their scale, coupled
with their nonlinear behavior, necessitates novel and more sophisticated methodologies in order to
accurately represent them in a model.

These observations motivate the exploration of adaptive mesh refinement techniques, with the
aim of their application in realistic high-order nonhydrostatic ocean models. However, the inherent
complexity of ocean models poses a barrier to the direct application of standard adaptive mesh
refinement techniques. The unique dynamics of these models require solutions that are tailored to
their specific dynamics.

Against this backdrop, machine learning approaches may prove fruitful—rather than applying a
blanket technique, unsupervised methods could potentially learn effective cost-reduction strategies
directly from simulation data. Techniques that allow strategies to be learned experientially from
simulation would be even more advantageous, and bypass the necessity of a high-fidelity ground truth
dataset. This self-learning approach could provide a far more nuanced and accurate representation
of the physical behavior specific to the partial differential equation (PDE) in question. Taking
into account these requirements, deep reinforcement learning constitutes an appealing solution to
this challenge. This approach not only meets the criteria outlined but also offers the potential for
significant advancement in the field. To that end, in this thesis, we have formulated a novel method
to employ deep reinforcement learning to learn adaptive mesh refinement strategies directly from
simulation. While the ultimate goal is to offer a new avenue for understanding and predicting the
ocean’s intricate and complex behaviors, the approach can be more generally applied to any problem
involving the numerical solution of PDEs.

In recent decades, the finite element community has developed principled, efficient techniques
for solving partial differential equations. Not only are these techniques extremely general methods
that may be applied to almost any PDE, they also provide guarantees such as stability, consistency,
and convergence [32, 110]. On the other hand, the machine learning community has developed
a broad set of methods to learn latent patterns from large datasets in the absence of a model
[24, 120]. However, for problems in computational physics, it is often the case that the PDE is an
excellent model of the underlying physical phenomena, often down to the molecular level, where the
continuum assumption begins to lose validity. Attempts to use machine learning to learn solutions
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to PDEs directly have shown promise for relatively trivial problems, but are as of yet subject to
several failure modes in terms of generalization to even moderately more complicated problems [128].
Rather than ignoring the extensive body of work in either field, we propose combining techniques
from numerical mathematics and machine learning in order to preserve mathematically hard-earned
guarantees while improving accuracy and efficiency by applying machine learning to the peripheral
aspects of numerical methods which lack a model and rely purely on heuristics. Adaptive mesh
refinement is one such aspect.

Uniform meshes are often computationally inefficient for finite element simulations in that the
mesh density required to resolve complex physical features such as steep gradients or small-scale
processes is used everywhere over the computational domain, even in regions where the numerical
solution is smooth and much coarser resolution could be used. In many problems, such features
are dynamic: eddies, meandering jets, or nonlinearly evolving cracks constitute some examples.
To optimize efficiency, adaptive mesh refinement (AMR) techniques are a class of methods that
dynamically modify the computational mesh during simulation in an attempt to increase resolution
specifically where it is needed [210].

Most AMR techniques follow an iterative procedure of numerically solving the PDE, estimating
the error on each element, marking a subset of the mesh elements for refinement or de-refinement
(coarsening), and executing the alterations to the mesh [31, 58]; this well-established paradigm is
commonly referred to as the SOLVE—ESTIMATE—MARK—REFINE loop, terminology we will use
in the present chapter. Following each numerical solve, the ESTIMATE process involves estimating
the discretization error on each cell in the mesh. In this chapter, we draw the distinction between an
error estimator, which provides objective measures of error in a specific norm, and an error indicator,
which offers an empirical indication as to the local magnitude of numerical error but provides no
theoretical guarantees. The MARK process selects cells for coarsening and refinement based on the
estimates of the error. Two common approaches are bulk refinement and fixed-number refinement
[20, 23, 31, 61, 111, 112, 185]. The former marks all the cells responsible for a specified percentage
of the (estimated) total error for refinement and similarly for coarsening. The latter refines and
coarsens a fixed percentage of the total number of cells.

While AMR methodologies have allowed computational scientists to solve problems which are
completely intractable on a uniform mesh [125], the application of AMR strategies remains largely
heuristic, and best practices are not universally agreed upon [210]. The process of estimating the
error on each cell is often complex, dependent on both the PDE and the numerical method used to
solve it, and constitutes an active subject of research [2, 19, 70]. In general, for nonlinear partial
differential equations, it is often difficult, and in some cases, impossible to provide an upper bound on
the error. Even in the situations where rigorous error estimation is possible, the bounds on the error
may not be tight, or may apply to a limited subset of problems, rendering the estimator ineffectual.
As a consequence, in practice, these estimators tend to be optimistically applied as ad hoc error
indicators. A relevant example is the well-known Kelly error “estimator” [122], which is derived
from analysis specifically for the Poisson equation, but is widely employed in AMR strategies for
the spatial discretizations of many other PDEs [10, 29, 118, 250, 262] despite its lack of theoretical
applicability. Equally important, but often overlooked in the literature, the MARK process is also
fraught with challenges. In attempting to refine only the cells which constitute a certain percentage
of the error, bulk refinement strategies can be expensive in cases with very few cells at singularities,
miss important features of the solution, and present difficulties controlling the number of cells in
the mesh [61, 185]. With fixed-number refinement, the number of cells in the mesh can be readily
controlled, but the approach can wastefully refine too many cells [61]. Furthermore, the parameters
in either of these methods (i.e., the algorithmic realization of a refinement strategy with regard to
the percentages of the estimated error to refine and coarsen in the case of bulk refinement or exactly
how many cells to refine and coarsen in the case of fixed number refinement) are choices typically
made a priori before a numerical simulation begins. In doing so, the balance between coarsening
and refinement is implicitly assumed to be static in time, rather than dynamically driven by the
behavior of the underlying solution and available computational resources.

As a result, even after decades of research, in practice, AMR strategies remain largely unprinci-
pled and often require domain-specific knowledge, trial and error, or manual intervention. Selecting
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and combining an efficient set of AMR heuristics for a new problem is a challenging endeavor and
an open research problem in general [61]—there exists a clear need for an automated, flexible, and
principled approach to AMR, motivating the present research.

We propose the treatment of AMR as a partially observable Markov decision process (POMDP)
that can be interpreted as a local Markov decision process (MDP) on each element and apply a deep
reinforcement learning (RL) approach [13] in which we train an agent to increase or decrease mesh
resolution, balancing improved accuracy against the computational cost associated with each mesh
modification decision. Deep reinforcement learning replaces the expected reward function from the
well-known classical Q-learning algorithm with a neural network as a function approximator [236],
allowing for the discovery of arbitrarily sophisticated decision-making policies based on unstructured
input data [113, 233] and obviating the need to manually engineer aspects of the strategy. In doing
so, we replace the ESTIMATE and MARK processes in AMR with a trained RL policy learned from
numerical simulation.

Most of the results presented in this chapter have been published in [81]. Our focus primarily on
high-order discontinuous Galerkin finite element methods (DG-FEM), in part due to their incred-
ible success in modeling a wide range of phenomena in computational physics (see [110, 133] and
references therein) and due to their discontinuous representation of the numerical solution. It is this
discontinuous representation that reliably links the smoothness of the local solution as measured by
the interface jumps to local error [39] in a way that can be well-leveraged by a decision-making agent,
as we develop in §5.2.2.2. The same property gives rise to the simple and effective non-conformity
error estimator and its variants examined in the DG-FEM literature [91, 70, 129, 130, 188]. As
demonstrated in what follows, the DG-FEM discretization plays an important role in the construc-
tion of the observation spaces for the reinforcement learning problem. However, in principle, our
methodology could be applied with minor modifications to classical continuous Galerkin finite ele-
ment methods or even other numerical methods such as finite difference or finite volume methods.

5.1.1 Related work and novel contributions

Optimal mesh refinement strategies have been shown to be theoretically learnable in a recurrent
neural network setting [28]. The application of deep RL specifically to problems in computational
physics is in its infancy, and recent work at the intersection between the disciplines can be found
in [75, 255, 256]. A deep RL approach for the related problem of mesh generation is explored in
[201]. The work in [261] constitutes the first attempt to formulate AMR as an RL problem and
demonstrates the feasibility of the approach. The present work was developed concurrently and
independently, and we formulate the deep RL problem differently. To avoid growing and shrinking
action and observation spaces, our decision-making problem is inherently local rather than defined
over the entire mesh; to that end, our observation space includes measures of local non-conformity
of the solution. We elect not to impose a max refinement depth or provide a hard limit on the
refinement budget in the action space; rather, we impose these restrictions implicitly through our
reward function. Accordingly, we do not aim to maximize total error reduction; our reward function
seeks to strike a tunable balance between the accuracy of the numerical solution and available
computational resources.

In this work, we present novel theory and schemes that use a POMDP representation to formulate
AMR as a deep RL problem under incomplete information and obtain a trained RL policy that can
be thought of as a custom error indicator discovered through trial and error. To the best of our
knowledge, this is the first work that includes both refinement and de-refinement actions as part
of the resultant policy. We provide a very general framework for choosing an observation space
that can incorporate physically relevant features of the PDE to be solved. The methodology is
non-reliant on an exact solution or ground truth during model training or deployment. The agent
learns a cost-effective refinement and coarsening strategy that balances improved solution accuracy
with computational cost, as opposed to a hard threshold.

DG-FEM methods have been shown to be competitive in the under-resolved regimes of fluid flow
simulation, both in the sense of stability and robustness of the schemes [77], and in their ability to
transport high-frequency features over long time-integration horizons without altering the shape of

123



the features or losing amplitude (dispersion and dissipation) [244, 78]. Therefore, practically, the
ability of DG-FEM schemes to capture and preserve physical features is a more important criterion
of merit than the norm-measured errors often presented in academic convergence studies, (see [133],
pp-35-48). This is crucial, as it suggests that any performant AMR, technique should be measured
against its ability to resolve dynamical features while making efficient use of problem degrees of
freedom. This motivates the specific form of our reward function, as well as informs our primary
objective of this work; to obtain an AMR policy that accurately resolves features of the numerical
solution and efficiently uses computational resources.

This chapter is organized as follows. In §5.2, we introduce our RL formulation of the adaptive
mesh refinement problem. The partially observable Markov decision process is described in §5.2.2
with the action and observation spaces detailed in §5.2.2.1-§5.2.2.2. The design and implementation
of a new reward function that allows for model training without the need for exact or ground-
truth solutions to the underlying problem are provided in §5.2.3. Procedures for training and
deployment are given in §5.2.4, and a brief discussion of the deep learning policy architectures
employed therein is specified in §5.2.5. The discontinuous Galerkin spatial discretizations for the
numerical forward models are provided in §5.3 for different PDEs. In §5.4, we demonstrate the
efficacy of the methodology on a set of numerical test cases spanning a variety of PDEs and numerical
methods. We show that the resultant RL policies can outperform widely-used AMR, heuristics in
terms of accuracy per degree of freedom and that the policy corresponding to a single trained model
generalizes well to different boundary conditions, forcing functions, and problem sizes. We offer
concluding remarks in §5.5.

5.2 Deep reinforcement learning framework

Deep reinforcement learning combines reinforcement learning with deep learning using a neural
network to represent the value function, policy, or model considered in a classical RL setting [165].
Similar to other deep learning approaches, the network is typically trained by optimization of a
loss function over many episodes in which a strategy that maximizes the expected reward (5.1) is
determined through trial and error. This approach is attractive, as it does not require domain-specific
knowledge, nor does it require a large training data set; training data is generated experientially by
“self-play” as the agent interacts with its environment.

Formulating an RL approach (§5.2.1) to a problem involves describing the underlying decision
process and representation of the agent and the state (§5.2.2). We must specify a reward function
(§5.2.3) which encodes desirable behaviors of the resultant learned policy. Lastly, we must specify the
neural network architectures which are to represent the different parts of the RL problem (§5.2.5).
The subsections that follow present our novel formulation of adaptive mesh refinement as a deep RL
problem.

5.2.1 Notation

Reinforcement learning is characterized by a decision-making agent that interacts with an environ-
ment described by a state S. We consider the discrete-time case: at time step ¢ € {0,1,2,...}, the
observable state of the environment is S; and the action selected by the agent is A:, the latter of
which gives rise to the reward R;;; and modified state Sy4.

A partially observable Markov decision process (POMDP) is a formalism for describing a se-
quential decision-making process under incomplete information [216]. A POMDP is characterized
by (S, A, R, T, O, O,~), where the sets S, A, and R are the sets of possible states, actions, and
rewards, respectively. The state transition function T': S x A x § — [0, 1] encodes the distribution
of transition probabilities from a state S; = s to Si11 = ¢’ given the action a; that is, T'(s,a,s’)
returns the probability of transitioning to state S;y1 = s’ under the action A; = a executed in state
Sy = s. The set O is the set of possible observations, and the probability distribution O(ols, a)
describes the probabilities over the set of possible new observations O;y1 = o € O upon taking
action A; = a in state S; = s. The scalar v € [0,1] is a time discount factor—a lower discount
factor motivates the agent to favor taking actions early. A POMDP differs from a standard Markov
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decision process (MDP) in that the agent does not have access to the complete state .Sy, but rather,
indirect observations of it.

The goal of RL is to find a stochastic policy function 7w : @ — A that maps the observation space,
which we take as a subset of the entire space S, to the set of actions that maximizes the expected
reward

Qt(s,a) = ]Eﬂ— Z’}/th+k+1 | St =S, At =a (51)
k=0

over an infinite time horizon [232].

5.2.1.1 Mesh description

We now provide the notation for the computational mesh and finite-element operations (§5.3). We
let T, = U; K; be a finite collection of non-overlapping elements K; that discretizes the entire problem
domain 2 C RZ. We refer to the boundary of the problem domain as I'. The set 9T, = {0K : K €
Tr} refers to all boundary edges and interfaces of the elements, where 0K is the boundary of element
K. For two elements K and K~ sharing an edge, we define e = KT NJK ™~ as the edge between
elements Kt and K. Each edge can be classified as belonging to either £° or €2, the set of interior
and boundary edges, respectively, with ¢ = €° U £9.

The elements K+ and K~ have outward pointing unit normals n+ and n~, respectively. The
quantities a* denote the traces of a on the edge e from the interior of K*. When relevant for
element-wise operations, we take as convention that the element K~ refers to the local element,
and K7 to the neighboring element. The jump [-] operator for scalar quantities are then defined as
[a] = a= — a* on the interior faces e € °. On the edges described by d7},, we can uniquely define
the normal vector n as outward for a given cell and inward for its neighbor.

5.2.2 Elemental refinement as a local Markov decision process

As per the approach described in [10, 20] and references therein, the computational mesh is composed
of linear, quadrilateral, or hexahedral elements, and represented by a tree data structure. Upon
refinement of an element, 2% child elements are generated by bisection and marked as active, while
the parent element is marked as inactive. The active cells of the computational mesh at any given
time are the leaves of the tree. This process is schematically illustrated in Figure 5-1. For the
methods described in this chapter, we refer to elements (active or inactive) which share the same
parent element as “sibling” elements.

(a) (b)

Figure 5-1: (a) Adaptively refined elements in a computational mesh 7, generated from a single
element. (b) Underlying data structure representation as a tree, with inactive parent elements and
active elements as the leaves of the tree.

The state S; is characterized by the current computational mesh 7}, its numerical solution, uy,,
and any data known to the PDE (boundary conditions, forcing functions, etc.), which we refer to as
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D. Although the POMDP would be well-defined if the observation space O is the set of all possible
mesh configurations and numerical solutions, and even some nonlinear functions of these variables,
such choices of the global state and observation space would be computationally intractable, as the
agent could encounter a combinatorially growing action space to explore.

In light of this fact, we consider a local description of the state as the POMDP observation
space used to train the agent. During training, the agent observes a single cell locally, takes action
on the current cell alone, and receives a reward which is the effect of its local action on the entire
computational domain. Defining the POMDP observation space in this way, such that O C S, allows
for a fixed action space size as the size of the observation space is known and fixed. We can then
formally define the current state S; as the union of the observation space on every element of the
mesh; S; = UkeT, Ok ().

Following every action, the agent is subsequently moved to another cell in the mesh randomly,
according to a distribution B(Oy, S¢11) which encodes the POMDP belief in the state of the envi-
ronment and which cell should be visited next. In this work, for simplicity, we take the distribution
to be uniform over all cells in the mesh. However, a Bayesian treatment of the belief state is also
possible within our RL formulation.

Although it may seem counter-intuitive to train the agent on small subsets of the entire state
space, formulating the learning problem locally in this way has several advantages. Considering
the entire state of the mesh as an MDP leads to a growing and shrinking action space as the mesh
changes, with a combinatorially growing number of action possibilities; this can be addressed [261]—
however, the complicated action space may present training and generalization difficulties. Second,
many problems in computational physics are governed by PDEs with strong spatial locality, which
is why the linear systems arising from the discretization of PDEs are typically sparse. Therefore,
viewing the RL problem on a single element rather than on the entire mesh makes sense, as the
numerical solution is typically more sensitive to local phenomena. This is not always the case; e.g., in
elliptic PDEs, errors affect the numerical solution globally [234, 211]. To address this, we specifically
include elliptic PDE test cases in our numerical experiments in §5.4.

Lastly, the resultant trained neural network constituting the RL policy has the intuitive inter-
pretation of a custom cell-wise error indicator learned during training. With this interpretation, it
can be seen that the same trained model can be deployed repeatedly over the entire mesh, in parallel
if desired.

5.2.2.1 Action space

The action space of the agent is the discrete set A = {coarsen, do nothing, refine}, with respect
to the current cell. The goal of the RL problem can be stated succinctly as: train the agent such that
it refines in areas that are locally under-resolved, coarsens in areas that are locally over-resolved, and
takes no action otherwise. Furthermore, the agent should take these actions flexibly and efficiently
with respect to the available computational resources.

While it is always possible to refine, the mesh may be in a state such that it is not topologically
possible to coarsen the current cell. This is because the current cell could be at the coarsest possible
level of the mesh, e.g., a computational mesh comprised of a single cell, or because the siblings of
the current element could have arbitrarily many children, and coarsening is only possible when all
the sibling cells are at the highest possible refinement level (i.e., leaves on the tree). For example,
in the mesh depicted in Figure 5-1, all of the elements marked as blue can be coarsened, whereas
those marked as gray can not. Our implementation is such that if coarsening is not possible, the
agent defaults to doing nothing.

5.2.2.2 Observation space

The observation space O is the observable portion of the total state S. The observation space on
an element K € 7, of the computational mesh consists of:
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A. The averaged absolute jump in the numerical solution over the boundary of the cell, denoted

- 1
HK—7|8K| /8K|[[uh]]\d8K

as well as Z for the cell neighbors K’
B. The average integrated jump across all mesh elements ), Ex/Ng
C. The current usage of available computational resources p

D. Any physically relevant features of the numerical solution or data ¢(up,D) local to the cell,
where ¢(-) refers to a feature and D refers to available data

The rationale for the inclusion of item (A.) is that discontinuities present at the element interfaces
measure the non-conformity of the numerical solution. This is due to the assumption that, in the
absence of a physical discontinuity, the exact solution is continuous across element interfaces. This
observation is borne out by straightforward analysis, which shows a strong relationship between
the residuals of the numerical solution uy, over the element interior and the jumps across the inter-
element boundaries [40], leading to the development of so-called “non-conformity” error estimators
[188] specific to discontinuous Galerkin finite element methods.

Although formulating the observation space of the POMDP as a completely local problem is
computationally attractive, it is clear that in the absence of global information, the agent should
always perform the refine action. Items (B.) and (C.) both serve the purpose of communicating
global information regarding the relative utility of local refinement to the local decision process.

The inclusion of the average integrated jump over all mesh elements provides information about
the relative estimate of the error on the current cell as compared to other cells in the mesh. During
training, this element of the observation space allows the agent to decide when to forgo the oppor-
tunity to refine the current cell in order to spend computational resources elsewhere in the mesh,
where the numerical errors may be greater than those observed locally.

The scalar p € [0,1] indicates the current usage of available computational resources. In this
work, we take p to be the fraction of active mesh elements out of a user-specified maximum number of
elements. However, p need not have this representation: in the case of an HPC application, the value
of p could be measured directly by monitoring CPU or memory usage in real time. Alternatively,
p could be defined with respect to a maximum allowable wall-clock time per solution time step or
could be computed from some other a priori allocation of computational resources such as RAM
or arithmetic throughput. Regardless of how the computational usage p is defined, its inclusion in
the observation space serves to indicate to the agent the availability of computational resources; the
reward function §5.2.3 specifies the cost-benefit relationship of making use of them.

Due to item (D.), this observation space is very flexible and general. This is by design, as it
allows the user to include physically or computationally relevant information which may help the
agent learn a more effective strategy. As an example, the advection problem as described in §5.3.2
may include the local convective velocity in the observation space, as it determines the flow of
information.

Remark. For the RL formulations provided in this chapter, we emphasize discontinuous Galerkin
methods due to the simplicity and effectiveness of the non-conformity of the local solution as a proxy
for the local error. In the case of classical continuous Galerkin finite element schemes, the jump
of the solution along the element boundary is identically zero, due to the continuous nature of the
approximation spaces in which the numerical solution is sought [33]. However, item (A.) can be
readily replaced with other indicators of non-conformity in order to generalize the methodology to
other finite element discretizations. For example, the jump of the solution gradient along the element
boundary can be applied as a simple surrogate in the continuous Galerkin case—the core principle is
to select a numerical quantity that vanishes as the numerical solution approaches the exact solution
of the PDE. However, more sophisticated indicators of non-conformity exist [19].
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5.2.3 Designing the reward function

The reward function is an environment-provided reinforcement signal that determines the immediate
reward or penalty due to each decision on the part of the agent [236]. In that sense, the reward
function is central to the ultimate behavior of the agent after training and should encode all the
information pertaining to what we wish our agent to accomplish. For AMR, the reward function
used to train the agent should strike a balance between improvements in accuracy and incurring
additional computational costs. With these conditions, our proposed reward function takes the
general form of

[accuracy] — 7. [cost| B(p). (5.2)

The coefficient . is a scaling factor expressing the relative importance of the accuracy of the solution
versus increasing computational cost in the RL agent’s policy; it can either be tuned as a hyperparam-
eter or empirically computed for different computational regimes. The function B(p) : [0,1) — [0, c0)
acts as an asymptotic barrier discouraging the agent from exceeding the limit of its computational
resources. Two choices are shown in in Figure 5-2. The barrier function can be modified to encourage
the agent to use a certain percentage of resources; for example, to incentivize aggressive refinement
in the under-resolved case, which we refer to as a barrier function “with hortation”. In what follows,
unless otherwise specified, we use the non-hortative barrier function B(p) = \/p/(1 — p).

It remains to define a metric for improvement in solution and change in computational cost for
each of the terms in equation (5.2).

0 Polynomial barrier functions
1 -

—— Non-hortative barrier function
—-= Hortative barrier function

B(p)

Figure 5-2: Example of the non-hortative polynomial barrier functions B(p) = /p/(1 — p) and
hortative barrier function B(p) =p/(1 —p) —[1//p —1].

Accuracy. The optimality properties of the numerical solution arising from continuous and
discontinuous Galerkin finite element discretizations ensure that the error of the solution (measured
in an appropriate norm) decreases or remains the same upon any refinement of the computational
mesh [33, 39, 110]. These properties are crucial, as they guarantee that any change in the error
of the numerical solution, e(up) = |Jup — Uexact|| L2(9) that arise as a result of refinement will
be monotonically non-increasing. Therefore the fundamental idea is to reward any change in the
numerical solution upon refinement, and to penalize any change to the numerical solution upon
coarsening. We define the quantity

Aup = Y / JufFett —qlr| 4K (5.3)
KeTy, K
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to represent the change in the solution, upon the action A;, as is schematically illustrated in Figure
5-3. From here onward, we will use the integers tgy, and try, + 1 to refer to a RL time step
corresponding to the POMDP notation in §5.2.1 and use t to refer to time in the case of a time-
dependent PDE. The quantity Awuy represents the global difference in the numerical solution as a
result of different successive levels of local refinement. The computation of Auy, is always performed
by first interpolating the coarser of the two solutions onto the finer of the two grids, then performing
the integration. This way, the change in solution Awy, upon refining and coarsening the same element
are identical in magnitude, but with opposite signs, making every decision by the agent to coarsen
or refine reversible.

Naively applying the reward +Auwuy, upon refinement and —Awuy, upon coarsening is logical; how-
ever, this choice often results in an inconsistent reward signal due to scaling. One of the attractive
features of high-order finite element methods is that the error in the numerical solution decreases
quickly with respect to the mesh element size for problems with smooth solutions, typically as
1/hPerder where h is a representative size of a mesh element, and poyger is the polynomial order of the
scheme [33, 110]. As a result, the error in numerical solutions often spans many orders of magnitude
over a small number of mesh refinement cycles. To account for these large differences in the scale of
the error, and to prevent the initial refinements from dominating the total achievable reward during
training, we scale the rewards logarithmically, awarding the agent

RAu ==+ [10g(Auh + emachine) - IOg 6machilﬂe] 5

where the positive and negative signs apply to the cases of refinement and coarsening, respectively.
Here, €machine iS a representation of machine precision, which we take to be 1071, and is included for
the edge cases in which refinement or coarsening does not change the numerical solution. Of course,
it can also be a desired accuracy for the numerical solution. Lastly, the additive factor is chosen to
center the positive and negative rewards around zero, rather than log(eémachine) for interpretability,
and follows from our specific choice of machine precision.

St A= refine Sii1
—_— —— numerical solution
--- exact solution
mesh
Aup
RL agent refined element RL agent

Figure 5-3: Schematic of Auy upon refinement. The RL agent’s new location is sampled from the
belief distribution Biy; (Otnr s Star+1)-

Cost. We can specify the reward due to the change in computational cost upon action a;y, as
the quantity
Rac = B (p™+t1) — B (p'™r). (5.4)

The sign of Rac is not explicitly dependent on the action ayy, , as it purely relates to the increase
or decrease in computational cost as measured by p before and after the action occurs.

The reward function. Combining the constituent components, the final explicit form of the
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new reward function that we employ is

+ [10g(AUh + 6machine) - log(emachine)] - "J/CRACH if Qtgr, = refine
R(StRL ) atRL) = - [log(Auh + emachine) - log(‘fmachine)] - "YCRACH lf atRL = coarsen (55)
0, if a;,, = do nothing.

As a convention, we take Ry, +1 = R(atn,, Stny,) to be the reward returned by the environment,
given the input of action and state at time tgy,.

We remark that equation (5.3) can be naively applied to vector-valued problems as well, with uy,
comprising a vector-valued state rather than a scalar-valued one. However, care should be taken in
selecting this state and performing differencing between refinement levels. For example, in the case
of the incompressible Navier—Stokes equations, the difference can be computed with the velocity field
alone or involve the pressure. In this case, relative scaling between the fields becomes important in
preserving the reward signal.

5.2.4 Training and model deployment

To train the model on a static problem, we begin each episode with a very coarse mesh. The agent
is placed randomly on a cell in the mesh; after collecting the reward for each action, the agent is
moved to a different element randomly as described in §5.2.2. After a large given number of actions
have occurred, the episode ends, with early termination possible in the case of repeated do nothing
actions. If at any point the agent exceeds the allotted computational budget, it receives a large
negative reward and the episode terminates (see Appendix C). For time-dependent problems, the
training is similar. The typical RL action/reward cycles depicted in Figure 5-3 are performed within
a single time step, using the previous time solution state uz_l as the starting condition. After a
random number of iterations, the current RL-iterated solution is advanced to the next time step and
the process is repeated. We sample from a uniform distribution Uniform(1, max episode iterations)
to determine the number of iterations before the solution is advanced in time. In order for experience
signals to be propagated to the policy network during training, all that matters is that there are
areas of under- and over-resolution in the numerical solution; as long as the time advancement allows
this to occur, other valid heuristics for advancing the solution are possible.

For model deployment, the trained model considers every cell in the mesh sequentially, in the
order specified by the non-conformity estimator, and makes a decision based on the local observation
on that particular element. The percentage p of resources in use is updated in between elements so
that the model may update its recommendation. This constitutes the marking process—once every
element has been visited, the recommendations of the RL policy can be executed, concluding a single
AMR “cycle” for the RL model. The number of cells allowed as a budget during model deployment
can be significantly larger than that used in training. The trained policy network is agnostic to the
actual maximum number of cells allocated; rather, it sees only the percentage of the available cells
currently in use through the parameter p.

5.2.5 Policy and deep learning architectures

We now describe the particular architectures we used for our AMR agent. Our deep Q-network [183]
is the simplest policy. It consists of an input layer, the size of which corresponds to the size of the
observation space, two hidden-layers, each with 64 neurons, and an output layer with one neuron for
each possible action. Rectified linear units (ReLUs) are chosen as our activation functions. Taking
the argmax of the output yields the action we take (assuming we are using the optimal policy
deterministically).

The Advantage Actor-Critic (A2C) policy [182] uses the same network architecture as the deep
Q-network, but it trains two networks, one to estimate the value function (the critic) and one to
determine the optimal policy (the actor). At each step, the actor chooses an action that the critic
evaluates to estimate the state-value and improve the policy of the actor. Finally, the Proximal Policy
Optimization (PPO) policy [231] uses the same network architecture as A2C; the main difference is
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that PPO uses clipping in the objective function so that policy updates remain relatively small. We
compare the performance of these algorithms in §5.4.1.1.

5.2.6 Summary: reinforcement learning framework

The design of the reward function is pivotal in RL. The idea behind the reward signal (5.5) is
illustrated in Figure 5-3. When the agent uses resources to refine the solution, it accumulates a
reward corresponding to how much the numerical solution changes as a result of the refinement
(Raw) and is penalized according to the increased usage of its resource budget (Rac). In the
limiting case, in which the solution is perfectly resolved, the agent accrues only penalization for
additional refinement. Conversely, when the agent elects to coarsen the resolution, it is rewarded
according to the resources it saves but pays for any change in the numerical solution. In the limiting
case where the solution is perfectly resolved with more elements than necessary, the agent receives
a reward only for decreasing the number of elements, as the numerical solution does not change
upon coarsening. In essence, the reward function provides a signal which communicates the trade-
off between accuracy and computational cost. To preserve the reward signal, the reward function
logarithmically scales and machine-precision-normalizes the quantities Ra, and Rac, which can
span many orders of magnitude. The hyperparameter . is a tunable setting that reflects the degree
of displeasure incurred upon using additional resources, effectively weighting the user priority of
accuracy versus cost.

By formulating the sequential decision process locally as a POMDP, the observation space pro-
vides the link between the local solution data and its conformity to the cost-benefit trade-off of
refinement in that region. Informally speaking, the observation Oy, provides a signal relating local
solution conformity to that of the global solution as well as the remaining computational resources
and other potentially relevant data.

training_step(Ain;, Oty ): model_deployment(So, m):

Ky, < cell corresponding to Oyy;, S+ So

if Ay, = refine {T} <sort K € T, by Ex = [, [un]dOK
StRLJFl <« refine KtRL For K’ € {T}

if A¢y; = coarsen Og' + compute observation space for K’
Stpp+1 ¢ coarsen Ky, Ay <+ m(Ok) query policy network

update u/F" T = M(Sini+1), Perptt execute action Ay, update S, p

compute Auyp, (on finer mesh) via (5.3), Rac via (5.4)  compute new solution wuj, < M(S’)

compute Ry, +1 via (5.5) return uj, S’

sample cell KtRL+1 <— BtRL (OtRL7 StRL+1)
Otp+1 ¢ compute observation space for Kyy; +1
if Ptgp+1 > 1

Riyp +1 < large, negative reward

done < true
if iteration > episode iterations

done < true
return Ry, +1, done, Oiyy 41

Figure 5-4: Deep RL-AMR. Algorithms for a single RL training time step (left) and for the de-
ployment of the trained policy over a single refinement cycle (right). The training step takes as
input an action A;,, and an observation Oy, , and returns the reward R;., +1, the Boolean episode
termination condition done (default false), and the new observation Oy, +1. The model deployment
procedure takes as input a trained policy network m;, and starting state Sp; it returns the proposed
next mesh state S” and the updated numerical solution w),.

We summarize the algorithm for a training time step and model deployment in Figure 5-4. The
notation u;"" = M(Sy,, ) describes running the forward model on the mesh state Sy, to compute the

corresponding solution uZRL by numerically solving the PDE. The trained policy network is denoted
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7 (§5.2.2), episode iterations denotes a chosen number of maximum iterations during training,
and we use the Boolean done as a sentinel for episode termination. Lastly, we refer to the belief
distribution over the mesh cells K € T}, at state St as By, (Otgy s Sty )- For the architectures we
employ (§5.2.5), we refer to [212] for the complete specification as to how the weights of the policy
network are updated as a result of the training steps taken.

5.3 Finite element spatial discretization and problem physics

5.3.1 Notation and approximation spaces

We define the inner products over a set D C R? and its boundary dD C RY~! using typical
discontinuous Galerkin finite element notation as

(c,d)D:/ cddD, <c,d>aD:/ cddoD.
D aD

Let PPerder (D) denote the set of polynomials of degree porger on a domain D. We consider the
discontinuous finite element spaces

Whese = {w € L*(Q): w’K € Prerier(K)VK € Tp },
V}f)(’"der _ {’U c [Lz(Q)]d : 'U’K c [rpporder(K)]d VK € 7‘h}’
MPorder = {/u cI? (en) : “|e € PPerder(e) Ve € é‘h},

where L?(f2) is the space of square-integrable functions on the domain Q. Informally, W erder
represents the space of piecewise discontinuous polynomials of degree at most porqer On every element
in the mesh.

5.3.2 Linear advection equation

We will consider the linear advection equation of a tracer u

@—I—V-(cu):f in Q,

ot (5.6)

U =gp on I'y,,

on the domain ) with boundary I' separated into inflow and outflow regions I' = T'j, UT ¢, that are
defined according to the continuous, divergence-free advection velocity field ¢ and outward normal
n

)

Fin={xeTl:c-n<0}, (5.7)
Foww={z€Tl:c-n>0}. '

The linear advection problem defined in equation (5.6) admits the following semi-discrete discontin-
uous Galerkin discretization [39, 133]: we seek uj, € W7 such that

in ’

(.52) = (Fu cmdg, + Qo 0 (e m)c 4 (. unle e, = (. )~ G gle )y
Th

for all w € W}, There are many choices for the single-valued, inter-element numerical flux u*.
To mimic the physics of the problem, we use the common upwinded flux

N u;{, c-n<0
u =
u,, c-n=>0.
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In the steady case, the time derivative term is set to zero. In the unsteady case, a standard explicit
time-integration scheme can be used for temporal discretization using a method of lines approach
[110]; we use LSERK-45 [37].

5.3.3 Advection-diffusion equation

We will show that the methodology generalizes well across both different problem physics and dif-
ferent finite element discretizations. To do so, we will consider advection-diffusion PDEs, which
include, as a subset, second-order Poisson-type problems. Namely, we consider the set of problems
described by the PDEs

ou

E#—V-(cu)—V(mVu):f, in
(—kVu+cu) -n = gn, on 'y, (5.8)
u = gp, onI'p,

where I'p and I'y denote the Dirichlet and Neumann segments of the boundary, respectively. The
problem in equation (5.8) admits a hybridizable discontinuous Galerkin (HDG) formulation, devel-
oped in [191]: we seek (gn,un, @p) € ViPorder x Wherder x MPorder such that

(v, 57 an) . = (Vo v, un) gy + (v n, Gn)gr, =0

8uh N ~
(w7 3t>T = (Vw, eupn) g + (w, V- qn) g, + (w, (€-n)in)yr, + (0, T(un — ) gy, = (w0, ),
h
<:u7 gn -+ (C ’ n)’ah + T(uh - ’ah)>67’h = <.ua 91\2>6T5L
5.9

for all (v,w, p) € VPorder x Wherde x Mperd. We take the diffusion coefficient £ = 1 and choose
the stabilization parameter 7 = k/¢ + |c - |, where we use as a diffusion length scale £ = 1/5. In
order to solve Poisson-like problems, we set the convective velocity field ¢ to zero. In the unsteady
case, an implicit time-integration scheme can be applied for the temporal discretization; we use
the third-order backward difference formulae (BDF3). We refer the reader to [191] for a thorough
discussion of these choices.

5.3.4 Error indicators and AMR heuristics

For the test cases in §5.4, we benchmark the RL policy against two common AMR heuristics, the
Kelly Error indicator and a gradient indicator. The indicators are shown in Table 5.1.

Error indicator faces F = KN K' boundary face I'y
auh ’ duy |2
Kelly > cF/F |[8n]] dF ne [p gy — G| dF
FedK

Gradient-based Y ! Z ”yK/ un(z) — un(zx) -
K/

yx|| (il

Table 5.1: Cell-wise error indicators, contributions by face.

The Kelly indicator uses parameters cp = np = hg /24 for element width hyx. The approximate
gradient is formed using the distance vectors ¢} = 2% — zx between the cell centers of element K
and its neighbors K’, as well as the matrix

T
Y Yg
y=%" ( ) .
= \lyx || lyx |
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We scale the approximate gradient in Table 5.1 by a power of the mesh width, using h?d/ 2| |Vug||,
where the integer d represents the spatial dimension of the problem. Apart from being widely used,
the Kelly indicator is a natural choice of estimator to compare with the RL-agent’s policy network,
as it also gauges error by measuring local nonconformity—specifically, in the jump of the gradient
of the solution across element faces. We avoid using the non-conformity error indicator itself, as it
is known to exhibit undue dependence on previous refinement history and is recommended to be
used in conjunction with other estimators [188]. To execute an AMR strategy based on either of
these estimators, we use either a bulk or fixed-fraction rule. As described in §5.1, a bulk strategy
refines and coarsens the cells in which the top and bottom percentages of the estimated error occurs;
therefore the actual number of cells coarsened or refined is entirely dependent on the estimate. On
the other hand, a fixed-fraction refinement strategy sorts the cells according to their error estimates
and refines and coarsens a top and bottom percentage of the total number of cells. We denote these
strategies as bulk(refine percentage, coarsen percentage) and, similarly, fixed(-, -); e.g., fixed(0.4,
0.6) refers to an AMR strategy where the top 40 percent of cells in terms of their estimated error
are refined and the bottom 60 percent are coarsened. For additional details on both these indicators
and refinement strategies, see [10]. Budget constraints can be applied to AMR heuristics as well.
Imposition of a maximum depth on the tree data structure representing the mesh effectively limits
the number of cells as well as the minimum cell width. Alternatively, regardless of the depth of the
tree, a maximum number of cells can be imposed directly, after which no refinement is allowed to
occur. A disadvantage to both these constraints is that they are simple and arithmetic in nature
and make no use of the current state of the solution or percentage of resources used.

5.3.5 Numerical implementation

The finite element forward models were implemented in C++ and make use of the finite element library
deal.II [10]. The POMDP characterizing the RL environment was implemented using the OpenAl
Gym framework [35], and the custom deep RL architectures were implemented in the open-source
RL framework Stable-Baselines 3 (SB3) [212].

Unless otherwise specified, the policy architecture used is A2C, and we take the hyperparameter
Ve = 25 (see §5.2.3, §5.4.1), which we empirically found to give good performance over a wide range
of test cases. The main DRIL-AMR parameters for each numerical experiment are listed in Table
5.2. Additional details on RL training are given in Appendix C. As is typical in deep RL, the
particular number of training time steps used is not particularly meaningful as compared to the
order of magnitude of the total number of steps (see discussion in §5.4.1.1), as long as the policy
network is given sufficient time to increase its mean episodic reward significantly from its starting
performance. For all experiments, we used on the order of 10> RL training time steps, consisting
of 100-200 time step episodes, and training took on the order of 1-3 hours on a desktop computer
without GPU acceleration. More detailed benchmarking would be extraneous, as performance in
terms of training time is dominated by the cost of running the numerical solver rather than updating
the policy network, for all but trivial problems. Similarly, we benchmark the resultant heuristics and
policy networks using L2-error per degree of freedom as a figure of merit. Model deployment requires
only a forward pass through the policy network, whereas AMR heuristics require computation of
the relevant estimators; however, these two operations happen in different programming languages,
making CPU-time or wall-clock time performance comparisons between the two unclear. However,
as problem size grows, the cost of running the numerical solver dominates the time-to-solution. Since
the underlying PDE solvers are the same for both the DRL-AMR and heuristic approaches, we avoid
comparisons using CPU time or wall-clock times and show L2-error per degree of freedom directly,
as this metric succinctly illustrates the cost of obtaining a given accuracy using each approach.

All linear systems arising from the finite element discretizations are solved using direct solvers
(UMFPACK) to avoid the complicating factors of iterative solver tolerances and stopping criteria.
All surface and volume integral operators are discretized with Gaussian quadrature using porger + 1
one-dimensional (1D) quadrature points in each spatial direction, where porder is the polynomial
order of the finite element space W},

L2-errors, when shown, are computed as a post-processing step using a known exact solution
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and numerically integrated using porqer + 3 Gaussian quadrature points in each spatial direction to
ensure that the calculation of errors is not adversely affected by integration error. We re-emphasize
that no exact solutions are used at any point during training or deployment of the RL model itself.

5.4 Numerical experiments

The numerical experiments are designed to demonstrate the features and performance of the deep
RL AMR (DRL-AMR) approach. We start with a 1D, steady linear advection problem in §5.4.1
as an illustrative example to exhibit the feasibility of the approach and to demonstratively explore
the characteristics of the RL policy. We discuss details related to training and model evaluation,
compare the performance of different RL algorithms, and easily interpret results due to the simplicity
of the test case.

Subsequent experiments focus on the performance and generalizability of the DRL-AMR method.
In §5.4.2, we use the same trained RL model as in §5.4.1, but apply it to a different linear advection
problem to demonstrate generalization of the policy to different boundary conditions and forcing
functions. In §5.4.3, to show the generalization of the method to unsteady dynamics, we train a
model on a 1D time-dependent advection problem. Lastly, to support the claim that the approach
is not specific to a particular PDE or finite element scheme, we apply the DRL-AMR framework to
the Poisson equation discretized with an HDG scheme (§5.3.3). As the Poisson equation is a second-
order, elliptic PDE, its solutions are characterized by different physics than the hyperbolic, first-order
advection problems solved in §(5.4.1-5.4.3). Similarly, as HDG schemes are mixed methods, their
formulation (5.9) involves vector-valued finite element spaces and use of a traced finite element space
[191] on the mesh skeleton; that is, the underlying numerical method is significantly different than
those used for the solution of the advection equation (cf. (5.3.2)).

To show that the methods are not relegated to small or one-dimensional problems and that the
DRL-AMR method generalizes to higher spatial dimensions and larger, more complex problems, we
examine the performance of deep RL policies trained on 2D problems in §(5.4.5-5.4.6). The steady
advection problem in §5.4.5 allows evaluation of DRL-AMR in the context of the two-dimensional
generalization of the problem in §5.4.1. The steady advection-diffusion problem in §5.4.6 examines
the effectiveness of the deep RL policy when both advection and diffusion processes occur, and
highlights its ability to detect and resolve non-trivial features in an automated way by using solution
smoothness. The unsteady advection problem in §5.4.7 shows the ability of DRL-AMR to preserve
salient physical features of a numerical solution over long-time integration horizons. Throughout
the entire set of numerical experiments, we focus on the goal stated in the introduction of providing
a numerical solution that captures all physically relevant features efficiently in terms of problem
degrees of freedom, avoiding spurious diffusion and dispersion effects due to under-resolution.

The parameters used in training the RL models for all numerical experiments are shown in Table
5.2, along with the AMR heuristics to which we compared the models.

§ Porder Ve  training episodes training budget AMR heuristic indicator
5.4.1 3 25 2107 25 cells bulk(0.5, 0.5) gradient-based
5.4.2 3 25 2-10* 25 cells fixed(0.5, 0.1) Kelly
5.4.3 3 100 5-10% 25 cells bulk(0.5, 0.1)  gradient-based
5.4.4 3 25 2109 20 cells fixed(0.5, 0.5) Kelly
5.4.5 2 25 2-10° 110 cells bulk(0.5, 0.5) gradient-based
5.4.6 4 25 3-10° 200 cells bulk(0.5, 0.5) Kelly
5.4.7 3 25 3-10° 200 cells bulk(0.6, 0.4) Kelly

Table 5.2: Numerical experiments of §5.4: Training parameters of the DRL-AMR models, AMR
heuristics, and indicators.
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5.4.1 Steady 1D linear advection

For proof-of-concept, we consider the linear advection equation described in §5.3.2 on the 1D spatial
domain © = [0, 1]. We choose the boundary conditions gp at the inlet and forcing function f such
that the exact solution takes the form

u(z) =1 — tanh [a(1 — 4(z — 1/4))],

where we take as the steepness parameter o = 10. As the exact solution has the form of a smooth step
function, the resultant meshes and numerical solutions are easily interpretable—resolution should
be concentrated in the steep gradient region around the “step”. In light of this, we will use this
illustrative example to demonstrate the features of the trained deep RL policy, as well as the details
of training and model deployment. Subsequent sections will focus on generalizability.

Using a numerical solution of polynomial order po,qer = 3, we train the RL-agent for 2-10%
episodes on a computational “budget” of 25 cells (§5.2.3). However, at the time of model deployment,
we are free to give the trained RL policy whatever budget we wish; we emphasize that this is because
in general, we would like to train our model on much cheaper problems than those we intend to
solve.

During deployment, starting with a very coarse mesh consisting of 4 elements, we perform 6 AMR
cycles comparing the DRL-AMR model to an AMR heuristic that attempts to refine the elements
responsible for the top 50 percent of the total error and attempts to coarsen the elements responsible
for the bottom 50 percent of total error as measured by the approximate gradient error indicator
(Table 5.1). That is, a bulk(0.5, 0.5) strategy (see §5.3.4). We expect this heuristic indicator to
perform well, as this test case has only one feature, the steep gradient in the center of the domain.

26 cells used 14/25 cells used
2 1 2
1+ 1 -
0 0
O——O0—0- O GD 00— —0 o—Oo—GEEmEmn—8—0
0.0 0.5 1.0 0.0 0.5 1.0
(a) AMR heuristic (b) RL Agent

Figure 5-5: Steady 1D linear advection (§5.4.1). Numerical solution with the mesh resulting from
6 cycles of refinement, using the approximate gradient error indicator as an AMR heuristic and the
deep RL policy resulting from training. The exact solution is overlaid (dashed) in both cases for
comparison.

Figure 5-5 shows the numerical solution and meshes proposed by the two approaches. We see that
the deep RL agent deployed with a 25-cell budget is able to find a high-quality solution with fewer
elements than that of the AMR heuristic recommendation. This is corroborated by the more precise
comparison in Figure 5-6, which shows that at model deployments with budgets of 25 and 500 cells,
the RL agent outperforms the AMR heuristic over six refinement cycles in terms of L2-accuracy
per degree of freedom. That is, the RL policy provides a numerical solution of approximately the
same accuracy as that of the AMR heuristic, but does so with fewer degrees of freedom after the
refinement cycles, both on the problem size it was trained on, as well as at a much larger problem
size.

Although for 1D problems, differences in problem degrees of freedom are small, this example
illustrates the central difference between the learned policy and the classical AMR approaches.
AMR algorithms mark cells for refinement either in terms of the estimated volume fraction of total
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Figure 5-6: Steady 1D linear advection (§5.4.1). L?-error plotted against problem degrees of freedom
over 6 cycles of refinement, using the gradient-based error indicator as an AMR heuristic and the deep
RL policy: (5-6a) deployed with a computational budget of 25 elements; (5-6b) with a computational
budget of 500 elements.

error in the case of bulk refinement or by a certain number of cells in the case of fixed-number
refinement. In either case, the AMR algorithms rely on estimators purely to decide which cells
to refine, but the actual refinement behavior is in some sense, specified a priori. Similarly, the
commonly-used way to prevent AMR heuristics from continuing to refine beyond a computational
limit is to manually specify a max refinement depth, again an a priori choice uninformed by the
particulars of the solver or PDE, and specified everywhere. The DRL-AMR approach, in contrast,
not only estimates which cells are likely responsible for a disproportionately large or small share of
the total error but also estimates a stopping point, beyond which the solution smoothness indicates
that additional decreases in error are likely to be marginal from the perspective of adding new
unresolved features to the solution. This is because, during training, the RL agent is given global
information related to available computational resources, which it balances against the expectation
of change in the solution upon local refinement with respect to computational cost.

Where the stopping point occurs, in terms of the solution error, is controllable through the
hyperparameter .. A larger value of 7. means a cheaper numerical solution with a greater aversion
to incurring a cost. On the other hand, a small value of v, will result in a numerical solution with a
lower error and less tolerance for interface jumps. Informally, 7. is a user-specified setting indicating
the trade-off between cost and accuracy, and is a way to inform the agent “how accurate” versus
“how cheap” to make the solution. In Appendix A, we provide an approach to remove . as a training
hyperparameter entirely, and instead make it a user-chosen value during deployment by modifying
the policy architecture; however, this discussion is beyond the scope of the main contributions of this
thesis, and we train using a single value of v, for all of the numerical experiments in this section.
Next, we explore the training and deployment behavior of the RL policy for this simple case to
better understand the model.

5.4.1.1 Training and deployment considerations

Initialization. At the start of each training episode, we can either allow the RL agent to begin
on the coarsest possible mesh (coarse initialization) or initialize the mesh to a random state by
performing a random number of refinements.

Random initialization and coarse initialization perform similarly for the small problem sizes on
which they are trained; however, per unit training time, we find that random initialization often
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Figure 5-7: For the steady linear advection test in §5.4.1: (a) Performance achieved during training
for different deep RL training algorithms, as measured by average episode reward (solid lines).
Shaded bands indicate the rolling sample standard deviation of the episodic reward over a 10 episode
window. (b) Performance of DRL-AMR models trained using random state initialization and coarse
initialization, as measured by L2-error per degree of freedom over 6 refinement cycles (on a 25-cell
budget example and deployed with a 500-cell budget).

yields better policies when deployed on substantially larger problems. Figure 5-7b compares the
performance of two DRL-AMR models trained for 10° training time steps, one with the mesh in a
coarse state at the beginning of each episode, and the other with a mesh in a random state at the
beginning of each episode. Both models were trained on the linear advection problem in §5.4.1 with
a maximum budget of 25 cells but were deployed with a budget of 500 cells over six refinement cycles.
Comparing the accuracy with the problem degrees of freedom, it is clear that the model trained with
random initialization significantly outperforms the model with coarse initialization. Both models
begin the refinement cycle on the same coarse mesh during deployment. The model trained with
random initialization finds a solution of the same accuracy but uses only half the elements as the
model trained with coarse initialization. We obtained similar results for other test cases we ran.

We hypothesize that random initialization during training leads to a more aggressive exploration
of the action space and produces better results because initializing the mesh to a random state
produces regions that are over-refined and under-refined. On the other hand, initialization on a
coarse mesh tends to produce an under-resolved solution everywhere, leading the agent to become
biased towards refinement during deployment. As might be expected, in the limit of long training
times, performance becomes comparable between the two initialization strategies.

In light of these performance advantages, all results shown correspond to models trained using
random initialization.

Learning algorithms. The performance—as measured by mean episodic reward—for the three
RL policy architectures (DQN, A2C, and PPO, see §5.2.5) are shown in Figure 5-7a. The sample
variance bands are found to tighten non-monotonically over the training duration, indicating more
consistent performance. All three algorithms achieve similar mean reward and variance after roughly
25,000 training time steps, successfully solving the problem. However, as is common in RL problems,
the model performance during training is non-monotonic, and it is advantageous to periodically save
the most performant model state for deployment, rather than deploying the policy occurring at the
end of the training window. The most performant model at any time during training is defined as the
model with the highest mean episodic reward over a given lookback window—we use the SB3 library
default of 500 training time steps. In general, we have not found any particular architecture to be
consistently better in terms of performance over the set of test cases considered in this chapter. We
note however that we have not yet attempted to accelerate the training process through optimization
of training parameters such as batch size and episode length.
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Model deployment. Unlike the AMR heuristic, the deployed DRL-AMR model finds solu-
tions by apportioning computational resources over the mesh in a way that handles the smooth-
ness/efficiency trade-off, then changes the mesh topology over the subsequent refinement cycles in
order to increase accuracy. The DRL-AMR algorithm thus considers a richer set of strategies than
a purely greedy strategy.
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Figure 5-8: Steady 1D linear advection (§5.4.1). State of the numerical solution and mesh during
the deployment of the deep RL agent AMR policy, over six refinement cycles.

To illustrate this, Figure 5-8 shows the mesh and resultant numerical solution over a set of six
refinement cycles for an RL-agent trained in the same manner as in §5.4.1, but with a hyperparameter
value of 7. = 100, chosen to provide coarser solutions for the ease of visualization. Although cycles
2-6 all contain the order of 10 elements, the topology of their allocation over the domain changes to
concentrate around the steep gradient region. This showcases a particular strength of the method:
namely, that the decision of the number of elements to use during the exploratory cycles while
preserving solution smoothness is delegated to the machine learning model, rather than manually
needing to be specified. This allows the number of elements to increase and decrease exploratively,
as opposed to AMR heuristics, which must increase or decrease the number of elements according
to the error estimator or by a fixed number.

In practice, the cost of each cycle depends on the problem size but we find that the trained RL
policies reach a converged mesh state in a few cycles, typically around 5-10, independent of problem
size. This is in part because the number of cells can potentially double or halve every cycle, so
locally under-resolved regions either become resolved very quickly, or the computational budget is
approached and refinement recommendations become more conservative.

Introspection of the neural network model. As a deep RL policy is ultimately a neural
network, we can query the trained neural network in order to visualize the policy suggestions for
different inputs. Here, we are interested in visualizing the DRL recommendations (refine, no-change,
or coarsen) as a function of generic solution properties. The input space to a policy network is the
observation space and, in our case, it includes the numerical solution over the element. To sample
this network, we could for example use the solutions on all elements and marginalize over these
element solutions to create a map (decision versus solution properties). However, this sampling may
not be sufficiently complete (limited by the element solutions used) and solution properties would
need to be defined. To avoid to these issues, as discussed in §5.2.2.2, we could instead change the
observation space and retrain a new DRL model for which we can easily sample the entire observation
space and easily interpret results. Therefore, we train a new model using a reduced input observation
space consisting only of the cell boundary jump, the mean boundary jump over all cells, and the
current use of computational resources p. The purpose of this visualization is not to evaluate the
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performance of this simpler model but to show that such DRL-AMR networks are able to learn a
sensible mapping between the observation space and the refinement recommendation.

p = 0.3 budget used p = 0.5 budget used p = 0.7 budget used
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Figure 5-9: Samples of the policy recommendation of a newly trained DRL-AMR network for steady
1D linear advection (§5.4.1), as a function of a simplified observation space consisting of the cell
boundary jump, mean jump, and current use of computational resources. Decision boundaries are
shown between network recommendations to coarsen (blue), do nothing (grey), and refine (salmon).
The dashed line indicates where the local boundary jump is the same as the mean cell-wise boundary
jump over the entire mesh.

Figure 5-9 shows the recommendations of the simplified model trained on the problem in §5.4.1
using a value 7, = 25. We consider a range of [-16, -1] in log space, as these are the range of jump
values encountered by the network for this test case; recommendations outside of this region are
uninformed by data encountered during training. Each sub-figure shows the decision boundary
regions corresponding to the action recommended by the policy. At low use of computational
resources (p = 0.3), the model suggests mostly refinement, even in regions where the observed
boundary jump is significantly lower than the average over the entire mesh. We hypothesize that this
corresponds to exploratory refinement in some sense. At moderate use of computational resources
(p = 0.5), the model provides more conservative recommendations, suggesting refinement where the
local boundary jump exceeds the mesh mean and is not less than 10~2 in terms of magnitude. When
computational resources become scarce (p = 0.7), the model suggests coarsening except in regions
where the local log boundary jump is much greater than the mean. The decision boundaries are
highly nonlinear, even for this simplified observation space. This demonstrates the potential power
and flexibility of the DRL-AMR approach, as it learns complex relationships between any physical
relevant information included in the observation space and the utility of coarsening or refining.

5.4.2 Generalization to different boundary conditions and forcing func-
tions

We deploy the same trained DRL-AMR model in §5.4.1 to the same PDE, but on a different domain
Q = (—4,4), with a different set of boundary conditions and forcing. We choose the boundary
conditions gp at the inlet and forcing function f such that the exact solution takes the form

u(z) = sin(nz) exp (;ﬁ) .

At the time of model deployment, we give the trained RL policy a budget of 100 elements. We
evaluate the model over 6 AMR cycles this time using an AMR heuristic which makes use of the
Kelly error indicator (Table 5.1, [122]) and implements a £ixed(0.5, 0.1) strategy, as described in
§5.3.4.

The final mesh and numerical solution for both is shown in Figure 5-10. Our findings are similar
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Figure 5-10: DRL-AMR model trained on the test case in §5.4.1 but deployed on the problem in
equation (5.4.2). Numerical solution with the mesh resulting from 6 cycles of refinement, using the
Kelly error indicator as an AMR heuristic and the RL policy resulting from training. The exact
solution is overlaid in both cases for comparison.

to the test case in the previous section. Both methods find a mesh and corresponding numerical
solution that very closely matches the exact solution, however, the RL policy finds a coarse mesh on
which the solution is well represented and stops refinement past the fourth refinement cycle. Similar
to Figure 5-6, after the six refinement cycles, the RL policy returns a mesh that provides strictly
better accuracy per problem degree of freedom (not shown).

This highlights the generality of the method; the RL policy did not suggest refining close to the
center of the domain as it did for the example in §5.4.1. This is to be expected, as the RL agent is
never given global location information during training, only local cell information along with the
surrounding interface jumps; therefore it’s impossible to over-fit the RL agent to a specific training
example during training. However, we remark that if the agent were trained against a pathological
example such as the Weierstrass function, where the correct action could always be to refine, this will
be reflected in the trained model, although this can hardly be considered overfitting. Because the
agent learns to relate features of the PDE and local jumps to the local smoothness of the solution,
we find that the agent generalizes well across different test cases from the same PDE. This is an
important characteristic of the approach, as we wish to deploy the trained model on problems of
interest other than the subset on which the model was trained.

5.4.3 Unsteady 1D linear advection

As an extension to the steady experiments, we consider the time-dependent Sommerfeld wave equa-
tion P 5
U U
—+c—=0 in Q x [0,T
at 81‘ 1 [ ) ]5
u(z,t) =gp(t)  on I,
u(z,0) = uog ,

on the computational domain 2 = (—4,4). The Dirichlet boundary condition gp(t) at the inlet is
chosen according to the exact solution to the time-dependent wave equation Uexact (,t) = ug(x —t).
We consider numerical solutions at a polynomial order porqer = 3.

Gaussian pulse: training and deployment. In the first example, we use a Gaussian initial condition
ug = exp (—5ez(x — p)?). The scalar constants are 4 = —4 and 0% = 0.25, and the background
velocity field is taken to be ¢ = 1. The outlet boundary of the domain is taken to be an outflow
condition.

We train the DRL-AMR model for 5 - 10* RL time steps using the time-dependent solver and
training procedure as detailed in §5.2.4 with a computational budget of 25 elements and using a scal-
ing factor value 7. = 100 to render a relatively coarse numerical solution (5.2), as the computational
cost is more heavily penalized. All other training parameters assume the default values (§5.3.5).
For the AMR heuristic, we employ a gradient indicator (Table 5.1), that approximates the gradient
of the numerical solution to estimate the error. Given the fast-decaying tails of the Gaussian pulse
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Figure 5-11: Unsteady 1D linear advection: Gaussian pulse. Numerical solution with time-dependent
AMR policies using a gradient-based heuristic (left column) and the trained RL policy (right column),
at times T'= 1.6 (top), T = 4.2 (middle), and T' = 6.9 (bottom).

being advected, the gradient-based refinement indicator can be expected to accurately recommend
coarsening outside of the pulse.

During deployment, we allow the AMR heuristic and the RL policy to perform one cycle of
refinement/coarsening at every time step before advancing the numerical solution in time. We
consider an increased budget of 100 elements for the RL-agent, and for the AMR heuristic we
perform a bulk-refinement approach where we refine the cells responsible for the top 50 percent of
the numerical error as measured by the gradient indicator, and coarsen the bottom 50 percent of
the numerical error as measured by the same, i.e., a bulk(0.5, 0.5) strategy. Using a time step
At = 0.01, we simulate to a final time of T = 7. The results are shown in Figure 5-11. Similar
to the other experiments, we find that both algorithms are able to capture the advection of the
initial condition; the RL policy does so using a computational mesh with far fewer elements than
the AMR heuristic. Namely, the DRL-AMR model is able to preserve the features of the solution
while using fewer than 25 percent of the computational cost incurred by the AMR heuristic. Due
to the increased value of ~. as compared to the other numerical experiments considered thus far,
the RL agent is more tolerant of a lack of smoothness in the solution. This is reflected in the small
discontinuities of the numerical solution at the location x =0 at ¢t = 1.6 and at x =2 at ¢t = 6.9.

Deployment on multi-feature wave advection. We showed in §5.4.2 that the trained policy was
able to generalize beyond its training setup in terms of boundary conditions and forcing functions
for the steady advection problem. To highlight the same in this time-dependent case, we use the
policy network trained on the time-dependent wave equation example (Figure 5-11), but deploy it
on a more feature-rich initial condition

ug = (ale_ﬁ(x — ) + g sin (agx)) (x — 2m) (5.10)

with parameters a; = 3, ag = 2, p =0, and o = 2/25, a different background velocity ¢ = 7, and a
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Figure 5-12: Unsteady 1D linear advection: multi-feature wave. (Left) Initial condition (5.10) and
initial mesh of 64 elements. (Right) Numerical solution at time ¢t = 1, integrated using RL-agent
(94 active cells) trained on the Gaussian pulse. The mesh is shown with transparency for ease of
visualization.

The domain and background velocity field are chosen as 2 = [—2m7, 2] and ¢ = 7, respectively,
such that the exact solution is advected to its initial profile at the final time T = 4. To ensure the
numerical error is primarily due to spatial discretization rather than temporal error, we use for time-
marching a fourth-order explicit Runge Kutta (LSRK4) scheme and a small time step At = 1-1073.
For spatial discretization, we use the discontinuous Galerkin scheme of §5.3.2 with a polynomial
order porder = 3. We compare the performance of the RL-agent to an AMR heuristic using the Kelly
error estimator and a bulk(0.5, 0.3) strategy.

Numerical results are shown in Figure 5-12 and Figure 5-13. Figure 5-12a shows the initial
condition and the mesh of 64 elements on which the AMR heuristic and RL agent are initialized.
Figure 5-12b shows the numerical solution and mesh given by the RL policy network at t = 1.
Qualitatively, the features of the initial condition have been well-preserved, despite the use of only
27% of the active cell budget; the L?-errors at the final time were 3.13 - 1072 and 3.21 - 1072 for the
AMR heuristic and the Rl-agent solution, respectively. To provide a more thorough comparison,
Figure 5-13 compares the numerical solutions provided by the AMR heuristic and the RL agent at
the final time T" = 4; both demonstrate agreement with the exact solution—however, the RL-agent
does so using far fewer elements. The RL-agent uses only 92, fewer than half of the 210 cells used
by the AMR heuristic.

Although both approaches appear to prioritize refinement in roughly the same regions, by ex-
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Figure 5-13: Unsteady 1D linear advection: multi-feature wave. (Left) Numerical solutions and
corresponding meshes at the final time 7' = 4 for the RL-agent trained on the Gaussian pulse and
for the AMR heuristic, along with the exact solution. (Right) Zoomed-in center region corresponding
to the box in (a).

amining the fast-varying feature in the center region, depicted in Figure 5-13b, we see that the
RL agent is more selective about refinement, even in local regions with sharp features. To explain
this, we remark that the reward function is formulated such that the agent learns a map between
a local observation and the expected utility of refinement; therefore, even if the agent is in an area
of “interesting” activity, the numerical solution on a particular element may suggest that there’s
diminishing local utility to performing refinement. Moreover, the use of neighbor cell information,
as well as the convective velocity in the observation space can result in anticipatory behavior in the
recommendations, whereas the AMR heuristic will not.

We emphasize that due to the local nature of the observation space, over-fitting to a particular
feature encountered during the training example(s) is not something to be concerned with, as the
agent never has access to the solution as a whole, and the same feature will be covered with different
numbers of cells over coarsening and refinement. Ultimately, the RL agent is primarily concerned
with learning the relationship between a local signature of the numerical solution and the conformity
of the solution; this is why the agent performs well at preserving solution features. In that sense,
the DRL-AMR approach is advantageous in that applying it should not be particular to a specific
PDE or numerical scheme, a claim we investigate in the next section.

5.4.4 Generalization to different PDEs

To demonstrate that the DRL-AMR approach is not specific to the advection equation considered
above, we apply it to the second-order Poisson equation, a subset of advection-diffusion PDEs
(§5.3.3).
0%u i

7@ :f in ) = (71,]_)7 (511)
with mixed boundary conditions consisting of a Dirichlet condition © = gp on boundary I'p = {-1}
and Neumann condition Vu -n = gy on boundary I'y = {1}. The boundary conditions and forcing
function are deduced from the exact solution, chosen to be a superposition of Gaussian functions

exp (—(9”_;)2) (5.12)

g
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with parameters r; = —1/3, ro = 0, r3 = 1/3 and 0 = 1/10. We discretize the problem using
HDG finite elements as described in §5.3.3, with polynomial order porqer = 3. We set the diffusivity
coefficient K = 1 and the convective velocity ¢ = 0.

—o-: RL agent

\\‘ =@ AMR heuristic
\\\
\
\
W
1072 - \\\
\
e
. AN
o \
E W
w \\
o~ INY
28/36 cells used = 103 - e
4 \\\\\
N TN
Q\ "‘~-_.
2 s
\\
4 _ ~
10 ..

50 100 150 200 250 300

-1 0 1 Degrees of freedom

Figure 5-14: Steady 1D Poisson problem (5.11). (Left) Mesh distribution and corresponding nu-
merical solution resulting from 6 cycles of refinement using the trained RL policy with a budget of
36 cells; the exact solution (5.12) (black, dashed line) is overlaid for comparison. (Right) L?-Error
of the numerical solution vs problem degrees of freedom over 6 mesh refinement cycles for the RL
agent and the Kelly error estimator as AMR heuristic.

We train an RL model for 2 - 10° training time steps, and all non-specified training parameters
assume the default values (§5.3.5). Results of the trained RL policy are shown in Figure 5-14. We
see that the features of the solution are well resolved, and match the exact solution.

Furthermore, the trained policy identifies regions on the outer edges of the Gaussian mixture as
in need of refinement; we hypothesize that this region is specifically sensitive to Gibbs phenomena
caused by the change from a near-zero solution to a non-trivial one. The more precise comparison
between L2-error and problem degrees of freedom in Figure 5-14 shows that the DRL-AMR model
outperforms the AMR heuristic. As the Kelly error indicator was specifically designed for this type
of Poisson problem and can be referred to as an error estimator in this context, the fact that the
RL policy is competitive is an encouraging result.

Lastly, the PDE in (5.11) is elliptic. The Green’s function for the Laplacian operator decays
as 1/r, where r is the euclidean distance from the point in question, in contrast to the advection
equation, where errors are advected along with the solution along characteristic paths. Therefore
the numerical solutions as well as effective adaptive refinement strategies can be expected to be
of a different character than those for purely hyperbolic problems [234]. The fact that the RL
methodology was nonetheless able to satisfactorily solve the problem lends credence to the POMDP
formulation and use of a local observation space during training.

5.4.5 Steady 2D linear advection

To examine the generalizability and performance in the context of larger, higher-dimensional prob-
lems, we solve the steady version of the linear advection equation (§5.3.2) on the two-dimensional
(2D) spatial domain © = (0,1)? with a circular, counter-clockwise convective velocity field c(z) =
1/ ||z||y (=22, z1). On the inflow boundary I'y,, we specify the boundary condition gp according to
the chosen solution,

u(r) =1 — tanh (a(1 — 4(r — z0))), (5.13)

where 7 denotes the radius in cylindrical coordinates. We use the parameters o = 10, 2o = 1/4 and
forcing function f = 0. The exact solution is a two-dimensional, cylindrical coordinate generalization
of the test case considered in §5.4.1; that is, the solution contains a smooth, steep gradient. However,
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unlike the test case in §5.4.1, due to the higher problem dimensionality, the steep gradient is present
both in the domain interior as well as at the domain boundary.
To train the network, we solve the linear advection problem

V- (eu) =0, in Q,

u = u(r), in Ty,

using the DG discretization given in §5.3.2 with elements of polynomial order porqer = 2, and deploy
the model on the same problem. However, we train the RL policy network with a resource budget
of only 110 cells, limiting the learning process to a relatively small number of elements compared to
the deployment budgets; all other training parameters are the default values (§5.3.5). After 2 -10°
training, time steps, we deploy the trained RL policy over a series of 6 refinement cycles, starting
with a coarse mesh of 25 elements with 5 elements in each direction.

We compare the performance of the RL agent to the gradient-based error indicator (Table 5.1)
that uses a bulk(0.5, 0.5) refinement strategy. The AMR heuristic is given an effective budget of
3200 cells by limiting the maximum refinement depth; we compare this approach to RL policies with
both larger and smaller budgets. Similar to the test case considered in §5.4.1, this AMR heuristic
can be expected to perform well, given the steep gradient as the dominant feature of the exact
solution.

In Figure 5-15, we show the two numerical solutions overlaid with the final meshes and find that
the RL policy is able to outperform the heuristic. The RL policy was deployed with a budget of 1000
cells; it makes use of roughly 2/3 of its budget allocation by the final refinement cycle. Qualitatively,
both approaches are able to resolve the steep gradient; however, compared to the AMR heuristic,
the RL agent has much more conservatively refined the mesh around the slope. Instead, the RL
agent refines preferentially in the region where the steep gradient encounters the outflow boundary
(¢f. Figure 5-15¢ and Figure 5-15d). In training, the RL agent learned that the numerical solution
is sensitive to the discontinuities arising where the gradient meets the outflow boundary. Although
the agent has no information on where cells are located, the cells in this problem region exhibited
behaviors in their observation space that indicated the numerical solution would improve by refining
them. That is to say, the RL policy learned a non-trivial, spatially-heterogeneous strategy for
regional refinement. In contrast, the gradient-based indicator detected the steep discontinuity but
was not able to exploit the sensitivity of the error to the resolution close to the outflow boundary.

In Figure 5-16, we show the L2-norm of the solution errors as a function of the number of degrees
of freedom in the numerical discretization at each level of the refinement cycle, showing results for
the RL policy deployed at different cell budgets, specifically 200, 1500, and 5000 elements. By the
final refinement cycle, the RL policy finds a solution of comparable or better accuracy than that of
the AMR heuristic for the same number of degrees of freedom. With a budget of 5000 cells, the RL
agent remains well under budget but substantially outperforms the AMR heuristic. This is due to
the aggressive refinement of the heuristic around the gradient region; after five refinement cycles,
nearly all the mesh cells are located in this region, and an additional refinement cycle results in
performance similar to a uniform refinement i.e., nearly quadrupling the degrees of freedom. This
poor performance of the AMR heuristic can be somewhat attributed to the nature of the problem,
as discontinuous Galerkin methods for transport equations can be plagued by reduced convergence
rates on arbitrary meshes, especially meshes which are not flow-aligned [41], as is the case in this
example.

5.4.6 Steady 2D advection-diffusion equation

Section §5.4.5 involves a relatively simple steady numerical solution, with a single steep gradient
region. It is natural to ask whether the methodology can capture solutions with more complicated
features. In this section, we thus consider the steady advection-diffusion problem (5.8) with mixed
boundary conditions, and the less straightforward hybridizable finite element discretization (5.9) of
the same.

We choose a circular velocity field ¢ = (z2,—z1) in the domain Q@ = (—1,1)2. The top and
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Figure 5-15: Steady 2D linear advection. Numerical solution overlaid with the mesh refined using
a gradient-based error indicator and the RL policy (1000 cell budget). (Top row) Entire problem
domain. (Bottom row) Zoomed-in portion of the domain where the steep gradient meets the left
outflow boundary.

bottom boundary conditions are Dirichlet I'p, whereas the left and right conditions are Neumann
I'ny. The boundary values and forcing function are deduced from the exact solution, a superposition
of Gaussian functions chosen to create non-trivial features. The details of the exact solution are
given in Appendix B. The problem is discretized at polynomial order porger = 4 and makes use of
element-local post processing, resulting in an observed optimal convergence order of porder + 2 upon
uniform mesh refinement (see [191]).

We train the RL policy for 3-10° training time steps, using a budget of 200 cells; all other training
parameters are the default values (§5.3.5). As in the other numerical experiments, the training
budget was chosen to be significantly cheaper than the deployment budget. For comparison, we
consider an AMR heuristic that makes use of the Kelly error indicator with a bulk(50, 50) refinement
strategy, refining and coarsening cells responsible for the top 50 percent and bottom 50 percent of
the total estimated error, respectively. The AMR heuristic is given an effective budget of 3200 cells
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Figure 5-16: Steady 2D linear advection. L2-error as a function of the number of degrees of freedom
for the refinement cycles resulting from a gradient-based error indicator and the RL policy.

by limiting the maximum refinement depth, applying a cell limit as discussed in §5.3.4. We compare
this approach to RL policies with both larger and smaller budgets; we choose larger and smaller
budget as a comparison because, as is shown in the following, the RL-policy network recommends
substantially fewer cells than the AMR heuristic in either case. Both strategies are employed over 5
refinement cycles, beginning from the coarse mesh shown in Figure 5-17a.

The results of the comparison between the two algorithms are given in Figure 5-17. Examination
of the L?-error per degree of freedom (not shown) again demonstrates that the RL agent is com-
petitive with any of the AMR heuristics considered in this chapter. However, in this experiment,
we focus on the relative ability of the heuristic and RL AMR strategies to resolve relevant features
of the solution, pursuant to the discussion in §5.1.1. We see from Figure 5-17a that on the coarse
starting mesh, the numerical solution is acutely under-resolved. Both the AMR heuristic (Figure
5-17b) and the trained RL agent (Figures 5-17¢, 5-17d) are able to satisfactorily resolve the features
of the numerical solution, but the RL agent does so with a more parsimonious allocation of elements
over the mesh. Even when the computational budget is increased from 1500 cells to 5000 cells, the
RL agent makes only minor adjustments to the mesh.

The explanation for this is that the trained DRL-AMR model makes decisions based on the
learned relationship between the features of the observation space local to each element, and the
change in the numerical solution upon refinement. The HDG finite element schemes (5.9) enjoy a
faster convergence rate and, typically, better overall accuracy than the advection DG scheme (5.3.2)
due to its dual formulation and element-wise post-processing, as discussed above. Additionally, we
use a relatively high-order (sixth-order effective convergence rate) finite element scheme as compared
to the smooth step example in §5.4.5, which exhibited second-order convergence. The RL policy is
able to detect the fast convergence to the exact solution (according to the local numerical solution
as well as the jump discontinuities over the boundary of each element) and elects to use only a small
portion of its computational budget in order to resolve the solution, approximately 8 percent and 2
percent for budgets of 1500 cells and 5000 cells, respectively. We hypothesize that the inclusion of
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Figure 5-17: Steady 2D advection-diffusion. Numerical solutions overlaid with the corresponding
final mesh.

additional HDG-specific features into the observation space, such as the numerical gradient g; or the
approximate numerical flux on the mesh skeleton 4y (5.9) could additionally improve performance.

In summary, the RL policy is able to judiciously allocate resources in order to capture non-trivial
features of a numerical solution. Furthermore, the generality of the RL methodology extends to more
complicated finite element schemes and is able to take advantage of their properties—in this case,
high-order convergence due to a post-processed solution.

5.4.7 Unsteady 2D linear advection

In section §5.4.3, we showed that the RL policy, trained on a simple unsteady example, was able to
perform well when deployed on a much more complex flow, with a different setup than that seen in
training. We also showed that the complex features of the solution were preserved over many time
integration steps. In this section, we extend these results to two dimensions: specifically, unsteady
2D linear advection problems (§5.3.2).

Unsteady 2D Gaussian pulse advection: training. For DRL training, we employ the advection of
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a simple Gaussian as illustrated in Figure 5-18, extending the Gaussian pulse of §5.4.3 to 2D. The
initial tracer condition (Figure 5-18a) is

o= exp gz (o= 1 + - )
o

where (1, = 0, py, = 0.75, and o = 1/25. The convective velocity is ¢ = (2my, —2mz) over the
region = (—1,1)2, with numerical fluxes and upwind boundary conditions as specified in §5.3.2,
specifically inflow boundary conditions up, = 0 on Ty, shown in (Figure 5-18b) and no boundary
conditions imposed on the outflow boundaries I'oy (§5.3.2). We train the DRL agent for 3 - 10°
training time steps on a budget of 200 cells; all other training parameters assume the default values
(§5.3.5 and Appendix C).

c = [2ry, —2nx]
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(a) Initial condition ug (b) Convective velocity ¢

Figure 5-18: Unsteady 2D Gaussian Pulse advection: Training test case setup. The locations of
inflow boundary conditions are highlighted in grey.

Unsteady reversible 2D ring advection: deployment. Once trained, we deploy and benchmark
the DRL agent’s performance against a more complex unsteady linear advection (§5.3.2). Inspired
by the novel advection-diffusion test case in [136], we consider the advection of a thin ring by a
reversible swirl flow (Figure 5-19). The initial tracer condition is given by

1
202

2
ug = exp (- (\/(95 —x0)* + (Y — yo)?* — 7’0) ) ) (5.14)
specifying a ring with inner radius 7y and approximate thickness 30 centered at the point (zq, o).
For this test case, we choose the parameters ro = 0.2, (xg, y0) = (0.25,0.25), and 30 = 0.05,
describing a thin ring centered in the bottom right-hand corner of the domain, depicted in Figure
5-19a. The velocity field is given by the reversible swirl flow

3 3
c(z,y,t) = <2a(t) sin? (7z) sin(27y), — §a(t) sin?(my) sin(27m:)> (5.15)
over the square domain Q = (0,1)2. Here 0 <t < 1, a(t) = 1if t < 0.5, and a(t) = —1 if ¢t > 0.5,
which reverses the direction of the flow field at ¢ = 0.5. At the time 7" = 1, the analytical initial

tracer distribution returns to its initial location due to the flow symmetry and can be compared to
the initial condition to measure the error in the numerical solution. The inflow boundary conditions

150



and forcing function are taken to be zero over the duration of the simulation; however, the locations
of the inflow and outflow boundaries switch over the course of the time integration. The presence of
steep gradients in the solution along the inner and outer circumferences of the ring during both the
forward and backward swirl advection process makes this problem challenging, as well as a suitable
test case to assess the ability of a numerical scheme to avoid spurious diffusion and dispersion, and
to preserve features of the analytical solution [136].

All numerical simulations are run at polynomial order po.qer = 3 and use a small time step
At = 1073 over the LSERK45 time-marching so that the total error is dominated by the spatial
discretization error.

During deployment, we compare the trained DRL-AMR model to an AMR, heuristic which uses
the Kelly error indicator with a conservative bulk(60, 40) refinement strategy. Both strategies start
on a fine, uniform mesh of 64 x 64 elements and are allowed 6 refinement cycles during initialization,
after which, they are allowed one refinement cycle per time step for the duration of the simulation.

In order to prevent the number of degrees of freedom from growing unbounded over time integra-
tion for the AMR heuristic, we apply an effective resolution requirement by specifying a maximum
refinement depth of 4 as discussed in §5.3.4, corresponding to the finest possible grid of 64 x 64
cells. To provide a fair comparison, the RL policy is deployed with an equal maximum cell budget
of 642 = 4096 elements.

For baseline comparison for the AMR heuristic and the RL policy, we show first in Figure 5-19
the numerical solution for a uniform grid of 64 x 64 elements, corresponding to the resolution limit
for the AMR heuristic. Qualitatively, the uniform grid simulation is able to preserve the features of
the ring over the forward and reverse advection, up to final integration time ¢ = 1 (Figure 5-19c¢).
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Figure 5-19: Unsteady reversible 2D ring advection. Numerical solution on a 64 x 64 uniform grid.
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The proposed meshes and resultant numerical solutions for the AMR heuristic and RL policy
are shown in Figure 5-20. As can be seen in panels 5-20a, 5-20b, 5-20d, and 5-20e, the qualitative
features of the numerical solution resulting from both schemes are very similar to that of the uniform
grid simulation (Figure 5-19); that is, both approaches are able to successfully resolve the features of
the solution. Similar to the other experiments, the RL agent is able to achieve comparable accuracy
to the AMR heuristic, but with a comparatively coarser mesh, as is corroborated in Figures 5-20c
and 5-20f. The numerical errors for each approach are comparable and within 10 percent of the
numerical error resulting from the uniform mesh. However, in this particular test case, at each time
step, the RL-agent used far fewer elements.
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Figure 5-20: Unsteady reversible 2D ring advection. AMR heuristic (top row) vs DRL agent (bottom
row).

The L2-norm of the errors for the three numerical solutions at final time T" = 1 are provided in
Table 5.3 and the time series of active cells for both the AMR heuristic and the RL agent are shown
in Figure 5-21. They confirm that the DRL-AMR agent can achieve the same accuracy for a much
smaller cell budget.

Refinement method L?-error Percent change
Uniformally refined mesh (4096 cells), ground truth 1.8316 - 102 -

AMR Heuristic (Kelly) 1.9553 - 1072 6.8%
DRL Agent 1.9630 - 10~2 7.2%

Table 5.3: Unsteady reversible 2D ring advection. Comparison of numerical errors at final time
T = 1. The evolution in time of the number of active cells is provided in Figure 5-21.

152



Active cells

AMR cells / RL cells

3x103 4.5 1
—— AMR heuristic
—— RL agent
2x10° 4.07
3.5
103 4 3.0
2.5
6 x 102 M
2.0
0 200 400 600 800 1000 0 200 400 600 800 1000
Timestep Timestep

Figure 5-21: Unsteady reversible 2D ring advection. Number of active cells versus time during
deployment (post-initialization).

5.4.8 Discussion of numerical experiments

The numerical experiments in §5.4.1-§5.4.2 demonstrated a proof of concept for the DRL-AMR ap-
proach; we were able to train a model on a small budget and apply it effectively to larger, different
problems governed by the same PDE. Our experiments indicated that random initialization led to
a better exploration of the decision space and that all learning algorithms considered were able to
solve the problem. We saw that for a simplified observation space, the neural network representing
the trained RL policy was interpretable in terms of local solution conformity. The numerical ex-
periments in §5.4.3-§5.4.4 showed that the method generalizes to time-dependent problems, as well
as to different PDEs with mixed boundary conditions and significantly more complicated numerical
schemes.

The test case in §5.4.5 demonstrated that the RL agent was able to learn a spatially heteroge-
neous, non-trivial strategy to increase accuracy per cost by preferentially refining around a problem
region on the boundary, a strategy on which the AMR heuristic was not able to capitalize. The
advection-diffusion problem in §5.4.6 extended the findings in §5.4.4 to higher dimensions and ex-
hibited the ability of the RL policy to take advantage of the fast convergence of a post-processed
solution as well as to resolve non-trivial features of a numerical solution cheaply. Lastly, the unsteady
2D advection problem in §5.4.7 displayed the ability of the trained RL policy to preserve similar
non-trivial features over the course of time integration in problems with dynamic, sharp gradients.

Overall, our DRL-AMR methodology is flexible and effective at delivering efficient, high-quality
solutions for both static and time-dependent problems over a wide range of different PDEs, boundary
conditions, dimensions, and problem sizes.

5.5 Conclusions and future work

In this chapter, we introduced a novel deep reinforcement learning formulation for adaptive mesh
refinement based on a partially observable Markov decision process designed to balance numerical
accuracy with computational cost, with the goal of providing a learned, high-quality strategy for
resolving solution features efficiently. The underlying idea is that rather than hand-designing a
heuristic error indicator a priori, the reinforcement learning agent will instead learn one through
trial and error during training by solving many inexpensive problems. This is advantageous because
the learned policy network can be arbitrarily complex and make use of any feature included in the
observation space, including information about computational cost. Furthermore, training the RL
policy requires no domain-specific knowledge, as the relevant information is encoded in the numeri-
cal solver, and, more abstractly, in the underlying PDE. Conversely, specific features of a numerical
scheme such as polynomial degree, convergence order, and problem dimension are implicitly con-
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sidered in training through use of the numerical solver, as opposed to having to be analyzed and
explicitly specified in the case of a manually-defined error indicator.

Our implementation shows that the resultant trained policies are able to execute adaptive refine-
ment strategies which are competitive with, and in many cases, better than common AMR, heuristics
in terms of accuracy of the final solution per problem degree of freedom. Our methodology is not
specific to any particular PDE, spatial dimension, or numerical scheme, and can flexibly incorporate
physical or temporal history data into the observation space. The local nature of the RL problems
allows for training the RL agent on small problems and deploying the policy on much larger prob-
lems, ensuring scalability. Lastly, at no point during training nor model deployment do we ever
make use of an exact solution or a “ground truth.”

Future work could incorporate p-refinement into the learning process to allow the RL agent
access to a richer set of finite element representations of the numerical solution, incorporate a
more sophisticated belief distribution as to the regions of under- or over-resolution in the numerical
solution, or integrate transfer learning using existing error estimators to accelerate training. Finally,
the application of the new DRL-AMR schemes to vector-valued problems such as the Navier—Stokes
equations, ocean equations, and atmospheric [127] applications, as well as studies of related numerical
topics such as slope-limiting, preconditioning, and adaptive time integration, are the subject of
ongoing research.
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Chapter 6

Conclusion

6.1 Summary

In this thesis, we derived and developed new numerical schemes to solve the hydrostatic and non-
hydrostatic ocean equations, using high-order hybridizable discontinuous Galerkin (DG) spatial dis-
cretizations and advances in stability and robustness properties for projection-method temporal
integration. We implemented the ocean models in a high-performance C++ framework, and the
model nesting within the MSEAS-PE hydrostatic ocean modeling and forecasting system. We ver-
ified the correctness and efficiency of the finite element models and conducted preliminary 2D and
3D model-nested simulations using realistic ocean data in the Alboran sea.

Using the new schemes, models, and software, we conducted exploratory investigations into use
of data assimilation and Bayesian inverse problems using ensemble Kalman filtering and Markov
chain Monte Carlo methods, respectively. We demonstrated that these approaches are viable for use
with high-order discontinuous finite element solvers.

With the long-term goal of adaptive mesh refinement for ocean processes in mind, we developed
a general and flexible methodology to learn new adaptive mesh refinement strategies using deep re-
inforcement learning. This approach couples state-of-the-art machine learning schemes and libraries
with our custom numerical solvers, enabling the discovery of tailor-made AMR strategies for the
numerical solution of PDEs using high-order DG methods. Altogether, these advances are aimed at
the creation of next-generation nonhydrostatic ocean models.

6.2 Future work and outlook

The chapters of this thesis constitute advances in the field of high-order finite element methods,
ocean modeling, and machine learning. However, the primary logical extension of this work is the
combination of all the constituent advances into a single, integrated ocean modeling framework.
Incorporation of the data assimilation techniques and uncertainty quantification techniques ex-
plored in §4 into the nonhydrostatic ocean model developed in §3 is entirely straightforward, once
a particular stochastic quantity of interest has been identified. The inclusion of ensemble Kalman
filtering into ocean models is well-understood and requires little explanation. In the case of the
Markov chain Monte Carlo methods developed in §4.3, we sought to invert an unknown spatially-
variable diffusivity field using synthetic sparse observation data at certain sensor locations. The
application to ocean modeling applications is immediate, as one of the most important parameters
is the choice of the diffusivity in the ocean equations. Since all ocean models are limited in their spa-
tial resolution, they are incapable of capturing physical dynamics occurring on length scales smaller
than the element size. The choice of a numerical diffusivity in the ocean equations amounts to the
replacement of the actual molecular viscosity with a much larger eddy viscosity, an approach referred
to as subgrid-scale parameterization [56]. Even for nonhydrostatic ocean processes, the horizontal
scales of the modeling domains tend to be much larger than those of the vertical, and we have
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treated the subgrid-scale parameterizations anisotropically, choosing both a vertical and horizontal
diffusivity coefficient. Therefore, any simulation using the nonhydrostatic model in §3 involves the
modeling choice of four diffusivity parameters: a horizontal and vertical eddy viscosity for both
the momentum and tracer equations. Furthermore, as the eddy viscosities ought to depend on the
grid dimensions, the inclusion of adaptive mesh refinement also induces a natural spatio-temporal
dependence for these parameters. Areas of fine resolution should apply a different eddy viscosity
than those with coarse resolution, especially when the capture of highly-localized phenomena such
as internal solitary waves is of modeling interest. In general, more complex ocean turbulence and
mixing models could be devised and implemented in the present HDG framework. Returning to
the application of MCMC methods for Bayesian inversion of the diffusivity field, the most simple
and natural application of these methods is a principled inference of these four parameters from
observational data. Introduction of adaptive mesh refinement and unstructured meshes allows for
the inference of spatially-variable or even dynamic diffusivity fields, extending §4.3.

Application of the deep reinforcement learning methods in §5 into an ocean modeling framework
is less straightforward and constitutes the subject of ongoing research. The key question of interest
is how to appropriately treat vector-valued finite element spaces. The jumps in the different solution
variables could all be included in the observation space, but there is a question as to how to treat
the relative scales and dynamic vector gradients of the solution. Additionally, this question affects
the reporting of the global average of the jumps in the vector-valued solution. Neural networks
are known to be sensitive to inputs that have a large difference in scales, as would be the case for
most ocean applications. Many different heuristics to normalize or rescale the solution variables are
possible, but it is the author’s opinion that careful consideration is required to arrive at a principled,
general method which allows all solution variables to be treated in a way that allows for the actual
desired goal: to find locally under- and over-resolved regions. The free-surface seiche test case in §3,
for example, has a constant density, allowing for a simultaneously over-resolved density perturbation
field but an under-resolved velocity or free-surface. Therefore, a future research direction is to devise
a method which allows for the detection of high-priority areas of refinement based on the underlying
dynamics, while simultaneously handling large differences in the scales of the state variables.

The constituent advances in ocean modeling and machine learning made in this thesis also have
their own possible independent extensions.

6.2.0.1 Ocean modeling

In the future, the present work will complement the suite of multidisciplinary simulation, estimation,
and assimilation systems (MSEAS) methods and software [186], used for fundamental research and
for realistic simulations and predictions in varied regions of the world’s ocean [105, 104, 107, 150,
155, 164, 200, 215] Applications include monitoring [152], real-time acoustic predictions and data
assimilation [68, 142, 148, 259, 3, 4], probabilistic forecasting [160, 158, 69], adaptive sampling and
path planning [147, 153, 155, 151, 67], and ecosystem predictions and environmental management
[55, 106]. Namely, the present results can be applied and developed pursuant to research in high-
order multi-dynamics regional ocean modeling [243, 244, 246, 228]. These models can be employed
for targeted non-hydrostatic and biogeochemical process studies.

Preliminary work has been done to extend HDG methods to a distributed computing environment
[73, 79, 134, 224, 225] and a logical step for future work involves adapting the matrix-free approaches
and implementations of the present results to a GPU environment. The fast application of the
sparse HDG matrix-vector product in particular may be amenable to GPU acceleration, perhaps
in conjunction with an HDG-specific graph-coloring approach similar to that discussed in [225] to
provide further vectorization. Numerical experiments conducted in tandem with the work in this
thesis conclusively demonstrate that the dominant computational cost of HDG-FEM methods for the
incompressible Navier—Stokes equations and ocean equations discretized with projection methods is
the solution of the elliptic pressure correction equation, a result corroborated by similar experiments
in the ocean modeling literature [178, 251]. Geometric multigrid (GMG) methods are known to be
solvers with optimal complexity properties in the number of total unknowns [38, 100]. However, the
same element-to-skeleton parameterization that makes HDG-FEM advantageous presents a distinct
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weakness in terms of devising efficient GMG methods. As of the time of this writing, optimal-
complexity GMG methods for HDG schemes remain under development [134]. Should this line of
research prove fruitful, the application of high-performance GMG methods to the linear systems
arising from the discretization of these typically ill-conditioned pressure correction systems would
confer significant computational advantages. In turn, both numerical and computing improvements
to HDG-FEM scalability could be employed for multi-scale multi-dynamics ocean and fluid modeling
(62, 161].

While not used in this thesis, a common technique applied to advection-dominated problems
in fluid physics is the use of slope limiting to provide additional numerical stability for DG finite
element methods [110]. However, this approach is largely heuristic, as it involves filtering out high-
frequency modes from the nodal solution. As these high-frequency modes may be either spurious or
physical, slope limiting can lead to substantial losses in accuracy. Competing techniques inspired by
the stabilization approaches used for advection-dominated flows modeling using classical continuous
Galerkin finite element methods have recently been applied with success to DG schemes for the
incompressible Navier—Stokes equations [77, 78]. These methods involve the use of mixed polynomial
spaces for the discrete velocity and pressure, as well as the inclusion of penalization terms derived
from the particular choices of numerical flux to discourage the growth of numerical energy over long
time integration. A sensible future direction would involve a comparison between slope limiting
methods and these more modern techniques in the interest of achieving the best balance of accuracy
and stability in under-resolved regimes, and the conclusions could be of interest to the DG-FEM
modeling community more broadly.

Aside from the underlying numerical methods, the work completed in §3 has additional ap-
plication to the validation of hydrostatic models and identification of dynamical regimes in which
nonhydrostasy plays a crucial role. Conversely, the model will enable investigations into accurate
nonhydrostatic parameterizations natively employable in hydrostatic models such as the MSEAS-PE
forecasting system. The software developed over the course of this thesis has already been extended
and applied to idealized hydrostatic-nonhydrostatic multi-domain modeling [228]. These develop-
ments offer the future possibility of a two-way nested hydrostatic-nonhydrostatic model, where the
nonhydrostatic HDG finite element model is nested inside of a larger DG-FEM hydrostatic model,
with boundary conditions to the DG-FEM hydrostatic model provided by the MSEAS-PE model.
The advantage of such a set up over that considered in this thesis is a fully two-way nesting, whereby
the nonhydrostatic and hydrostatic models communicate with each other dynamically. Such real-
istic multi-dynamics simulation capabilities with Bayesian data assimilation and learning [98, 170]
constitute the subject of ongoing research.

6.2.0.2 Machine learning

In the author’s opinion, machine learning methods are better-suited to improving heuristic aspects
of numerical PDE solvers than to the task of replacing them directly. As alluded to in §5.1, this is
because the convergence, consistency, and stability guarantees provided by numerical methods are
essential to research confidence in the output of any numerical model. In contrast, attempting to
directly learn the nonlinear mapping between boundary conditions and forcing functions and the
solution to a partial differential equation using the machinery of deep learning requires solving a
highly non-convex optimization problem in which convergence is not guaranteed. Preliminary work
has started in this area [213] but much remains to be done. On the other hand, modern machine
learning techniques have shown themselves to be effective at learning effective heuristics and patterns
from data alone, in the absence of a model. In §5, this idea was explored at length for adaptive mesh
refinement; however, there are many such heuristics auxiliary to the direct application of numerical
schemes which could conceivably provide substantial benefits to the accuracy and efficiency of the
numerical solution of PDEs. Even relatively mature technologies such as matrix multiplication
have proven to be amenable to acceleration by using deep reinforcement learning to find faster,
more efficient computational strategies [76]. To that end, fruitful areas of future research involve
the application of deep reinforcement learning to the problems of preconditioning, adaptive time
stepping, slope limiting, and avoidance of CFL limitations. The replacement of human tinkering
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and adjustment with machine-learning-discovered policies for any one of these applications would
constitute a substantial advance in the field of numerical modeling.
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Chapter 7

Appendices
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7.1 Useful identities

The traces u™ are defined on K+ as
uT = lim (:c — eni) .

e—0

Since n* points outward, the limit of & —en® has the interpretation of the value of u(x), approaching
the boundary of K from its interior.

7.1.0.1 Jump relations

()2 = () = 5+ i)y — ) = {{un} o] (71)

N | =

HUE
1 D I
Hunl} + 5[[Uh]] = i(uh +uy, )+ i(uh —uy ) =y, (7.2)

[uv] = {{u}} [v] + [u] o} (7.3)

The following relation is useful computationally since it avoids negation on each edge to distin-

guish between the normal vectors nt and n~, using instead that n* = —n~:

[unn] = wint +u;n™ = (v —u;)nt. (7.4)

7.1.0.2 Flux relations

Upwind fluxes are defined as

G ont = (c-nMuy, e-nt >0 (75)
" (e nt)u,, c-nt<0 '

loosely “take the value from where ¢ is blowing". This would require logic to compute; but is
equivalent to the computationally more efficient (for vectorization)

%(c~n++|c~n+|)u;f+%(c~n+f|c~n+|)u; (7.6)

which can be easily verified as equivalent by considering the positive and negative cases of ¢ - n*.
Another common way of writing the upwind flux is

i = ¢ {fu}} + gle- nl[un] (7.7)

which is actually correct regardless of whether n™ or n™ is chosen for n. To see this, we make use
of the vector triple product identity @ x b x ¢ = b(a - ¢) — ¢(a - b), which implies

(c-n)ni:nxnixc—kc(n-ni)

=c(n-n%).
Expanding equation (7.7),

1 1 1 1
cu = §CU+ + icu_ + §|c ‘njutnt + §|c ‘njlun",

160



yielding the two cases

1 1
c-n>0 cu:icu++§cu_+f(c-n)n+u++§(c-n)n U,
1 1
c-n<0 cuzicu++§cu*f§(c n)n+u+f§(c nn-u
If n =n™, then
1
c-nt>0 cu:§c1ﬁ+§czf—|—§cu+—icu*:cu+
c-nt <0 c 1c++1c_ c++1c_ c
. : U= —cu —cu” — —cu —cu” =cu
2 2 2 2
on the other hand, if n = n—, then
. PUSEE UUFUNE SRS SUTENE SR
cn : cu = -cu —cu” — —cu —cu” =cu
- 2 2 2 2
— 1 1
c-n <0: cu = §Cfu+ + icu* + iczﬁ — écu* =cu"

and we have that the flux is indeed upwinded.

7.1.0.3 Vector calculus

Construction of divergence-free velocity fields. It can be of numerical interest to test the
discretization of a divergence-free velocity field. The vector calculus identity

V- (FxG)=G-(VXF)—-F-(VxG) (7.8)

implies that if we choose two continuous, twice-differentiable vector fields f and g, and choose
C = Vf x Vg, we have that the divergence V - C = 0, since V x (V¢) = 0. This approach is
useful for generating three-dimensional divergence-free vector fields, but to generate two-dimensional
divergence-free vector fields, we must be careful to avoid a z-dependence in C,; if we have that the
dependence C,(x,y), then the partial derivative 9/09z(C}) vanishes and

ac, aC,
ViC= =0

To avoid a trivial vector field in the xy plane, it suffices to choose the functions f and g of the

form z + f(z,y).
General Relations.

1 1 1
/cv-Vde:f/oVUQdQ:—f/v2V~ch+7/ v?e - ndos (7.9)
Q 2 Ja 2 Ja 2 Jog
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7.2 Consistency and stability of DG-FEM for second-order
problems

We use the so-called energy method to derive a set of numerical fluxes such that the numerical
solution is stable [39]. Our point of departure is the element-local problem

((Ih7 V)K + (uha VV)K - <ah’ V'n>8K =0
(qh7 VW)K - <a\h ‘N, W>8K = (f7 W)K

Taking v = g5, and w = uj, and summing over all mesh elements for each equation, we find

|qn|* d2 — < up(V-qn)dK + [ (g .n)daK> =
/ h Kze;r / n( h /BK n(an
Z (/Kq;fVuth—/aKuh(qh-n)daK) :/quhdﬂ,

KeTh

and summing the two yields

/|Qh|2d9+9h:/fuhd97
Q Q

O, =— Z (—/ Uh(V~Qh)dK—/ qh-Vuth—F/ ﬂh(qh-n)dﬁKﬁ-/ Uh(@yn)daK).
K K oK 0K

KeTy

In order for the numerical solutions (up, gp) to be bounded and hence stable, we must choose the
numerical fluxes such that ©; > 0. Doing so ensures that with right-hand side data f = 0, the
only possible solution is (up, gn) = (0, 0); in which case, we have that there exists a unique solution
for every nontrivial f and the DG method is well-posed. Using ﬁrst the product rule V - (upqn) =
un(V - qn) + qn - Vuy, followed by the divergence theorem [} V - (unqn) dK = [, unqn - ndOK k
we can simplify our expression:

O, = Z / (un(gn -m) —up(qn - n) — un(gn - n)) dOK
KeTy

= Z [(ungn — Unqgn — ungn) nj de

ece V€

Where we have reorganized the sum over each mesh edge e € ¢ rather than over the element
boundaries 0K. Applying the respective definitions of the jump operators on the interior edges &°
and boundary edges €2, and using the fact that the numerical traces 7, and @, are single-valued,
we have

0= Y [ (unlan- ] = alan - vl ~ [nn] @, - m) de

+ Z / Uh qh - n — uh(qh )— Uh(‘]h )) de
= > | (fun} lan - nl + [wnn] {{an - n}} ~ Gnlgn - n] - [unn] (@ - n)) de
+Z/ up(gn - m) — un(gn -m) —up(qn - n)) de
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where we have applied the identity in equation (7.3) in the second step. Regrouping yields our final
expression for Oy,

On = Z / [({{Uh}} — ) [an - n] + [unn] (Han - n}} — Gn -n)} de

ceer (7.10)
+ Z/{Uh(Qh_ah)'n_ﬁh(qh‘n)] de.
ece? ”

Now it is easily verified that the choices
an = {{an}} — curfunn] + ci2[qn - n,
up, = {{un}} — ez - [unn] — ca2[gn - 1],

on the domain interior edges €°, and

qn = qn — ciupm,
up =0,
on the boundary edges €2, with c;1,c22 > 0 on all edges €, when substituted into equation (7.10),

yields
0, = Z /(022[[Qh . n]]2 + CllﬂuhnHQ) de + Z ‘311“% de >0,

e€eo v € eced V€

and we have that the DG methods are well-posed.
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7.3 Proof: well-posedness under different HDG fluxes

A well-posed choice of HDG flux depends on how we define g when re-writing the elliptic PDE

as a first order system. If we choose to define ¢ = —kVu, we must choose § = q + 7(u — 4)n

for well-posedness [191], if 7 > 0. On the other hand, if we define ¢ = xVu, we must choose

G =q— 7(u—1a)n. We'll prove the latter, because the same steps can be used to prove the former.
The first-order system

q— kVu =0,

-V-q=1,
7=1 (7.11)

U =4gp,

qg-n=gn,

Taking the usual approach of multiplying by a suitable test function, integrating by parts, and adding
the global condition (g - n, p),7 = 0 admits the following HDG weak form: we seek (gn, un, @) €
ViE x WF x M} such that

(’U, Kjilqh)'rh + (v -0, ’th) - <'U ‘n, ﬁh)aTh = Oa
(Vw, qh)Th - <w7 Qh : n>67'h = (wa f)Tm (7'12)
(s Gn - m)orr, + (1 Un = gp)p, = (1, gN)

for all (v, w, p) € V;¥ x WF x MF. For well-posedness, we need to show that (qp, us, @) = (0,0,0)
if f=gp =gy =0. Choosing (v,w, p) = (qn,un, i) and g = qn — 7(up, — 4y), we write the weak
form in a single equation as

(qn, 57 qn) 7 + (V- qn, wn) 7, — (qn - m, n) o
+ (Vup, Qh)Th — (un, qn-m —7(up — ﬁh))an
(gn-m —7(up — an), ﬁh>a”rh =0

By integrating (Vun, qn)Tn = —(V - qn, un)7, + (Un, gn - M)y, by parts and cancelling terms, we
have
(qn, &7 aqn) 7 + (7T(un —@n), (un — p)) o7, =0

from where we see that as long as 7 > 0, the only solution is that (g, un, @) = (0,0,0), and we have
shown well-posedness. From this reasoning, it should be clear that we need to modify the definition
of ¢ in order to arrive that the same result for the weak problem resulting from the alternative choice
q = xkVu.
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7.4 A unifying abstraction for HDG assembly

(& 5) ()= (e a1

where Ao represents the element local system with respect to U, which contains the solution wuy,
and its gradient q,. The first equation corresponds to the test functions v, w, and the second
corresponds to the test functions . The operators B and D represent the local-to-face and face-to-
local couplings, respectively.

The process of static condensation, then, refers to eliminating the system in terms of one for U
alone, by means of the Schur complement. Namely,

U= Al (R-BU), (7.14)
(D~ CALB)U =G — CAL!R, (7.15)
K F

where equation (7.15) describes the statically-condensed, globally-coupled linear system KU = F,
and equation (7.14) describes the elemental reconstruction of the solution U from the skeleton
unknowns U.

From a software perspective, we only need methods that assemble these operators on each ele-
ment. The rest of the HDG process can be shared between solvers.

Considering the model problem in Nguyen 2009, we can write the weak form suggestively as

(’Ua HilQh)Th —(V -, uh)Th +{v-n, ﬁh>a7*h Q 0
— (w, Cuh)Th + (w, V- qh)Th + (w, Tuh>67—h (w, (¢-n — ‘r)ﬂh>a7—h ({ = (w, f)Th
(s an o7, — (o TUR) o7, [ (i (e nan))or, + (1 —Tn)or, U {1, 9o,
(7.16)

To delineate the operators A, B, C, and D. However, in light of the fact that the weak form is
ultimately a scalar equation, it is apparent that the division into three separate equations, one for
w, v, and p, is artificial, and we can write all three together as a single equation. Expanding the
solutions ujy, = Zj UjGu j, Gn = Zj gj@q.; and 4y, = Zj Ai®p.j, where the index j indexes all system
degrees of freedom, we have the monolithic linear system A (before hybridization):

Aij = (¢q,i» /f_lqbq,j) - (v : d)q,i» ¢u,j) + <¢q,i 'n, ¢#,j>
- (v¢u,z +C, (rbu,j) + (¢u,ia A\ ¢q,j) + (¢u,ia T¢u,j) + <¢u,ia (C n — T)(bu,j)

(7.17)
+ <¢u,’i7 d’q,j : ’I’l> - <¢;t,ia T¢u,j> + <¢u,i7 (C n — T)v ¢H,j>
:<¢u,]7f) +<¢M,jagN>7

where the vast majority of these terms will be zero in the matrix; the linear system exhibits the
usual block-diagonal pattern over each element in the upper right A;,. block.

However, in [191] the flux unknown g, is defined by ¢ = —xVu, which mimics a pure diffusive
flux in the sense of Fick’s Law, but inconvenient for when we just care about the gradient Vu.
Making the alternate definition ¢ = Vu, we arrive instead at the first-order system

qg—Vu=0,
ou (7.18)
— + V- (kq)=f.
5 (kq) = f
Unfortunately, from both a software and a formulation perspective, this choice of g is not desirable.
First, in a resultant weak form, evaluating a term of the form (v, V - (kq))x can be inconvenient,
because computing the divergence of the basis function ¢, ; is readily available, but not the product
K@, ;; further, in the case of a spatially variable (), the product rule would have to be applied
to the divergence term, or an additional integration by parts would be required, resulting in a term
like (Vv, kq)k plus additional edge terms.
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7.5 Time integration methods

In the body of the thesis, we did not give any details as to the time-marching schemes used. In this
section, we will describe the numerical methods used for evolving the systems of ordinary differential
equations (ODEs) that arise in the finite element discretizations considered in this thesis. A solvable
ODE with a particular solution is often referred to as an initial value problem, which consist of an
ordinary differential equation (ODE) and an initial condition (IC) written in the form

y'(t) = fy(t),

y(to) = Yo, (7.19)

where f: R — R.

The generalization of the initial value problem in equation (7.19) to a system of ODEs can be

written as i
Y
o = fw@.0, y0) =y (7.20)
where y(t) € RY is the state vector and r(y) € R¥ is a vector-valued function of y. In principle, the
general problem in equation (7.20) is the only case necessary to consider. However, because there
are practical concerns with associated with systems of ODEs that are irrelevant to scalar ODEs, we

use bolded vector notation to be explicit about the case to which we are referring.

An example of a concern specific to systems of ODEs occurs in the semi-discretization of PDEs
using finite element methods. In this case, semi-discretization often results in an ODE system of
the following form:

dy
M- =r(y),  y(0) =y (7.21)
where the matrix M € RY*¥ is invertible, and the right-hand side r(y) has the interpretation of
a residual. In classical CG-FEM schemes, this matrix may be non-trivial to invert and much more
computationally efficient to apply. In DG-FEM schemes, the matrix M is often trivially invertible
on each element, and can efficiently be both written and implemented in the form of equation (7.20)
where we take

Fy(t),t) = M~ 'r(y). (7.22)

It will usually be simpler, algebraically and implementation-wise, to write and solve problems of the
form in equation (7.20) rather than in equation (7.21).

7.5.0.1 Runge-Kutta Methods

The material in this section comes primarily from [36, 102, 103]. We will consider the Runge-Kutta
(RK) approach for advancing a state variable y,, at ¢ to y,4+1 at t + At. In the course of each
time-step, we consider s stages, and the relations

Ynt+1 = Yn + Atzbiki
i=1
. (7.23)
ki :f yn+AtZaijkj7 tn+CzAt
J=1

determine the RK scheme. We will write y,, as yo and y,+1 as y1 without loss of generality for
convenience. RK methods are specified by the coefficients a;;, b;, and ¢;. A common and convenient
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way of representing these coefficients is with the so-called “Butcher table”,

Ci1 | a1 a2 -+ Qs

cl A C2 | @21 Q22 - Q2
b — ] SR (7.24)

Cs A1 As2 T

‘ bl bg LR bs

in which the row vector contains the quadrature weights that specify how the state at the next
time-step y; depends on the derivatives computed at the various stages. The matrix A indicates
dependence of the stage values on the derivatives found at other stages. The vector ¢ contains the
positions within the time-step of the stage values.

Y (7.25)

y1 =yo+ At (1) k
b

1

Example 1. Forward Euler

ki = f(to+ (0) At, yo + At (0) k1)
- -

yielding the familiar
y1 = yo + Atf(yo).

Example 2. Midpoint rule method, RK22

0[]0 O
313 0 (7.26)
0 1
Gives
Y1 =yo + At((0) k1 + (1) k2)
~— —
by bo
k1 = f(to+ (0) At, yo + At( (0) k1 + (0) k2) = f(to, yo)
~~ ~~ -~
c1 ail a2
1 1 1 1
ky = f (to + §At, Yo + At <2k1 + 0k2)> =f (to + §At7 Yo + At§f(t0a yo))
yielding
1 1
y1 =yo + Atf <t0 + iAtv Yo + Atif(t()v yo)) :
Example 3. Backward Euler
111
1 (7.27)
Gives
y1 = yo + Atk;

kl = f(to + A2‘:7y0 + Atkl)a

yielding a coupled system. However, we can simplify the relations algebraically, since the first
equation implies
ky = Y1 — Yo
At
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which can be substituted into the second equation to yield

Y1 =yo + Atf(t1, y1)
which must be solved implicitly for y;.

In Example 1 and Example 2, the starting state could be used to generate k; because the first
row a1; = 0. Then ks could be computed directly from k1, since the diagonal of A in each case was
zero. These properties made the schemes explicit.

The A matrix of the Butcher table determines the implicit or explicit nature of the RK method.
Whenever the matrix A is lower triangular (zeros on and above the diagonal) the current stage value
only depends on past stage values, and the scheme will be explicit. However, in the general case of a
completely non-zero matrix A, the relations in equation (7.23) are coupled and the entire algebraic
system must be solved simultaneously. If A contains entries on or above the diagonal, the scheme
will be implicit. Common classifications based on the matrix A of the Butcher table are:

o Implicit Runge-Kutta (IRK) methods (in the general case) have a full A matrix.

o Diagonally implicit Runge-Kutta (DIRK) methods have a;; = 0 for ¢ < j. If all diagonal
elements are equal (a;; = v, ¢ = 1,...,s), the scheme is called a singly diagonal implicit
Runge-Kutta (SDIRK) method.

» Explicit Runge-Kutta (ERK) methods have a;; = 0 for i < j.

o Low-storage explicit Runge-Kutta (LSERK) methods are explicit methods where all stage
values k; depend only on k;_1; when this is the case, all stage values k; not need to be stored
and can instead be implemented as a running sum.

depicted in Figure 7-1.

IRK DIRK ERK LSERK
N = N - N - N -
N N N N
N N N N
\\ \\ \\ \\
\\ \\ \\ \\
¢ N C N ¢ N C N\
N N N N
N N N N
N N N N
N N N N
. . - -~
" b" " b"

Figure 7-1: Nonzero entries in the matrix A of the Butcher table for different RK methods.

Example 4. Classical fourth-order ERK (RK4)

00 0 0 O
il 000
ilo 1 oo (7.28)
110 0 1 O
11 1 1
6 3 3 ©
Example 5. Second-order DIRK(2,2) [196].
o o 0
1ll-a « (7.29)
l-a «o
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where o« = 1 + \/i/ 2. The scheme is evaluated as

k1 = f (tn + aAt, y, + Ataky), (7.30)
ko = f(tn + At yn + At ((1 — a)k1 + akz)), (7.31)

1 1
Ynt1 = Yn + At <2k1 + 2k2> ) (7.32)

where we solve equation (7.30) for ki, use its value to solve equation (7.31) for ks, then evaluate y;
with equation (7.32). The lower-triangular nature of A for DIRK schemes means we can solve for
each k; at each stage, rather than all of them at once.

Example 6. Third-order SDIRK(3,3) method [102].

g g 0
3++V3
1—7v|1-2y ~ v = V3 (7.33)
1 1 6
‘ 2 2
Example 7. Third-order IRK (Radau IA)
1
1
1 (7.34)
1
4
The scheme is evaluated as
ki=f|t + At 1k; 1k:
1= ns Yn 1 1 1 2
ko = (6 + 208 yo + At (ks + 2k (7.35)
2 — n 3 y Yn 4 1 192 2 .

1 3
Ynt+1 = Yn + At <4/€1 + 4k2>

Here, the first two equations must be solved simultaneously for k; and ko, a potentially expensive
operation. Only once the coupled system has been solved can ¥,,41 be computed.

7.5.0.2 RK Methods for systems of ODEs

Then the RK method for the system ODEs in equation (7.20) with state vector y can be written as

MEk; =7 | t, + ciAt, Yy, + Atz aijk; (7.36)

=1

Yntl = Yn + Atz bik; (7.37)

i=1

Definition from [206].
Discretization of a linear PDE by method of lines will often result in a matrix equation which
contains both a time derivative term and a matrix operator representing the differential operators.

For example,

ou
ME+Au—f, (7.38)

where equation (7.37) can be applied by noting that r(y) = f — Au.
For DG-FEM methods in particular, it is often the case that M represents an elemental mass
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matrix, which can be inverted on each element and applied to the whole equation algebraically,
leading to a semidiscrete problem of the form

duh

- Ln(t, up), (7.39)

which is the standard way to handle time-marching for DG-FEM. Further details can be found in
[44, 110].

Example 8. Fourth-order ERK method for the semidiscrete problem equation (7.39).
We use the Butcher table in Example 4 to yield the four-stage explicit method

ki = ‘Ch(tna uZ)v

1 1
kg = Eh <tn + §At7 ’U,Z + 2Atk1> 5

1 1
ks =L (tn + 5 AL up o+ 2Atk2> , (7.40)
ks =Ly (tn + At, ’U,Z + Atkg) s

1
uzﬂ =uy + éAt (k1 + 2ko + 2ks + ka) .

By using different quadrature points in time and keeping a running sum, we can improve the

ERK method in Example 8.

Example 9. Fourth-order five-stage low-storage ERK method (LSRK4).

p’ = uj,
1=1,...,5:
k; = a;k;_1 + AtLy, (tn + ¢; At, p,;l) s (741)
Di = pi—1 + biki,

n+1 __
uy, = Ps5,

where the coefficients a;, b;, and ¢; are given in [110], p.64.

Example 10. DIRK(2,2) for the semidiscrete problem
— = Auh (742)

u) =4 (uz + Atau(l))
u® = Aul + AtaAu
u®) — AtaAdu) = Au} (7.43)

u® Aul
~ _ AuY = h
alt v alAt
k1 = Ly (L, + aAt, uy + Atak,)

7.5.0.3 IMEX-RK Methods
7.5.0.4 General IMEX methods
This exposition is cursory; for a more in-depth discussion, we refer the reader to [14]. While section

7.5.0.1 considered the ordinary differential equation in equation (7.19), the material in this section
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is motivated by the challenges of time-marching for PDEs; therefore we consider the nonlinear

convection diffusion equation
ou ou 0 (Ou
=yt rv— | = 7.44

ot ox ox <8x> (744)
with v > 0 and appropriate initial and boundary conditions. The computational issue with this PDE
is that the convective (hyperbolic) term is nonlinear but generally not stiff, whereas the diffusion
term is linear but stiff. An explicit time-marching scheme would have severe time-step restrictions
on At due to CFL requirements imposed by the linear diffusion term, and an implicit discretization

would require a nonlinear solver due to the nonlinearity of the convective term. More generally, for
PDEs of the form

up = f(u) +g(u) (7.45)

where f corresponds to a non-stiff term and ¢ corresponds to a stiff term, IMEX schemes apply an
implicit discretization for g and an explicit one for f. An IMEX formulation for equation (7.45) is

as follows R
ki = f(up)
1=1,...,8:

solve k; = g(UZ)
where Ufz =up + At 23:1 aijk; + At 22:1 Uit k; (7.46)
evaluate ki1 = f(ul)

S s+1
uptt = up + ALY bik; + AtY bk,
j=1 j=1

The last equation in equation (7.46) is sometimes referred to as the “recombination” step. IMEX
schemes in [14] are described by a triplet: (implicit stages, explicit stages, time order).

7.5.0.5 IMEX methods in [246]

We consider a subset of IMEX schemes with a specific set of properties. Consider the semidiscrete
problem

duh i
7 F7 (un) + £ (un) (7.47)
and the IMEX scheme for stages i = 0,...,s— 1, where the stage values of u}, are (starting from ufl
[ ) i—1 )
uh = ul + At Z a;t f (uy,) + At Z agy 0 (uy,) (7.48)
§=0 j=0
which can be suggestively written as
i—1 ' '
wh, — Atall [ () =+ ALY (0l ) + 0 £ () (7.49)
§=0

to show that the left hand side is discretized implicitly and must be solved, whereas the right-hand

side can be evaluated. The value of uﬁ“ is then computed as

s—1
wp =l AU b (£ ) + S (w)) (7.50)
=0
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where the coefficients c, A°®, A", and b are given in the following explicit and implicit Butcher
tables:

0 0 0 0 0 0

c1 ag’y 0 0 c1 a?ﬁ'}) a 0
0 : 0 (7.51)

Cs—1 ag”jm s ag”jm,z 0 Cs—1 | "0 0 a9 a

bo .. be_o a ‘ bo .. bs_o a

These schemes often have b; = b5 = bi™, with the exception of IMEX (1,1,1).

Some IMEX schemes (like IMEX(1,2,2) in the code) have ¢; such that the last entry is not 1.
This means that the IMEX scheme does not evolve the PDE from timestep &k to the next time step
k + 1. This complicates things like boundary condition implementation and such schemes should
practically be avoided. We assume that schemes have ¢; with a final entry of 1.

Example 11. IMEX(1,1,1).
Here the implicit and explicit Butcher tables are, respectively:

010 O 010 O
110 1 1{1 0 (7.52)
[0 1 |10
where bi™ #£ b¢®, but yields the scheme
wp Tt =l + A (0 (uf) + () (7.53)

Example 12. IMEX(1,2,1).
which can be written out as the scheme
wh = b+ A (£ () + £ (ud)

' 7.54
up ™t =y + AL (F (ug) + 7 () - o

7.5.0.6 Linear multi-step methods

The material in this section is largely derived from and inspired by the lecture material in [196]. For
the system of ODEs in equation (7.20), a linear k-step method is defined as

k k
Zajyn_,_j = AtZBjr(yn+j), n:O,l,...,N—k’, (755)
7=0 7=0

where y,,_, is the unknown of the system and y,+; are approximations to y(t,+;). The coefficient
ar = 1, and the other coefficients have to be determined. The method is implicit if 8 # 0, and is
explicit if B = 0. These methods are not self-starting, and need the approximations yg,y1, ..., Yr—1
to start. Different choices of coefficient sets (a;, 8;), 0 < j < k lead to different multi-step methods.

7.5.0.7 Backward difference formula (BDF) methods

BDF methods are characterized by 8; = 0 for 7 < k. BDF methods of order J are implicit, and
require the solution of a linear or non-linear system for the unknown y,,11. They can be written in
a more specific way than in equation (7.55):

Yoy"tt — Z;];Ol (ciy™™?)
At
where the leading coefficient g = 1. BDF methods are A-stable up to order 2.

=7 (y’nl—i_l7 tn-i—l) (7.56)

Example 13. BDF schemes for scalar ODE equation (7.19).
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BDF1 (backward Euler):

Yn — Yn
HT = f(Yn+1,tnt1) (7.57)

where we see that v = ag =1
BDF2: . .
Ynt+2 = 3Ynt+1 t 3Un
At

= 2 Fgnsatura) (7.58)

7.5.0.8 Implementations

A clean interface for systems of ODEs from a software engineering perspective is to have a time
integrator take in a callable function which can evaluate the RHS.

7.5.0.9 DIRK methods

In this section, we provide additional information pertaining specifically to DIRK schemes; a more
detailed summary is given in the review paper [123].

We start from the vector form of equation (7.23), making a suggestive change of notation to u,
since our primary application of interest will be stiff systems of ODEs that arise as a result of a
discretization of a PDE.

u"t =y + At Z bik;
=1

. (7.59)
ki = [.:h Uy + At Z aijkj, tn + CzAt

J=1

Using the structure of the matrix A in Butcher tables for DIRK schemes, we can separate the implicit
portion of the computation

i—1
k;i=Ly, | u"+ AtZaijk:j + Atagk;, t, + c;At

j=1
= Lp (x; + auAtk;, t, +c;At),

(7.60)

where x; = u" + At Z;;ll aijk;, and can be computed from data. If the operator £, is nonlinear,
no further simplification can be written. However, if the operator L}, is linear, we can isolate the
implicit problem further from the data

k; = a; ALy, (kl, tn + CiAt) + Ly (:Ei, ty, + CiAt)

yielding the problem

1 1
k=L (ks At) =
an L i — Lh ( iy tn ¢ t) ay A

Ln (@i, tn + ¢;AL). (7.61)

Although the form of equation (7.61) matches the residual form of general RK methods, an imple-
mentation should take as initialization a function which takes as input the constants a;; and At, as
well as the data ™ and @; and returns the solution to the implicit problem in equation (7.61). We
have to store the stage values k; in order to compute x;.
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7.5.0.10 Numerical experiments

We take as a numerical test case the differential equation

dy
=1V (7.62)

with initial condition ¢ty = 0 and y(0) = yo = 1; it is straightforward to verify that the analytical
solution to this ODE is

1, 2
t)=— (¢ 4
y(t) = 75 (C+4)7,

to which we compare the numerical solution at the final time 7' = 10. The residual function
Ln(y,t) = t\/y is sufficient to construct an explicit RK scheme of choice.

Deriving an implicit scheme requires some more work. Since the operator £ is nonlinear, we
have to solve the nonlinear equation (7.60) at each time stage, namely,

i—1
ki = Eh yn + At Z aijkj + aiiAtki, tn + CiAt 5
j=1
corresponding to the nonlinear equation
f(kl) =k, —t"Vwx; +a;;Atk; =0, (763)

where the data z; = y™ + Z;;ll ai;k; and the time t* = t,, + ¢;At are both known. The nonlinear
equation (7.63) can be solved by using a Newton iteration, advancing

D) _ p(m) U (kz(m))
Z SRy

and where the integer m corresponds to Newton iteration.

1 _
with f/(kil) =1- §t* (mi + aiiAtk‘i) 1/2 . aiiAt (764)

The results for different ERK and DIRK methods are shown in figure 7-2. All expected conver-
gence rates are obtained.

Convergence of ERK methods Convergence of SDIRK methods

—o— RK22 10?

omris —8— SDIRK22
o LoRK4 —8— SDIRK33
100 —8— DOPRI45 100 —8— SDIRK45
Fehi78 == slope p
" === slope p
10 = 10-2
= =
i% 10 =
1107t
= 1 =
107
107"
10
10 Al
10-1 100 10-* 102 10! 10°
At At

Figure 7-2: Convergence of ERK (left) and DIRK (right) solvers for the scalar ODE test problem
in equation 7.62. Comparison slopes are 5 and 7 for the DOPRI45 and Fehlenberg78 schemes,
respectively.
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7.5.0.11 A prototypical “stiff” ODE

We take as a numerical test case the differential equation

dy
— =-25 7.65
= y (7.65)
with initial condition tg = 0 and y(0) = 1. Equation 7.65 has the exact solution

y(t) = e

)

and has the behavior that y(t) — 0 as ¢ — co. In this case, the ODE is linear, and the implicit time

integration scheme can be written in closed form without need for a Newton iteration. Equation
(7.60) can be simplified using the linearity of the residual £ (y,t) = —25y to yield

1
i = ————Lp(z;, 17
T o5, ar on (@ t)

at each time integration stage, where the data xz; = y™ + Z;_i ai;k; and the time t* = ¢, + ¢;At

are both known. The numerical solution y,(t) is given in ﬁgu}e 7-3. At coarse timestep sizes, the

At =1/13

At =1/25
= SDIRK22 = SDIRK22
= RK22 =~ RK22
== exact solution

== exact solution

yn(t)

yn(t)

Figure 7-3: Numerical solution of stiff ODE in equation (7.65) using RK22 and SDIRK22.

implicit time integration scheme vastly outperforms the explicit scheme. However, as the timestep
is refined, the performance of the explicit and implicit scheme becomes comparable.
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7.6 Convergence history for the pure Neumann problem

We present the error and convergence history in L?-norm corresponding to the plots in Figure 2-21
in Table 7.1 for the numerical solution of the pure Neumann problem using the method of subspace
projection for polynomial orders p = 1,...,6. All results are reported in the asymptotic regime, be-
fore errors associated with floating point precision begin to pollute the convergence order. Optimal
convergence of p + 1 for both u; and q; were achieved in all test cases for all dimensions.

Degree Mesh [|w — uhHLz(Q) [lqg — f1h||L2(n)
p Nk error order error order
1 1 1.323e+4-01 - 1.180e+-01 -
4 2.077e+400 2.67 3.348e+-00 1.82
16 9.620e-01 1.11 1.785e+00 0.91
64 2.134e-01 2.17 3.911e-01 2.19
256 5.828e-02 1.87 1.044e-01 1.91
1024 1.514e-02 1.94 2.685e-02 1.96
4096 3.851e-03 1.97 6.801e-03 1.98
16384 9.709e-04 1.99 1.711e-03 1.99
65536 2.437e-04 1.99 4.291e-04 2.00
2 1 4.377e+00 1.77 7.488e+-00 1.76
4 1.268e+00 1.79 2.488e+00 1.59
16 4.212e-02 4.91 1.270e-01 4.29
64 2.740e-02 0.62 5.035e-02 1.33
256 3.642e-03 2.91 6.592e-03 2293
1024 4.668e-04 2.96 8.395e-04 2.97
4096 5.901e-05 2.98 1.058e-04 2.99
16384 7.415e-06 2.99 1.327e-05 2.99
65536 9.292e-07 3.00 1.662e-06 3.00
3 1 1.370e+00 2.56 2.964e+-00 2.60
4 1.056e-01 3.70 3.524e-01 3.07
16 5.215e-02 1.02 9.719e-02 1.86
64 2.667e-03 4.29 4.912e-03 4.31
256 1.748e-04 3.93 3.185e-04 3.95
1024 1.114e-05 3.97 2.019e-05 3.98
4096 7.019e-07 3.99 1.269e-06 3.99
16384 4.404e-08 3.99 7.955e-08 4.00
4 1 1.584e4-00 3.64 3.446e+4-00 3.67
4 1.858e-01 3.09 3.587e-01 3.26
16 1.330e-03 7.13 3.375e-03 6.73
64 2.086e-04 2.67 3.848e-04 3.13
256 6.778e-06 4.94 1.240e-05 4.96
1024 2.151e-07 4.98 3.919e-07 4.98
4096 6.767e-09 4.99 1.230e-08 4.99
16384 2.121e-10 5.00 3.853e-10 5.00
5 1 2.630e-01 4.40 8.666e-01 4.51
4 9.138e-03 4.85 2.661e-02 5.03
16 1.106e-03 3.05 2.060e-03 3.69
64 1.362e-05 6.34 2.516e-05 6.36
256 2.200e-07 5.95 4.034e-07 5.96
1024 3.482e-09 5.98 6.364e-09 5.99
4096 5.470e-11 5.99 9.984e-11 5.99
6 1 5.639e-01 4.98 1.158e4-00 4.84
4 1.217e-02 5.53 2.323e-02 5.64
16 1.995e-05 9.25 4.649e-05 8.96
64 7.628e-07 4.71 1.411e-06 5.04
256 6.134e-09 6.96 1.127e-08 6.97
1024 4.846e-11 6.98 8.880e-11 6.99

Table 7.1: Convergence history for the singular pure Neumann problem using subspace projection
(2D).
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7.7 Derivation of free-surface corrector boundary conditions

The conceptual basis of the projection scheme is the idea that we can define a “total effective
nonhydrostatic pressure” which has component due to the free-surface  and a component due to
the nonhydrostatic pressure p’.

et =P + g, (7.66)

which explains the terms VP’ = Vp' 4+ gVn in the momentum equation (3.1). The free-surface
corrector and intermediate projection step enforces the free-surface continuity equation and projects
out the velocity divergence due to the free-surface pressure gn. The pressure-corrector step projects
out the velocity divergence due to the nonhydrostatic pressure p’.

To enforce the free-surface evolution equation (3.3), we approximate u**! by uf+l = ur+! —
aAtVy (gon1):
77k+1 " k+1 k+1 Uk
V- u — aAtVy, (go dz = ——
itV (T ea T o) ds = O
Skt (7.67)

7
AL V- (aAtg [nk + H} V(Snk'H) =-V. /_H af 1t dz.

For a Dirichlet boundary condition on the velocity w**!, making use of the definition of w**!, we
have ~ _
Vo = ak+l _ gkt

alty (7.68)

= gy = Vonttt .n = 1 (ﬁkH

—m —QD,u)'n

which enforces that the horizontal component of the second intermediate velocity w**! has the
value gp ,, on the boundary I'p after the intermediate updates'. In the case where we were able to
enforce that u**! = gp . exactly, this reduces to a zero-Neumann condition; however, since HDG
methods may only impose boundary conditions weakly through the edge-space M}, the value gn sy
may not be exactly zero numerically. However, since this condition is enforced only at the surface,
the difference can only be enforced in a depth-averaged sense, and it may be better to take an exact
zero-Neumann condition and rather enforce the condition on @**! exactly instead.

The first velocity predictor is like a classical projection method—use p’* instead of p/**1.

1The vertical component of the second intermediate velocity @k*1 is not corrected by the free-surface updates.
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7.8 2D Projection method reduction

Nonhydrostatic equations.

Velocity predictor:

ap/,k 877k g nk apl’k 1

ouktt 9 ouk+1 ) oukt!
~a,  a_ o | T 9_ z = - . - d/_ . k k_izv
ot 8x<y Ox ) 82(1/ 0z ) o 7 ox poJ. Ox SV (uteut) pof
owk+1 B owkt! o Okt ap/,k 1
~—a,  a_ o | T & z = - -V. k k- — z
ot Oox <V Oz ) 0z <V 0z ) 0z (v @ ut) pof
(7.69)
Free-surface correction:
5,’7k+1 n*
— V- (aAtg (n" + H) Vonkt!) = -v . / a" "t dz (7.70)
alt _H
Intermediate updates:
) q§+1
k41 _ k4l k+1 _ k41 @
=4 —aAtg%(Sn —u+—ﬁnk
T (7.71)
L
Pressure correction: B
-V (V6 /,k+1) _ _m (7.72)
P B alt ’
Final velocity and pressure corrections:
uFtt = Pt — g Atvep Rt
/,k+1 1,k 1,k+1 (7'73)
P =pt 40
Density perturbation update:
op’ / /
57V~(/€Vp):fv~(up)+fp/ (7.74)
Hydrostatic equations.
Velocity predictor:
guktt 9 guk+1 9 gk +1 amt g n” ap'* 1
= )= = (v = g1 2L dy —V - (uF Ry - — ¢,
ot Oz (V Ox ) 0z (V 0z > e po/z oz * (" @ ut) pof
a,warl o 8@k+1 o 6wk+1 A L 1
ot _ax(”“‘” oz )‘az(”z 0= >“V'(” Dut) =S
(7.75)
Free-surface correction:
Skl n*
— V- (aAtg (n* + H) Von*t!) = -V - / u"tdz (7.76)
al\t —H
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Updates:

a q§3+1
k1 _ gkHl _ g Apg gkl — gkl _ _2om.z
" “ R Pl “ H ok (7.77)
P
Vertical-velocity recovery:
o k+1 o k+1
v -z (7.78)
0z Ox
Density perturbation update:
op’ / /
E—V(HV;}):—V'(up)—i-fp/ (7.79)
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7.9 Deep reinforcement learning: tunable policies

Computational resources are user- and time-dependent. For different applications, or even in the
middle of a simulation, we may seek to adjust how aggressive our reinforcement learning agent is
in refining or coarsening our mesh. We directly encode the trade-off between accuracy and com-
putational cost in hyperparameter ~., which the user may tune freely. However, naively changing
. would require re-training our reinforcement learning agent. Next, we show how we can avoid
re-training while simultaneously allowing for policy tuning.

The more general setting to this problem is multi-objective reinforcement learning (MORL).
We seek an agent that is optimized over a continuum of objective functions depending upon 7.
The value function V;"(s;) is the expected reward following policy 7 given state s;. Traditionally,
V7 : S — R maps an observation to a scalar, but in MORL, the value function V;* : S — R¢ maps
an observation to a d-dimensional vector indexed by the different objective functions. In our case,
the value function V™ (s¢;7.) : S — Cp(R) maps an observation to a bounded continuous function.
Most approaches in the MORL literature attempt to find either a single policy by scalarizing the
vector-valued V;™ or multiple policies by repeatedly training over different objective functions (see
[109] for a literature review). However, due to a particular feature of our expected reward function
Q:, we are able to simply learn over a continuum of objective functions.

Consider an expected reward function Q; : O x A — R that can be split into two parts: a
function that can be explicitly computed given the observation, i.e. the “known” function Q*), and
a function that needs to be learned, Q.

Qi(s,a:7:) = QM (s,057.) + QP (s, a) (7.80)

There is no reason to learn Q*) if it can be explicitly computed; instead, we should just represent
Q" with a deep neural network as in deep Q-learning. Then, the outputs of the two Q functions
can be combined at the end, and the argmax of the resulting sum will be the action that we take.
Importantly, the hyperparameter 7. is only an argument of the known function that we can explicitly
compute. This allows us to learn one function @' but then change our policy adaptively as a function
v.. Computationally, we really learn the function Qt : S — RIA! that maps an observation to the
expected reward for every action in the action space, and we denote this modified and approximate
expected reward function with a hat. In Figure 7-4, we delineate a traditional deep Q-learning policy
7 from a tunable policy 7.

Vanilla Policy 7 Tunable Policy 7
1) o
O O O O
O O O O
oo oo~
S O a S O a
o O O o O O O
®) O ®) O
O O O O Q( o)
Ye

Figure 7-4: We depict a vanilla policy based on Deep Q-Learning and a tunable policy. The tunable policy
splits the Q function into known and learned functions. The learned function is represented by a neural
network, while the known policy can be evaluated explicitly given the observations. In the tunable policy,
the hyperparameter 7. is an input to the known Q(k) function which does not have to be re-learned.

In our particular case, the reward function (5.2) is naturally decomposed into a part that needs
to be learned and one that can be explicitly computed: the accuracy needs to be learned but the
computational cost and barrier function are explicitly known. Call these partial rewards R®) and
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R™) | respectively. We can write our @ function as follows.

Q:(s Z’YkRE?H-l + Z“YZRiQiH Si=sA=a (7.81)

1=0

Above, we have used different discount factors v, and v for R*®) and R®)| respectively. We
consider the case where 7, = 0. In our example, setting the discount factor on the computational
cost to zero is justified in that we are usually only concerned with the computational cost at a
given instant. Furthermore, the computational load on a machine is often highly unpredictable; for
example, other users may submit jobs in the middle of our simulation. As such, a greedy approach
to discounting the computational penalty is desirable, and we may rewrite our expected reward as
follows.

Qi(s,a) = [ ,Ei’l‘st =s, A —a] +E

(k)
t

i p(l
27 R§J2¢+1

=0

St = S,At =a (782)

Q"

With that, we have defined our known and learned @ functions, and to train we simply omit
R™) from our reward entirely by setting 7. = 0. Once trained, we append Q*) to the end of our
Q®) network in order to make predictions, and 7. may be set arbitrarily without retraining. We
note that separable rewards are not limited to this case where we balance computational cost and
simulation accuracy, and we posit that there are many other areas where this framework may be
beneficial.

While we have described how to perform MORL in instances where @ is separable and the action
space is discrete, this framework should be extendable to the continuous case. In actor-critic policies
where the critic learns the @ function (e.g. deep deterministic policy gradient (DDPG) [166], twin
delayed DDPG (TD3) [86], and soft actor critic (SAC) [99] methods), one should be able to apply
a similar methodology: after learning Q), one should be able to append Q®). In the continuous
case, however, the actor must be re-trained since we cannot just take the argmax of a continuous
action space. Fortunately, re-training the actor should be computationally inexpensive since the
policy networks tend to be small, and we can just randomly sample from the action space. That is,
we do not need to re-sample from our environment; instead, as we already know our @ function, we
simply need to re-train the actor to maximize the estimated reward given an action from our action
space. This procedure is the subject of ongoing research.

7.10 Exact solution, §5.4.6

The exact solution is given by

%4 1 ,
u(x) = Z 53 XP ( —— |l — ;|

with parameter o = 1/10 and source centers x; described in Table 7.2.

i x; = (z1,22/)

1 (0.75,-025) 6  (-0.25,-0.25) 11 (0.125,-0.75) 16 (-0.75, -0.625) 21 _ (-0.25, -0.375)
2 (-0.75,-075) 7  (-0.25,-0.50) 12  (0.5,-0.75) 17  (-0.50,-0.625) 22  (0.125, -0.625)
3 (-0.75,-0.50) 8  (-0.25,-0.75) 13  (0.5,-0.5) 18 (-0.25,-0.625) 23 (0.5 ,-0.625)
4 (-0.50, -0.25) 9 (0.125, -0.25) 14 (0.5, -0.25) 19  (-0.75,-0.375) 24 (0.625 ,-0.25)
5  (-050,-0.50) 10 (0.125,-0.50) 15 (0.75,-0.25) 20 (-0.50,-0.375) 25  (0.125, -0.375)

Table 7.2: Description of source centers, where a = 1.1.
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7.11 Deep reinforcement learning: additional training pa-
rameters

For all numerical experiments, we used a time discount factor v = 0.99, which is the default for
the Stable-Baselines-3 library. The large negative reward accrued by the agent upon running out
of computational resources was taken to be Rexceea = —1 - 103; this was important as a learning
signal in the cases where the RL agent was trained on a small computational budget, as the barrier
function B(p) in (5.2) is undefined outside p = 1. Training episodes were terminated after a finite
number of iterations, we used 200; this choice is arbitrary, as long as the number of iterations is
large enough that it is possible for the agent to approach its computational budget and receive the
large negative reward for doing so. The parameters used for RL training were given in Table 5.2.
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