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Abstract

The n-body problem is the simulation of pair-wise interactions between n
objects. This problem appears in many forms, with the classic example being the
modeling of gravitational forces between point masses, necessary for cosmolog-
ical simulations. Many approximation approaches have been devised to reduce
the complexity of this problem.

t-SNE is a data visualization method that requires repeatedly solving a vari-
ant of the n-body problem. A recent paper (van de Ruit et al. [2022]) proposes a
novel algorithm that outperforms other t-SNE minimization methods on medium-
scale datasets. The report proves the viability of a dual-traversal method that uses
an embedding tree to emit forces and an independent field tree to collect forces.
Because the embedding tree is a Linear-BVH and the field tree is an orthtree built
to a fixed depth, the overall algorithm has linear complexity.

This thesis demonstrates how the dual-tree approach can be adapted for gravi-
tational n-body simulations. Following this, it measures the performance against
similar implementations of other algorithms and shows that while the adapted
Dual Hierarchy approach is faster than Barnes-Hut, it is outperformed by the
Fast Multipole Method on realistic large-scale cosmological datasets.
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Chapter 1

Introduction

The n-body problem is the name for the task of predicting the motion of # particles, all
of which apply forces to one another. Variants of the n-body problem appear through-
out classical physics. At very small scales, plasma physics, molecular dynamics, and
protein folding must be modeled iteratively by calculating the electrostatic forces be-
tween particles. At the far end of the spectrum, planetary systems, galaxies, and galac-
tic clusters can only be modeled by integrating the forces of gravity between celestial
bodies over time.

Of these problems, the gravitational variant has received the most attention. Mod-
eling the motion of stars and galaxies is crucial for understanding the early universe.
Techniques ranging from the Fourier Particle-Mesh approach to a host of tree-codes
have come out of research into faster cosmological simulations, and have been subse-
quently applied in other fields.
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Figure 1.1: A synthetic gravitational n-body scenario containing 25,000 low-mass par-
ticles stirred by a binary pair of heavy "star" masses.

Another formulation of the n-body problem appears in t-SNE minimization. t-
SNE is a visualization technique that produces a locality-preserving embedding of
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a high-dimensional dataset in 2 or 3 dimensions. Samples in the high-dimensional
dataset are assigned probabilities that they belong to the same group, based on their
relative proximity. In the lower-dimensional space, samples start with a randomized
arrangement and are iteratively improved until a high-quality embedding is produced.
We improve the positions by simulating attractive forces between pairs of particles
with high probabilities, and repulsive forces between all others.

The attractive forces in t-SNE minimization can be calculated efficiently separately,
but calculating the repulsive forces requires solving the n-body problem. This is done
using algorithms such as Barnes-Hut adapted from gravitational n-body, as well as al-
gorithms such as Particle-Mesh, from the plasma physics variant of the problem. Other
algorithms have since been designed which take advantage of the reduced accuracy re-
quirements of t-SNE.

-

Figure 1.2: A Linear-BVH (Red) and an Octree (Blue) partitioning a collection of
particles in 3D space, randomly distributed using Perlin noise.

The focus of this report is on one such algorithm, proposed in the paper van de
Ruit et al. [2022]. This paper describes a Dual Hierarchy method for calculating the
repulsive component of the t-SNE minimization force. The defining feature of the Dual
Hierarchy algorithm is its use of two separate trees. A Linear-BVH is constructed to
represent the force-emitting side of the process, and a Quadtree with fixed depth is
constructed to receive forces. In this way, a coarse field can be efficiently computed in
linear time. Figure 1.2 shows how the two hierarchies partition the same space.

Unlike other t-SNE algorithms, the Dual Hierarchy method has no major features
which prevent it from being adapted to gravitational n-body. In this paper, we demon-
strate a working adaptation and optimize it for the new domain. In Chapter 4, we ex-
plain each of the changes which need to be made to the algorithm in order to achieve
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the increased accuracy requirements of cosmological simulations. We also explore
changes to the algorithm which can improve its performance in the new domain. The
modified algorithm degenerates to particle-particle interactions to ensure the necessary
accuracy is achieved at very close ranges and uses quadrupole moments and octupole
fields to improve the accuracy of node-node and node-particle interactions at longer
ranges.

The Dual Hierarchy method comes with several advantages in the new domain: A
Linear-BVH is generally higher quality than an Octree; more balanced, and with no
singleton chains. The binary splitting of the tree provides a greater variety of node
sizes, meaning more opportunities for approximation. Most important are the tight-
fitting bounding boxes of Linear-BVH nodes, which capture more information about
the particles they contain. A Linear-BVH node will generally be smaller than that
of an octree for the same distribution of contained points, so we can perform more
approximations for a given value of 6. Moreover, because we can use the center of
an Linear-BVH node to reason about distance, we can make more accurate accuracy
guarantees with fewer edge cases (Section 4.2.3), this allows for higher values of 6.

Chapter 2 summarizes relevant research into the optimization of Gravitational n-
body and t-SNE, respectively. Together with Chapter 3 it provides the background
information necessary to understand the remainder of this report. Chapter 4 details the
approach used to adapt Dual Hierarchy to the new problem domain, and describes sev-
eral optimizations applied to the resulting implementation. In Chapter 5 we compare
the adapted Dual Tree algorithm to other state-of-the-art algorithms used for gravita-
tional n-body. We show that while the novel algorithm outperforms Barnes-Hut, it
underperforms the Fast Multipole Method due to the advantages inherent to that algo-
rithm. In Chapter 6 we conclude by recommending the adaptation of the Fast Multipole
Method for use in t-SNE. We show that several factors which had led to the initial dis-
missal of dual-traversal for t-SNE can be eliminated by combining features from the
Fast Multipole Method and Dual Hierarchy for t-SNE.






Chapter 2

Related Work

In Section 2.1 we discuss the current state of gravitational n-body research and a va-
riety of algorithms now in use. In Section 2.2 we discuss several methods for t-SNE
minimization, most of which only have a single implementation.

2.1 Gravitational n-body

The algorithms used for gravitational n-body have been constrained by the need for
high accuracy combined with the need to perform well on datasets with extremely
high dynamic ranges. These factors make treecodes a natural fit, and the algorithms
which are used in contemporary gravitational n-body projects generally descend from
the Barnes-Hut method.

a) The Particle-Particle, Particle-Mesh (P>M) method originally proposed in East-
wood et al. [1980] was the first major improvement over the naive solution. It adapts
the Particle-Mesh (grid-field) approach used for contemporary plasma simulations.
Far-field interactions between nodes in the grid are computed efficiently in Fourier
space. Near-field interactions are computed directly between particles in order to
achieve the necessary accuracy. This provided a significant speedup over the O(n?)
naive approach, but because it degenerates to the naive approach in areas of high den-
sity, it ultimately has the same complexity.

b) The original Barnes-Hut method was introduced in Barnes and Hut [1986]; it
provides an approximation which reduces the complexity of gravitational n-body from
O(n?) to O(nlog(n)). In the Barnes-Hut method, an octree subdivides the point masses,
and long-range forces are computed using node-particle interactions, where nodes are
represented by their center of mass. The exact functioning of Barnes-Hut is explained
in more detail in Section 3.2.1. This paper has had a major influence on the direction
of the field and remains relevant to this day. This is in part due to the simplicity of the
method, which has made it straightforwardly adaptable to other variants of the n-body
problem.

Barnes-Hut has been optimized significantly since its original proposal. It is used
in solvers for small systems such as Rebound (Rein and Liu [2012]), where quadrupole
moments are used to produce more accurate results. It remains relevant as the near-
field component of larger solvers such as ChaNGa (Jetley et al. [2008]), which imple-
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ments Barnes-Hut using a hybrid approach that traverses local sections of the tree on
the GPU (Jetley et al. [2010]).

¢) The Fast Multipole Method (FMM) was introduced in Ambrosiano et al. [1988].
FMM improves on Barnes-Hut in two key ways: First, a dual-traversal is performed
over the octree, and node-node interactions are used wherever possible. This reduces
complexity from O(nlog(n)) to O(nlog(0)), effectively O(n) for fixed values of theta.
Second, multipole representations are used to more accurately summarize the masses
within a node on the force-emitting side of the traversal, and more accurately sum-
marize the acceleration over a node on the force-receiving side. This enables the use
of lower values of © than would otherwise be possible. The details of FMM and its
differences with Barnes-Hut are explained in Section 3.2.2.

d) Tree Particle-Mesh (TreePM) was first proposed by Bagla [2002]. The algo-
rithm is a hybrid of Barnes-Hut and the older P2M. As in P>*M, Particle-Mesh is used
to find long-range interactions in Fourier space. Barnes-Hut is used in place of the
naive approach to compute near-field interactions accurately. The overall complex-
ity of TreePM is still O(nlog(n)), but in practice, it outperforms the FMM approach
even for very large values of n. Importantly, partitioning the simulation domain into
cells makes the algorithm naturally amenable to distributed computing implementa-
tions. Most large-scale simulations use periodic boundary conditions, and this is typi-
cally done using Ewald summation, which approximates these very long-range forces
using the first several terms of an infinite sum. Because TreePM computes long-range
forces in the frequency domain, these periodic boundary conditions can be incorpo-
rated without additional computation.

e) Fast Multipole Method Particle-Mesh (FMM-PM) is proposed by Springel et al.
[2021], and implemented by the GADGET-4 project. It is conceptually similar to
TreePM, but uses the dual-sided FMM traversal for middle-distance interactions in
place of Barnes-Hut. This project also improves performance and load balancing on
high-dynamic-range "extreme zoom" simulations by using higher-resolution Particle-
Mesh grids in areas of higher density. Because GADGET-4 is CPU-bound, it does not
categorically outperform the ChaNGa project.

The majority of recent gravitational n-body research has focused on non-algorithmic
improvements to the accuracy and speed of the overall simulation.

The GADGET-4 project (Springel et al. [2021]) takes into account a variety of
physical effects beyond gravity. These range from the fluid mechanics of gaseous
matter to star formation and evolution, with each update adding more detail. They are
incorporated into the system without requiring changes to the underlying treecode.

A major advancement in recent years is the use of enhanced time-dilation tech-
niques. A simulation can be finished in less time despite using the same force calcu-
lation algorithm if the time steps can be larger. Multistepping approaches use finer-
grained time-steps for particles under high acceleration, and update the accelerations
of other particles less frequently. Some form of adaptive time stepping is incorporated
into most projects, but the PDKGRAV3 project (Potter et al. [2016]) takes the concept
much further, using a hierarchy of time steps, where each level is calculated half as
frequently as the last. For "extreme-zoom" simulations with very high dynamic range,
they use 100 levels, meaning that the particles experiencing the greatest acceleration
are updated 2'%° x as often as those experiencing the least acceleration.
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Other projects have focused on making better use of available hardware. For ex-
ample, Ishiyama et al. [2022] implements the TreePM method for the supercomputer
Fukagu, and makes optimizations to inter-node communication in order to scale effec-
tively to millions of threads.

Crucially, these advances do not place specific requirements on the algorithm used
for force calculations. An improved n-body treecode would be compatible with ad-
ditional physics calculations and with enhanced time-dilation. An improved treecode
could also be integrated into algorithms that use Particle-Mesh for long-range forces,
replacing the Barnes-Hut algorithm in TreePM, or the FMM approach used in FMM-PM.

2.2 t-SNE

t-SNE has been the subject of optimization efforts for less time than gravitational n-
body, with the technique first proposed in Maaten and Hinton [2008] and tree algo-
rithms not finding use until Van Der Maaten [2014]. The variant of the n-body prob-
lem solved as part of t-SNE minimization has several differences from the gravitational
variant, which have affected the direction of research:

a) t-SNE is typically applied for datasets of the sort used in machine learning.
These can be extremely large, but the n-body minimization step works on the embed-
ding, where each sample is represented by a coordinate in 2- or 3-dimensional space,
with no attached mass or other properties. Not all samples must be included in the
embedding to achieve high-quality results, and a large-scale t-SNE minimization may
only have n on the order of millions. As a result, there has been a focus on optimizing
t-SNE minimizers for a single computer, rather than a large cluster.

b) t-SNE has significantly reduced accuracy requirements versus gravitational n-
body. Because t-SNE is an iterative minimization problem, some error in individual
force calculations is allowable so long as it does not prevent the eventual convergence
of the embedding. As the algorithm converges on a solution, separately computed
attractive forces dominate in the near-field, further relaxing the accuracy requirements
of repulsive forces. Multipole methods and other approaches to increase accuracy have
not been applied, and several schemes which are not viable for gravitational n-body can
be applied for t-SNE minimization.

c) Because t-SNE is a stochastic algorithm, the minimization step may be run
many times with different initial embeddings before an acceptable result is produced.
An acceptable result is only identifiable by hand, so a person must decide whether to
re-run the minimization. Because of this, latency has been prioritized over throughput.
Momentum systems help the embedding converge in fewer iterations, and implemen-
tations have focused on reducing memory transfers to and from the GPU. The hybrid
CPU-GPU schemes which now dominate gravitational n-body have not seen the same
success for t-SNE.

Some algorithms which work well for gravitational n-body were quickly applied
to t-SNE.

a) The use of Barnes-Hut for t-SNE was originally proposed in Van Der Maaten
[2014]. Barnes-Hut was later adapted to run entirely on the GPU in Chan et al. [2018],
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and this approach was subsequently improved to use an implicit tree structure and
make better use of the GPU in Meyer et al. [2020], and Meyer et al. [2021].

b) Van Der Maaten [2014] also explores an approach that performs a dual-traversal
on a single octree or quadtree, analogous to a simplified version of FMM. This ap-
proach was dismissed at the time because it underperformed the implementation of
Barnes-Hut from the same report in both speed and accuracy.

Other algorithms have only been possible for t-SNE because of unique properties
of the problem domain, and have no direct analogues in gravitational n-body.

a) The Linear-complexity t-SNE approach proposed by Pezzotti et al. [2020] takes
advantage of GPU circuitry meant for textures, and uses it to compute a field texture
containing rasterized forces. For each sample in the embedding, a repulsive force
texture is rendered to the overall field texture using additive blending. Naturally, the
algorithm only works in 2-dimensions, but in exchange for this limitation, it can outper-
form Chan et al. [2018] for small-scale datasets, allowing for interactive performance
in some cases. Besides only working in 2 dimensions, this algorithm is not applicable
for gravitational n-body because of the accuracy penalty of rasterization.

b) The main advancement in Fu et al. [2019] is an improved method for setting
embedding starting conditions, but it also demonstrates a different approach for mini-
mization. This approach estimates the net force on each embedding point by randomly
sampling non-neighbor points. This enables eventual convergence, as all repulsive
forces are included in at least some steps, and can reduce runtime by a factor of 2 over
Chan et al. [2018] in certain cases. Because this algorithm compromises the accuracy
of individual iterations, it cannot be used for gravitational n-body.

¢) Linderman et al. [2019] proposes Fast Interpolation-based t-SNE (FIt-SNE),
which computes accelerations over a quantized field in Fourier space. This is similar
to the Particle-Mesh approach, but it does not use a more accurate method for near-field
interactions in the way that P>M or TreePM do. This allows for a 10 times speedup
over an implementation of Barnes-Hut t-SNE, and operations at much larger scales,
where memory limitations become an issue for algorithms such as Chan et al. [2018].
As with Linear-t-SNE, the accuracy penalty of the quantized field means the algorithm
cannot be transferred to gravitational n-body.

The Dual Hierarchy strategy proposed by van de Ruit et al. [2022] performs dual-
traversal in much the same way as FMM. The paper shows that an optimized version of
the algorithm can outperform the state-of-the-art in t-SNE minimization for medium-
to large-scale datasets. It can produce minimizations of equivalent quality in less time
than optimized versions of Barnes-Hut and FIt-SNE at small and medium scales. The
functioning of the algorithm is described in detail in Section 3.3.
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Background

This section provides the necessary information for understanding the original Dual
Hierarchy algorithm, the challenges involved in its adaptation to gravitational n-body,
and the technical details of the adaptation’s implementation.

Section 3.1 gives a more formal definition of the n-body problem as it appears in
cosmological simulations and in t-SNE. Section 3.2 relevant existing algorithms for
gravitational n-body, and Section 3.3 explains the Dual Hierarchy algorithm as it is
used for t-SNE. Section 3.4 details some of the metrics used to evaluate the accuracy
of cosmological n-body simulations, and Section 3.5 explains Multipoles and how they
are used to improve the accuracy of these simulations.

3.1 The n-body Problem

The n-body problem typically refers to the gravitational n-body problem, but it is also
the name for an entire class of problems involving the computation of forces between
every pair in a set of n points in space. For the purposes of this report, we will use
the latter definition. Typically, the magnitude of a force must be calculated to be ap-
plied along the vector connecting each pair. The n-body problem appears frequently
in physics simulations, where the forces between particles decrease with distance, but
never go to zero. Simulating Coulomb interactions between ions or gravitational inter-
actions between stars both involve solving an n-body problem, but calculating collision
forces between particles does not qualify, as there are no long-range interactions.

Figure 3.1: Solving the n-body problem requires computing forces between each pair.



3.1 The n-body Problem Background

3.1.1 Gravitational n-body

Astronomical simulations can range from small simulations of planetary systems to
galactic simulations containing many stars, all the way to cosmological simulations
which examine galactic cluster formation. The most expensive step in running these
simulations is predicting the movement of the point masses, as driven by gravity. This
can be done analytically for two bodies, and for special cases with more than two
bodies (Aarseth [2003]), but astronomical simulations require solving the general case,
with n > 2. For this, it is necessary to predict the movement iteratively, solving the
n-body problem at each step to find the forces between point masses.

Algorithm 1 A naive approach for n-body gravity.

1 for each [Ppassive> Apassivel € particles do

2 Apassive < <ana0>

3 for each [pycrive, Macrivel € particles do

4 Apassive <= Apassive T GRAVITY (Pactives Mactive ppassive)

5 for each [v,ugsive, Ppassive] € particles do > Integration step
6 Vpassive <= Vpassive T (apassive -t )

7 Ppassive — Ppassive + (Vpassive . t)

In the gravitational variant of the n-body problem, each point-mass is typically rep-
resented by a scalar mass value m and a Cartesian coordinate in 3-D space p. The naive
approach to the gravitational n-body problem involves calculating the acceleration due
to gravity between each pair of particles, as shown in Algorithm 1. In this part of the
algorithm p,4give s the position of the particle which is receiving forces, and a,ggsive
is its acceleration. pgqive 1 the position of the particle emitting forces, and m,¢ive 18 its
mass. GRAVITY() is a function that computes the acceleration at the position of the pas-
sive particle due to the mass and position of the active particle. Because acceleration
is force over mass, the mass of the passive particle cancels out, and we can calculate
its acceleration using only the mass of the active particle.

The second half of the algorithm updates first each velocity vpussive and then each
position ppussive based on the time step #. In Algorithm 1, this is done using sim-
ple Newtonian integration, but in practice, leapfrog integration or a more accurate
symplectic approach is typically used. Time subdivision techniques are also typically
incorporated as part of the integrator.

t-SNE updates positions using a different scheme, and the original Dual Traversal
paper does not propose any new integration methods which would be relevant to gravi-
tational n-body. The integration step is common between all n-body solvers discussed,
so it will be omitted elsewhere.

3.1.2 n-body for t-SNE Minimization

Student-t Stochastic Neighbor Embedding (t-SNE) is a technique for visualizing high-
dimensional data in a 2- or 3-dimensional space. t-SNE works on collections of
high-dimensional samples; for example, MNIST handwritten digits are 28 x 28 pix-
els, but we can reinterpret each pixel as a dimension, meaning that the dataset is 784-
dimensional. The goal is to produce a neighbor-preserving embedding, meaning that
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Background 3.1 The n-body Problem

samples that were close together in the high-dimensional space (e.g. images with simi-
lar pixel values) are also nearby in the embedding. An example of such an embedding
is shown in Fig. 3.2.

Figure 3.2: A completed embedding of the MNIST digits dataset, produced using t-
SNE; the color of each sample corresponds to the digit. For example, each dark blue
point corresponds to a single handwritten "2".

This goal is defined more formally as the minimization of the sum of Kullback-
Leibler divergence between the original particle distribution and that of the embedding.
This gives us a cost function C expressed as follows:

c=YKL(P|Q) :ZZpijlog(%) G.D
i i Y

Where p;; and g;; are the symmetrized conditional probabilities that data points i
and j belong to the same group in the original dataset (P) and the embedding (Q). A
Gaussian function is used to define p;;, but because distances are longer in the higher
ambient dimension of the original space than in the embedding, data points with low
probabilities would be placed very far apart if a Gaussian was used on both sides.
Instead, a Student-t distribution is used for the joint probabilities of the embedding
because its "fatter tails" mean that dissimilar data points still have some probability of
belonging to the same group:

T (U lye=wl?
T =P
Where y; is the position of data point i in the embedding space. Given these def-
initions for the conditional probabilities, the gradient of the cost function is derived
as:

3.2)

oC (Pij — qij) i — ¥j)

oy
dyi ZJ: L+ [lyi =yl

3.3)

In practice, the Gaussian probability is near zero for all but a handful of data points.
We can take advantage of this by only calculating p;; for the nearest data points j to
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data point 7, with the number of probabilities to calculate determined by a hyperpa-
rameter "perplexity". With p;; zero for most elements, it makes sense to refactor the
gradient equation:

3C (i —yj) vi—yj)
8yi 4;”’ 1+ [lyi = y)l? 4;%-’ 1+ [lyi = yl? GH

The left half of the equation can be calculated quickly using the exact formula, as
it is zero for all but a small number of data points j. The right half must be evaluated
for all j, and this is an instance of the n-body problem. This is the focus of most t-SNE
optimization efforts.

Once we have an efficient method for computing gradients, we can use gradient
descent to find an embedding that minimizes the Kullback-Leibler divergence. We
assign each sample a random starting position in the lower dimensional space. From
there, we perform an error minimization, iteratively improving the positions until we
converge on a stable embedding. With our split gradient function, this is analogous to
applying attractive forces between a small number of similar particles while applying
repulsive forces between all pairs of particles.

t-SNE Accuracy Metrics

The objective of t-SNE is to minimize the Kullback-Leibler divergence between the
original dataset and its embedding. Directly computing this is on the order of O(n?),
so measuring accuracy is prohibitively expensive for even relatively small datasets. In-
stead, the original Maaten and Hinton [2008] paper focuses on the perceived quality
of the embedding, which primarily means the cluster should have clusters that cleanly
map to the classes of a known dataset. This is ultimately more important than the
ability to satisfy the objective function, as it determines the usefulness of the algo-
rithm. The subjective measure is supplemented by a test of the effectiveness of a
nearest-neighbors classifier trained on the embedding; for a high-quality embedding,
its performance is similar to that of one trained on the original dataset.

Meyer et al. [2022] proposes a new computable proxy for visual quality which
provides a global measure of quality rather than only looking at local neighborhoods.
This is important because the attractive component which dominates local behavior is
computed exactly in most t-SNE implementations, so local neighborhoods may not be
representative of overall quality. These metrics are still based only on the quality of
the embedding produced at the end of convergence. The accuracy of individual steps
and gradient calculations only matters insofar as it reduces the number of steps needed
to converge on a solution.

3.2 Tree Methods

In most variants of the n-body problem, the derivative of the pairwise force has greater
magnitude at short distances. This means that it is less sensitive to positional error at
longer distances. We can take advantage of this by computing interactions with far-
away clusters, rather than finding the pairwise forces individually. This significantly
reduces the number of interactions that must be computed as long as we have an accu-
rate approach for summarizing these clusters.
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It makes sense to produce our cluster summaries ahead of time. We can use very
large clusters for the longest-range forces, but we need to have progressively smaller
clusters for closer interactions. A multigrid can work in many situations, but for simu-
lations with very high dynamic range — areas of much lower and higher density — a tree
makes the most sense. Each node of the tree contains some subset of the particles in
the simulation. The children of an internal node each contain a subset of the particles
in that node.

To compute the interactions, we descend the tree. For each node, we check if it
is far and small enough to provide an accurate approximation. If we cannot interact
directly with that node, we try each of its children instead. If we reach a leaf node but
it is too large, we may interact with all of the contained particles individually. In this
way, we account for every particle in the tree, either directly or as part of a summary.

Tree methods exist for many domains. The two most commonly used treecodes for
gravitational n-body are Barnes-Hut, discussed in Section 3.2.1, and FMM, discussed
in Section 3.2.2.

3.2.1 The Barnes-Hut Method

The Barnes-Hut Algorithm is useful as an explanatory tool due to its simplicity, but
also performs well enough to remain relevant today.

In Barnes-Hut, the particles are partitioned using an octree in 3D space, or a
quadtree in 2D space, as shown in Fig. 3.3. Each node is summarized with a cen-
ter of mass, denoted by the symbol <. in Fig. 3.4. This can be done efficiently because
higher-level summaries can be produced from those of lower-level nodes. At the limit,
interaction with a center of mass is equivalent to the combined interaction with all
contained particles. At ranges closer than infinity, the distribution of the contained
particles affects the interaction force. At close ranges, this error is unbounded. We can
use the center of mass for interactions with nodes that are sufficiently far.

°® o [o® o [ o® o || o® °
[ ] @ @
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(a) Root node contains (b) Partition particles (c) Over-filled nodes (d) Repeat until all par-
all particles. around the center. are partitioned again. ticles are separate.

Figure 3.3: Top-down construction of a Quadtree from a collection of particles
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Figure 3.4: In Barnes-Hut, close-range forces are computed directly with particles, and
long-range forces use the centers-of-mass of nodes.

To decide whether a node is sufficiently far, the concept of a Descent Criterion or
Opening Criterion is introduced. In the case of Barnes-Hut, the descent is based on a
fractional angle 0, as shown in Eq. (3.5).

S

— <0 3.5
- (3.5)
Where S is the side length of a node, and D is the distance between the sample point
and the center of mass of the node. This criterion produces a "cone of approximation",

which includes small nodes nearby and larger nodes further away, as shown in Fig. 3.5.
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Figure 3.5: An example of a node which satisfies the 8 descent criterion (left), and a
node which does not (right).

Algorithm 2 outlines an approach to computing the approximate net acceleration
due to gravity a at a point in space ppqssive due to a tree node and its contents. If the
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node is a suitable approximation as determined by the descent criterion, the acceler-
ation is found by calculating the gravitational field of the center of mass of the node
at ppassive- Otherwise, the tree is recursively descended. In cases where a leaf node is
reached and no approximation is possible, the algorithm degenerates to direct interac-
tions. This happens for very close interactions, such as those between particles in the
same node.

Algorithm 2 A recursive implementation of Active-Tree Traversal

1 procedure TRAVERSE_ACTIVE(node, ppassive)
a+ (0,0,0)

3 if DESCENT_CRITERION(node, ppqssive) then
4 a < a+ GRAVITY (Pactives Mactive ppassive)
5 else if 1IS_LEAF(node) then

6 for each [puctive, Mactive] € node do

7

8

9

[\S)

a < a+ GRAVITY (Pactives Mactives ppassive)

else
for each child € node do

10 a < a-+TRAVERSE_ACTIVE(child, ppagsive)
return a

This algorithm describes all hierarchical approaches which use an "active tree",
meaning a hierarchy that summarizes the point masses for the purpose of emitting
forces. When the descent criterion is given by Eq. (3.6) and the node is part of an
octree, this is equivalent to the Barnes-Hut method.

True ——Swie <9
Hpnade_ppaxsiveH (36)

DESCENT_CRITERION(node, ppgsive) = ;
False Otherwise

We perform the traversal for the position pugsive Of €ach particle, as shown in Al-
gorithm 3. So long as we can guarantee no pathological cases, where many particles
occupy the same space, tree construction is done in O(nlog(n)) time. Each of n traver-
sals is done in O(log(n)) time, so the complete algorithm has O(nlog(n)) complexity.

Algorithm 3 Application of Barnes-Hut traversal to find particle accelerations

1 root - BUILD_OCTREE(particles)
2 for each [ppugsive, Gpassive] € particles do
3 Apassive < TRAVERSE(r00t, ppassive)

To expand this to a multi-threaded context, we can assign each thread a collection
of particles for which it finds forces. Because traversal does not modify the active tree,
it can be shared between all threads without locking. Tree construction can also be
done in parallel, though it requires additional care. The first several layers of the tree
are constructed in one thread, and then the subtrees can all be constructed indepen-
dently.

3.2.2 The Fast Multipole Method

The Fast Multipole Method (FMM) was first proposed in Greengard and Rokhlin
[1987], and improved by using Cartesian coordinates in place of spherical coordinates
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in Dehnen [2000]. By traversing both sides of the tree and performing node-node inter-
actions, complexity is reduced to O(nlog(0)). For fixed 6, this is equivalent to linear
time. Aluru [1996] showed that when applying the algorithm with fixed accuracy re-
quirements, the required 6 is coupled with n, meaning that the effective complexity is
actually super-linear.

To perform a node-node interaction, we need to calculate an approximation of the
field across the "passive" node which receives forces as a result of some summary of
the mass distribution in the "active" node which emits them. The obvious approach
would be to use the center-of-mass representation for the active node as with Barnes-
Hut, and evaluate the acceleration at the center-of-mass of the passive node. Unfor-
tunately, this is extremely inaccurate — even at very long ranges, the acceleration due
to gravity will not be uniform across a node. This makes it impossible to meet the
accuracy requirements of cosmological n-body simulations without using a value of 6
so low that the benefits of the tree algorithm are lost.

The solution is to use multipole approximations. The center-of-mass summary is
replaced with a multipole moment, and the uniform acceleration summary is replaced
with a multipole field. Multipoles are explained in more detail in Section 3.5, but to
understand FMM it is only necessary to know that a multipole moment is a compact
way of approximately describing the distribution of a collection of point masses, and
a multipole field is a compact way of describing the variation across a non-uniform
vector field.

An FMM long-range interaction is shown in Fig. 3.6. In the diagram, %< denotes
a multipole moment, and >K denotes a multipole field representation. Notice how the
moment is at the center of mass of the active node, but the field is sampled at the center
of the passive node. This is because the field multipole is placed in order to minimize
the maximum error across the node, meaning that it must be equidistant from all sides.

X | e

Figure 3.6: In FMM, long-range forces can be calculated between an active node (or-
ange) and a passive node (blue).

As with Barnes-Hut, we use a 0 descent criterion to determine whether a node-

node approximation can be used, or if the tree must be further descended. A simple
implementation of this concept is shown in Algorithm 4. We refer to this approach
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as lockstep dual traversal because if the approximation criterion is not satisfied, both
nodes are descended. When we reach a leaf node on either side of the tree, we de-
cay to either active-tree traversal (equivalent to Barnes-Hut), or passive-tree traversal
(equivalent to reverse-Barnes-Hut, explored in Section 4.1.2). In practice, passive-tree
traversal is very slow, so most implementations prioritize the use of active-tree instead.
More elaborate approaches are explored in Section 4.4.1.

Note how if both nodes are leaves, an active tree traversal is used. For most of
the particles contained by the passive node, this will decay immediately into direct
interactions. Some of the particles on the far side of the passive node will interact
with the entire active node instead, thereby saving some computation as compared to
directly decaying to particle-particle interactions.

Algorithm 4 A recursive implementation of Lockstep Dual Traversal

1 procedure TRAVERSE_LOCKSTEP(node;ctive, N0d€passive)

2 if DESCENT_CRITERION(nodegcive, N0d€passive) then

3 [p passive_node>» apassive?node] = nOdepassive

4 [Pactive_nodes Mactive_node] = N0d€qctive

5 Apassive_node — Apassive_node + GRAVITY(pactive_nodes Mgctive_nodes P passive_n()de)
6 else if IS_LEAF(nodepagsive) then

7 for each [pucrive, Mactive]l € nodep,gsive do

8 Apassive <= Apassive + TRAVERSE_ACTIVE(nodective, ppassive)

9

else if 1S_LEAF(node,(ve) then

10 for each [Ppassive> @passive] € NOd€yeiive dO

11 TRAVERSE_PASSIVE(Pactive> Mactive> N0d€passive)
12 else

13 for each child,,ssive € N0depassive do

14 for each child,ijve € nodeyciive do

15 TRAVERSE_LOCKSTEP(childctive, Childpassive)

3.3 The Dual Hierarchy Algorithm for t-SNE

The primary novel characteristic of the Dual Hierarchy algorithm is its use of two
different trees, one which is responsible for emitting forces, and another which is re-
sponsible for receiving them.

In the original implementation, the first tree is referred to as the "embedding" tree
because it contains and summarizes the positions of samples in the lower-dimensional
embedding. This tree is shown in orange in Fig. 3.7. A Linear-BVH is used here
because it can be built quickly from a large number of points, and it provides tight-
fitting bounding boxes for each node. The structure and construction algorithm for
Linear-BVH is detailed in Section 3.3.2.

The second tree is referred to as the "field" tree because after traversal is completed,
its nodes will contain a vector field representing the repulsive forces between points
in the embedding. This tree is shown in blue in Fig. 3.7. This is a Quadtree or an
Octree, tiling the same space as the embedding tree. Unlike the embedding tree, its
nodes do not enumerate the points they contain. The quadtree is much shallower than
the Linear-BVH and built to a fixed depth, so it can also be constructed quickly.

Using two hierarchies like this may appear to be an unnecessary cost, but it is
advantageous because both trees are able to play to their strengths. The Linear-BVH
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L[ d

Figure 3.7: In dual hierarchy, the Linear-BVH active-tree (orange) and the Octree
passive-tree (blue) partition the same space.

has tight-fitting nodes which more accurately indicate how dispersed the contained
points are, allowing for more approximations than may otherwise be possible. The
shallow Quadtree contiguously tiles the space and is always square, so the evaluation
point when computing fields can be equidistant from all sides of the node. A Linear-
BVH could not be substituted for the quadtree because its rectangular nodes make it
more difficult to control error, and a quadtree could not be substituted for the Linear-
BVH because building it to full depth would be more expensive.

To compute the acceleration values of the field tree, we perform a dual traversal,
similar to that used in FMM, though the active and passive nodes do not come from
the same tree in this case. An interaction between the two trees (drawn separately)
is shown in Fig. 3.8. Note that the summary for the embedding node is always a
"center of mass", which for t-SNE means an unweighted average of the positions of
the contained points. The summary for the field tree is the center of the node.
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Figure 3.8: In dual hierarchy, long-range interactions are performed between nodes of
the active tree (left) and those of the passive tree (right).
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One approach for implementing this algorithm is shown in Algorithm 5. The
biggest difference from the dual-traversal used in FMM is that the particles contained
by the passive node are never handled individually, and instead the nodes collect all
forces, even those at very close ranges. This means that the field is effectively raster-
ized as it is in Pezzotti et al. [2020] or Linderman et al. [2019].

Algorithm 5 A simplified implementation of t-SNE Dual Hierarchy traversal

1 procedure SEQUENTIAL_DUAL_TRAVERSAL(r0Ot,ctive, T0Otpassive)
2 queue = [(r00tctive, r()Otpassive)]

3 while S1ZE(queue) > 0 do

4 (nodeqctive nOdepassive) = POP(queue)

5 if DESCENT_CRITERION(node;ctive, N0d€passive) then

6 REPULSIVE_FORCE(node;ctive, N0d€passive)

7 else

8 for each child,.ive € nodeyciive do

9 for each childp,ssive € nodepassive do

10 if IS_LEAF(childpagsive) V IS_LEAF(childyegive) then
11 for each [pycsive] € childygive do
12 REPULSIVE_FORCE(pyctive, Childpassive)
13 else

14 PUSH(queue, childactive, Childpassive)

The algorithm processes a queue of node pairs, each of which represents a potential
interaction. It considers performing a direct interaction, and if that is not an option it
descends the tree instead, adding each pair of children to the queue. When a leaf node
is reached, it computes the exact forces on the passive (octree) node by interacting it
with the particles contained by the active (Linear-BVH) node.

This version of the algorithm is somewhat simplified. The actual implementation
runs entirely on the GPU, so traversal is split into several shaders which handle differ-
ent parts of traversal and interaction. There is also additional handling for cases where
leaves are reached, allowing the algorithm to decay to Barnes-Hut, in the same way as
Algorithm 4 does.

3.3.1 The Projected Diagonal Descent Criterion

Another innovation of the Dual Hierarchy algorithm for t-SNE is its use of a Projected
Diagonal descent criterion. The original Barnes-Hut algorithm and later FMM both
use the side lengths of the nodes to determine whether an approximation can be ac-
curate, but there are many ways this could be translated to the rectangular bounding
boxes of a Linear-BVH. The length of the diagonal and the length of the longest side
are both natural options.

The paper van de Ruit et al. [2022] discovers that t-SNE minimization convergence
is more sensitive to errors of distance than to errors of direction. It is possible to exploit
this and increase some forms of error while still producing a high-quality embedding
in the same number of iterations. Instead of using the length of the diagonal directly,
it is first projected onto the vector which connects the field sampling location to the
active node, as shown in Fig. 3.9. This requires manipulating the signs of the con-
necting vector to ensure it is never perpendicular to the diagonal but is otherwise a
straightforward operation.

19



3.3 The Dual Hierarchy Algorithm for t-SNE Background

.
.
.
.

..... / //

Figure 3.9: A pair of projected diagonals (red) for interactions with a rectangular node.
Interactions along the longer side of the node have longer projected diagonals.

The resulting projected diagonal is short for connecting vectors which cross the
node the shorter way, and longer for vectors that cross it lengthwise. The result is that
the approximation criterion is significantly less strict for nodes that are "shallow" from
the perspective of the point which receives the force, and more strict for nodes that are
"deep".

3.3.2 Linear BVH Construction

A Linear Bounding-Volume-Hierarchy (Linear-BVH) is a bounding volume hierarchy
that can be constructed in linear time, using a technique first proposed by Arroyuelo
et al. [2010]. The process is as follows:

1) Each particle is assigned a Morton code. This is a number that uniquely places
it along the Morton curve, pictured in Fig. 3.10a. The Morton curve (also known as
a "Z-curve") is a space-filling curve like the Hilbert curve, with the added benefit that
Morton codes can be generated simply by interleaving the bits of the X, y, z, compo-
nents of a Cartesian coordinate. As a result, this can be done in linear time using only
a handful of bitwise operations.

2) Particles are sorted by their Morton codes using a Radix sort. This step has
a complexity of O(nd), where d is the number of digits in the Morton code. Dual
Hierarchy for t-SNE always uses 32-bit codes, so this is also linear time. Notice how
in Fig. 3.10b, the Radix sort of Morton codes orders the particles such that particles
which are nearby in the high-dimensional space are also close in the sequence.

3) We build the bounding volume hierarchy from the bottom up. We first produce
a node from each pair of adjacent particles in our sequence, and then from each pair
of adjacent nodes, and so on. For the leaf nodes, we produce bounding boxes that
tightly fit the contained particles (Fig. 3.11a). This must account for every particle and
therefore has linear complexity. For internal nodes, we can produce bounding boxes
that tightly fit the bounding boxes of the children (Fig. 3.11b); doing this for each level
of the tree has complexity log(n). The overall complexity of this step is therefore also
linear.
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(a) Each particle can be assigned a Morton  (b) Sorting by Morton codes places nearby
code based on its position. particles nearby in the resulting sequence.

Figure 3.10: Morton-sort for locality-preserving dimension reduction.

(a) Leaf nodes contain adja- (b) Interior nodes contain (c) Root node contains the
cent particles. adjacent child nodes. entire sequence of particles.

Figure 3.11: Bottom-up construction of a linear-BVH from a sorted list

For a higher-quality tree, we partition the particles from the top down. At each
level, we split based on the greatest different bit in the Morton codes. This requires
a binary search for each node on a level of the tree (log(n)) for each level of the tree
(log(n)), so it is also sub-linear. This avoids the large jumps in the Morton curve,
producing nodes with lower aspect-ratio bounding boxes and a structure more similar
to that of an Octree. A tree produced using this method in 2 dimensions is shown in
Fig. 3.12. Notice how non-leaf nodes are closer to square; higher aspect ratios are only
produced as a result of tightly fitting a small number of particles.

An Linear-BVH has an additional advantage over other trees because the bottom-
up portion of construction can be run separately from the sorting step. This means that
if the particles the tree is built from only move by a small amount, the bounding boxes
can be updated to produce a valid tree in less time. This is naturally a lower-quality
tree, but when the change in position is small enough the difference in tree quality can
be outweighed by the reduced construction time.
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(a) The complete tree, for 70,000 samples (b) A zoomed-in view of part of the tree

Figure 3.12: A 2D Linear-BVH, constructed over the points of a t-SNE embedding
during minimization.

3.4 Accuracy Metrics for Gravitational n-body

An appropriate measure of accuracy is critical in order to fairly evaluate the dual-tree
algorithm against other approaches. Because accuracy can be exchanged for perfor-
mance by changing the hyperparameter 0, even a very inefficient tree algorithm could
be made to outperform FMM by disregarding accuracy and setting 0 very high.

An intuitive method for measuring the accuracy of an n-body solver is to simulate
a number of time steps with both the naive algorithm and the candidate solver, and
then compare the positions of each particle. Unfortunately, this approach is not vi-
able in practice. The collection of point masses simulated in the n-body problem is a
chaotic system (Boccaletti and Pucacco [1998]). As a consequence, even very small
differences such as those produced by rounding errors compound over multiple steps.
This limits the ability of even the naive n-body solver to make predictions far into the
future, but it also makes it impossible to separate out the errors introduced by different
solving methods.

To avoid this problem, the generally accepted approach is to perform static analysis.
By measuring the accuracy of the force applied to each particle, we can determine the
accuracy of an individual time step.

Figure 3.13: Exact and approximate force vectors, with the error vector in red.
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The force error is closely related to the acceleration error, but it has the additional
advantage of also taking the mass of each particle into account. In effect, each error
is weighted by mass, so that heavier particles are more sensitive to error. Most n-body
solver implementations compute acceleration directly rather than computing force first
and then dividing by mass, but forces are trivially derived from mass & acceleration.
This approach is shown in Fig. 3.13, where F is the true force, and F isthe approximate
force.

We experimented with several measures of error, used in different survey papers.
We discovered that measures of force error are strongly correlated. Definitions of
acceptable error may be very different for different measures, but changes to an algo-
rithm which increase one error measure will typically also increase the others, and vice
versa. For the purpose of benchmarking, we selected a pair of the most useful error
metrics. In Section 3.4.1 we discuss RMS Error, and its advantages and limitations.
In Section 3.4.2 we discuss the "Constitutional error" metric, its advantages, and the
properties which make it especially strict compared to other metrics.

3.4.1 RMS Error

RMS error is based on the root of the sum of all force errors squared (shown in
Fig. 3.14). In practice, this is usually expressed as a percentage. The RMS of the
force errors is compared to the RMS of the force magnitudes. In other words, the goal
is to limit the L2 norm of the magnitudes of the force errors to a set percent of the L.2
norm of the magnitudes of the forces.
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Figure 3.14: Exact and approximate force vectors, with the squared error for each in
red. The RMS error is based on the sum of the area of all squares.

RMS error is the metric of choice for many algorithm designers, but the actual
threshold percent must be chosen based on the specific application. For example, PD-
KGRAV3 is designed for an especially strict limit of 0.1%, while Springel et al. [2021]
mentions a target of sub-1%. Agreeing on a threshold is difficult because not all er-
ror is equivalent — correlated or otherwise structured error can cause greater problems.
Moreover, it is impossible to compare most implementations against the naive algo-
rithm at the scales for which they were designed. The Schneider et al. [2016] survey
attempts to resolve this by comparing the implementations against one another instead,
and also by measuring overall power spectra error instead of individual force errors.
For large-scale simulations, it sees discrepancies of greater than 1% between several
leading algorithms.
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3.4.2 Constitutional Error

Constitutional error is defined in an appendix of Lake et al. [1995], titled "The n-body
Constitution", and used in the survey Dikaiakos and Stadel [1996]. The goal of the
document is to define a set of conditions that, if met, guarantee that an approximation
approach will produce accurate simulations of real data. The document includes a
variety of requirements, ranging from the time step size, to the integrator, to properties
of the simulated dataset. The most relevant requirement for the purposes of this report
is described in Article II: "The error should always be less than 0.5% of the force or
the RMS force, whichever is less". This condition is written in more formal terms in
Eq. (3.7).

|F — F|| < 0.005 - MIN(||F |, RMS) (3.7)

Where F is the true force on a given particle, calculated using the naive method,
F is the approximate force on that particle, calculated using the candidate solver, and
RMS is the root of mean squares of the magnitudes of all true forces in the simulation.
This criterion has several properties which make it preferable over metrics such as
RMS Error. The consequences of implementing the criterion in this way can be seen

in Fig. 3.15.
’,.V // /

(a) Each force has a radius (b) Allowable error is pro- (c) For large forces, allow-
of allowable error. portional to magnitude. able error is capped.

Figure 3.15: A simple visualization of the Constitutional Error metric for 2-
dimensional force vectors.

3.4.3 Dataset Selection

The scenario used for testing can have significant effects on performance and accuracy.
As shown in Table 4.1, the distribution of point masses can drastically affect the struc-
ture of the hierarchies used by the algorithms being tested, and this changes which
approximations are possible. Properties of the distribution also affect how accurate
those approximations are on average.

For initial functionality tests, we used a collection of small hand-written scenarios.
These range from small systems of orbiting particles to larger scenarios such as the
one shown in Fig. 3.16. Cubic grids of particles are produced programmatically, and
colored to make it easy to track the movement of particles by eye. All are small enough
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(a) Initial state; cubic grid of 2,500 small particles, with binary system of heavy "sun" particles.

(b) After 500 iterations. (c) After 5,000 iterations.

Figure 3.16: Snapshorts of a hand-written dataset at different stages of simulation

to run quickly using the naive approach, and the regular layout makes it easy to catch
divergence from correct results within a small number of iterations. This was useful
for debugging while adapting the algorithm; for example, if certain forces are double-
counted or ignored by the treecode, this is immediately obvious.

For small-scale correctness tests, we use a uniform randomly generated distribu-
tion, as shown in Fig. 3.17. To produce each particle, X, Y, and Z coordinates are
independently selected from a uniform distribution. Because the error is calculated
proportionally and our gravity equation is unitless, the scale doesn’t matter. Ranges
are selected for a given value of n such that the average density is equivalent to 1 par-
ticle per «>. This is necessary for iterative error metrics because "crowded" datasets
require very small time step sizes to maintain accuracy, but does not make a difference
for the static analysis approach which was ultimately used. Velocities are also chosen
from a uniform distribution and also matter only for iterative tests. The mass of each
particle was selected from an exponential distribution with a mean of 1.0, so that the
scenario is primarily composed of low-mass particles, with a small number of much
heavier particles.

The uniform distribution is useful for some types of testing, but it can be mislead-
ing when evaluating tree performance. The even distribution produces unrealistically
well-balanced octrees and reduces the likelihood of particles with the same Morton
code when building a Linear-BVH. To resolve this, for many small-scale tests we use
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Figure 3.17: A random dataset with uniform distribution, 100,000 particles with radii
based on mass and colors chosen at random.

randomized datasets based on Perlin noise, as shown in Fig. 3.18. Generation is done
in much the same way as for the uniform distribution, but we sample Perlin noise at
each position. If the 3D Perlin function is below a set threshold for that position, we
reject the particle and do not add it. We sample a coarse Perlin function to produce
large-scale noise and add a fine-grained function to prevent hard boundaries between
high-density and empty regions. Because many particles are rejected, Perlin noise
datasets take longer to generate.

Perlin noise datasets are useful for testing solvers on different tree structures but
still do not provide a realistic analog for actual cosmological simulations. Galaxy and
galactic neighborhood simulations can have very high "dynamic range", meaning that
there are both areas of extremely high density and areas that are nearly empty. This
is doubly true for so-called "extreme zoom" simulations, which contain structures at a
variety of scales. TreePM handles extreme dynamic range well, but in order to design
a treecode that can be integrated into a Particle-Mesh based solver, we need to ensure
it can perform well on scenarios with moderately high dynamic range.

For this purpose we use the AGORA dataset from Kim et al. [2016] when per-
forming middle- and large-scale tests. The AGORA dataset comes in three sizes:
AGORA-LOW contains 112,500 stars, MED contains 1,125,000 stars, and HI contains
11,250,000 stars. The smallest AGORA dataset is shown in Fig. 3.19. Each particle
has the same mass and represents a cohort of stars.
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Figure 3.18: Perlin noise dataset, 50,000 particles with randomized radius and color,
positions selected randomly, existence determined by a threshold on Perlin noise.

Figure 3.19: AGORA dataset, 112,500 particles with uniform radius and color indicat-
ing velocity and direction.
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3.5 Multipoles Background

3.5 Multipoles

Contemporary gravitational n-body solvers improve accuracy by using multipole ap-
proximations in place of center of mass and uniform acceleration fields.

A multipole is a sequence of symmetric tensors of ascending rank. A multipole of
order 1 in R?® space contains only an (X,Y,Z) vector, a multipole of order 2 contains
a vector and a 3 x 3 symmetric matrix, and higher order multipoles contain additional
symmetric tensors of progressively higher rank.

Here, symmetric is defined such that in a rank-2 tensor, ¢y, = gy,. This means that
a quadrupole symmetric tensor can be written without redundancy by only including
the upper triangle, as shown in Eq. (3.8).

9xx  4xy Yxz
4y Qgy: (3.8)
: qz

As a result, a dense implementation only needs to store 6 values instead of nine.
This becomes progressively more important with higher-order multipoles. An octupole
(3 x 3 x 3 symmetric tensor) can be stored with 10 values instead of 27 by only includ-
ing one pyramid, as shown in Eq. (3.9). A hexadecupole can be stored with 15 values
instead of 81 by only including one hyper-pyramid.

Oxxx Oxxy Oxxz
Oxyy Oxyz| |* Oyy Oyyz| |* * (3.9
Oxzz| L T Oyzz] [0 0 Oz

For some multipole gravity implementations such as Rein and Liu [2012], the
symmetric tensors are also guaranteed to be traceless. Given that gy, + gyy +q.; = 0,
it is possible to omit g, from the definition and derive its value from gy, and g,y
only when necessary. In practice, the memory advantage is marginal and unlikely to

outweigh the computation cost of finding g,, each time it is needed.

Field Plots

In order to understand the use of multipoles in practical terms, it is useful to look
directly at the gravitational fields they attempt to approximate. For simplicity, we only
look at a 2-dimensional "slice" of the gravitational field, and the in-plane component
of the acceleration. A traditional vector field would be an appropriate approach here,
but we can produce a much more detailed plot if we use color to indicate direction, as
shown in Fig. 3.20.

This technique is demonstrated in Fig. 3.21, which shows the the x and y compo-
nents of the gravitational field at z = 0 across a small simulation domain. Importantly,
the zoomed region in Fig. 3.21b is re-scaled so that the strongest acceleration within
the region is assigned full saturation.

3.5.1 Multipole Moments

A multipole moment is a way of summarizing a group of point masses more accurately
than their center of mass. It represents the moment of inertia of the cluster along a

28



Background 3.5 Multipoles
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Figure 3.20: Key for interpreting field plots. Color corresponds with the radial direc-
tion of the acceleration of gravity, and saturation indicates its magnitude, expressed as
a percentage of the maximum magnitude shown in the plot.
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(a) The field surrounding the trio of particles  (b) A zoomed view of the area outlined in red.

Figure 3.21: The exact gravitational field of a trio of particles, rendered using the
method defined by Fig. 3.20.
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variety of axes. Simply put, it encodes information about how spread-out the particles
are in different directions. The center of mass is still included in calculations, but the
moment provides additional information about how the point masses are distributed in
relation to the center of mass.

For multipole moments, we include a scalar net-mass term in addition to the series
of tensors, so a rank-2 (quadrupole) moment has the format shown in Eq. (3.10).

My My My
m, (my,my,m), C My My, (3.10)
: mg;

To find the multipole moment representation for a group of particles, we begin by
computing the total mass and center of mass, just as we would for a simple center of
mass summary. We can then find the moment of inertia for each contained point mass
individually. The individual moments are given by the cartesian power of the offset
from the center of mass A = (d,d,,d), equivalent to the repeated outer product of
A with itself. This tensor is weighted by the mass of the particle. The quadrupole
moment equation is shown as an example in Eq. (3.11)

ddy dydy, dyd,
Q=mA*=m| - dyd, dyd, (3.11)
: dzdz

The net moment of the cluster is given by the simple element-wise sum of the
multipole moments of individual particles.

Generating multipole moments for non-leaf particles can be done faster by sum-
marizing child nodes instead of every contained particle. Given that this is done recur-
sively, we already have the multipole moments of each child node. We can combine
these moments in much the same way the moments of individual particles were com-
bined, but first the moments must be in relation to a common center of mass. To do
this, we find the moment of the entire child node using the offset of its center of mass
in relation to the center of mass of the parent. This moment is added to the moment
of the child, applying the appropriate offset to its center of mass and to each of its
symmetric tensors. This combined multipole can then be added to the net moment of
the parent node.

In Practice

To better understand what multipole moments accomplish, we can use a series of mul-
tipoles to represent the trio of particles shown in Fig. 3.21a. To show the benefits
of higher-order multipoles, we also need to show their effect on error. For this, we
supplement the field plots with corresponding error plots, using the scale shown in
Fig. 3.22.

To motivate the usefulness of multipole moments, we can first look at the perfor-
mance of a center-of-mass representation. The field produced by such an approxima-
tion is shown in Fig. 3.23a, and is equivalent to the field produced by a single particle
with its mass the sum of the masses it approximates. Notice how the approximation
only becomes acceptably accurate at very long ranges, and it is necessary to use a
larger scale for Fig. 3.23b. This corresponds to a need for very low values of 6.
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Figure 3.22: Key for interpreting field error plots. Error is given as a percent of the
true acceleration, and displayed values are always capped at 0.5%, as any greater error
is guaranteed to violate the constitutional criterion.
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(a) Center-of-mass representation (b) Center-of-mass relative error

Figure 3.23: Center-of-mass approximation of the field shown in Fig. 3.21a, alongside
the error of this approximation across a much larger region.
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Figure 3.24: Quadrupole moment approximation of the same field.
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We can produce a more accurate representation of our trio of particles by adding
a Quadrupole term. The resulting field is shown in Fig. 3.24. Notice how the higher
order term dominates for close-range forces, and the field is more complicated close
to the center, where the two field components produce additive and subtractive inter-
ference. We only use the approximation for longer-range forces, in regions of the field
where the quadrupole component is much smaller than the center-of-mass component.

In the left column of Fig. 3.25, we show each multipole component independently;
this makes it easier to see the way in which they affect the field. Each component
makes progressively finer adjustments, but because the center-of-mass approximation
is near-accurate across a broad range, even a small change can significantly shrink the
radius at which it becomes inaccurate. The exact shape of the field error shown in the
right column is unique to the arrangement of particles being represented. The region
of high error shrinks with each higher-order multipole, and this effect generalizes to
other arrangements.
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Figure 3.25: Field and error plots for multipole moments of several orders.
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3.5.2 Field Multipoles

Multipole moments alone are enough to massively improve the accuracy of single-tree
algorithms like Barnes-Hut, but they are not sufficient to implement true FMM. For
that, we also need to use a multipole representation for acceleration.

A multipole acceleration is a series of derivatives of the acceleration of gravity,
with respect to changes in sampling location. For example, the quadrupole component
represents the first derivative. Because we are taking the derivative of a vector with
respect to another vector, the result is a matrix:

day dac day
dx dy dz

day,  da,

(ay,ay,az), | - g (3.12)
da;
dz

day
dy

This is equivalent to the inverse %, so we can still use a symmetric matrix. Each time
we take the derivative with respect to x, y, and z another dimension is added, so higher-
order multipoles are necessary to represent progressively higher order. To find values
for the quadrupole field, we need to use an expression for the derivative of gravity,
dependent on the connecting vector R, this is written as D, (R). This expression and
those of higher-order derivatives can be found in Springel et al. [2021].

When applying a multipole acceleration to each of the particles it applies to, it must
be re-centered from the sample position to the location of the particle. We assume
the derivatives to be uniform across the node, so we only need to update the vector
component (ay,ay,a;). For a quadrupole field, this is as simple as adding our matrix
contracted with the shift in sample position A = (d,dy,d;):

Here, the term —= is the slope of the linear change in a, with respect to change in y.

day  day  dayx

dx ddy él'z dx
a, ay
<ax»ay>flz> = <ax>a)’7az> + : T; TZ‘ dy (313)
da, dz
dz

For higher-order components, we perform repeated contractions and need to in-
clude Taylor coefficients, but the process is generally similar.

The acceleration tree contains multipoles which are one order higher than the force
tree. This is because even a single point-mass (which can be represented by its center-
of-mass with zero error), produces a non-uniform gravitational field, which can’t be
accurately represented by a single acceleration vector.

In Practice

To understand how multipole fields are used to improve accuracy, we can look at mul-
tipole representations of the field within the domain shown in Fig. 3.26b. In many
ways, field approximations are best understood as the inverse of mass approximations.
While mass approximations have zero error at infinite distance, field approximations
have zero error at the sampling location. Our goal for mass approximations is to shrink
the region of high error; our goal for field approximations is to do the opposite, grow-
ing the region of low error.
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For mass approximations, a center-of-mass (vector) approach works, albeit poorly,
as shown in Fig. 3.23. A vector approximation of the field implies a uniform acceler-
ation across the node, and this performs much worse. While Fig. 3.26b may appear
nearly uniform, the subtle gradient makes a significant difference. Even a single mass
produces a non-uniform field, so error grows rapidly with distance from the sampling
location, and even infinitesimal distances cause us to fail the constitutional error con-
dition.

(a) The field surrounding the trio of particles (b) A zoomed view of the area outlined in red.

Figure 3.26: The exact gravitational field of a trio of particles, with a selected region
to be approximated using Field Multipoles.
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(a) Quadrupole component (b) Quadrupole relative error

Figure 3.27: Isolated quadrupole component of an approximation of the field shown
in Fig. 3.26b, alongside the error of this approximation across a much smaller region.

We can improve the situation somewhat by using a quadrupole, as shown in Fig. 3.27.
The quadrupole component is shown in Fig. 3.27a, and its appearance matches in-
tuitions for a representation of the first derivative of acceleration. At the sampling
location in the center of the image, the uniform approximation is accurate, so the
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quadrupole makes no change. The region to the left (closer to the trio of particles)
agrees with the uniform approximation, resulting in a stronger field. The region to
the right does the opposite. Unfortunately, this first-order representation still provides
poor accuracy. In Fig. 3.27b, the approximate field becomes unacceptably inaccurate
at small distances from the sampling location, and it is necessary to use a smaller scale
to see the region of acceptable accuracy.

Figure 3.28 shows progressively higher order components of multipole fields in the
left column and the resulting error across the same domain in the right column. It is
worth noting that the error plots show a region 10 larger than that shown in Fig. 3.27b,
meaning that even the Octupole representation is significantly more effective than the
Quadrupole.

3.5.3 Moment-Field Interactions

Dual-tree and dual-traversal algorithms involve node-node interactions. That means
that to implement the Fast Multipole Method or the dual hierarchy algorithm we need
to compute the interactions between multipole moment and field representations.

From Springel et al. [2021], the quadrupole version of this interaction is given by
Eq. (3.14)

1 1
ineld ~—-G mFg =+ EQmoment : Fg(z) - mFg(l) A+ EQmoment A ) (3.14)

Here, A is the vector connecting the centers of mass of the two nodes, and Fg(") is
the n-th derivative of gravity, evaluated at the sample position. The complete list of
these derivatives can be found in Appendix A.

Once this is implemented, we also have node-particle and particle-node interac-
tions because these can be understood as special cases of the multipole-multipole in-
teraction. For interactions between a multipole-moment and a particle, we only take
the vector component of the field multipole. For interactions between a particle and a
multipole field, we first expand the point mass into a multipole.
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Figure 3.28: Field and error plots for multipole fields of several orders. Sampling

location is at the center of each field
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Chapter 4

Method

In this section, we explain how the Dual Hierarchy method was adapted for cosmolog-
ical n-body simulations, and provide details of our particular implementation.

Section 4.1 describes a pair of unusual algorithms for gravitational n-body which,
when combined, make up the Dual Hierarchy algorithm. Section 4.2 lists the major
differences between the t-SNE and gravitational variants of n-body, and explains how
each of these differences are addressed by features of the adapted algorithm. Sec-
tion 4.3 goes into more detail on how the algorithm and its data structures are imple-
mented in C++, and Section 4.4 describes several changes which improved the perfor-
mance of the algorithm. Finally, the adapted algorithm has hyperparameters that affect
performance and accuracy, and Section 4.5 explains how these were chosen for best
results.

4.1 Intermediate Algorithms

Before implementing the Dual Hierarchy algorithm, it was useful to explore certain re-
lated algorithms. These algorithms have no use in practice and do not appear in any of
the surveys discussed, but they are useful as tools for understanding the complete Dual
Hierarchy method. Together, they form the two sides of the dual-traversal approach,
and in order for the final algorithm to be fast and accurate, both of these component
parts must also work correctly. Section 4.1.1 describes a variation on Barnes-Hut
which is equivalent to the force-emitting side of the dual hierarchy algorithm, and
Section 4.1.2 describes another variation which comprises the field-tree side.

4.1.1 Linear-BVH Barnes-Hut

Linear-BVH Barnes-Hut uses the same active-tree traversal shown in Algorithm 2, but
the octree is replaced by a linear-BVH, as shown in Fig. 4.1.

Because the nodes of a Linear-BVH are not always cubic, the descent criterion
must be replaced with one which depends on either the longest side length of the
node or the length of its diagonal. Potential descent criteria are explored in detail in
Section 4.2.3.

Implementing Linear-BVH Barnes-Hut validates the active side of the Dual Hierar-
chy algorithm. The final algorithm also does an active-tree descent over a Linear-BVH,
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Figure 4.1: In Linear-BVH Barnes-Hut, long range forces use the center-of-mass of
nodes in a Linear-BVH.

and in order for that to be accurate it must also produce correct results when used in-
dependently. The final recursive Dual Hierarchy implementation actually invokes the
same traversal function which implements the Linear-BVH Barnes-Hut method when
a leaf of the passive tree is reached.

4.1.2 Reverse Barnes-Hut

Reverse Barnes-Hut uses a passive "field" tree containing accelerations, rather than
an active tree containing masses. Where Barnes-Hut iterates over each particle, and
collects the forces on that particle from the tree, Reverse Barnes-Hut iterates over each
node and collects the forces on that node from the list of particles.

A\

Figure 4.2: In Reverse Barnes-Hut, passive nodes (blue) receive long-range forces
from individual active particles (orange).

This requires an inversion of the descent logic; large nodes collect forces from
faraway particles, and smaller nodes collect forces from closer particles. In Fig. 4.2, a
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mid-sized node receives a force from a particle. As with Barnes-Hut, near-field forces
decay to direct interactions. One potential implementation of this descent is shown in
Algorithm 6.

Algorithm 6 A recursive implementation of Passive-Tree Traversal

1 procedure TRAVERSE_PASSIVE(Pactives Mactives NOde)

2 if DESCENT_CRITERION(pycrive, Node) then

3 [Prodes Anode] = node

4 Apode < Anode + GRAVITY(pactive’ Mgctives plmde)

5 else if 1IS_LEAF(node) then

6 for each [pugsive, Apassive] € node do

7 Apassive < Apassive + GRAVITY (Pactive> Mactive ppassive)
8 else

9 for each child € node do

10 TRAVERSE_PASSIVE(Pactives Mactives child)

After the traversal defined in Algorithm 7 completes, the nodes of the passive
tree will each contain an acceleration. This is the net ambient acceleration of grav-
ity received by that node from particles far enough away that the approximation was
possible. Large nodes shallow in the tree will hold the acceleration due to very long-
range forces, and nodes deeper in the tree will hold the acceleration due to more local
particles. Very close-range forces will be applied directly to the particles, and are not
included in the tree.

Before we can update the positions and velocities of each particle, we need to
"collapse" the field tree so that each particle receives the sum of accelerations from all
nodes of which it is a member. To do this, we can use the recursive algorithm shown
in Algorithm 7. Each node distributes its acceleration to all children, and when a leaf
node is reached the total acceleration is applied to all member particles.

Algorithm 7 A recursive implementation of Passive-Tree Collapse

1 procedure COLLAPSE_PASSIVE(node, @)

2 [Pnodes Anode] = node

3 Qnet <= Qnet T Anode

4 if IS_LEAF(node) then

5 for each [pparticle» apartiele] € node do

6 Qlocal < EVALUATED_AT_OFFSET(Aper, Pparticle — Prode)
7 Aparticle <= Aparticle T Alocal

8
9

else
for each child € node do
10 [Pehita> Genita] = child
11 Qlocal < EVALUATED_AT_OFFSET (dner, Pehild — Prode)
12 COLLAPSE_PASSIVE(child, aj,cq1)

If anoq4. and a,,; are simple vectors, then EVALUATED_AT_OFFSET() does nothing.
In practice, multipole fields are necessary for reverse Barnes-Hut to produce accurate
results. When a,,,4. and a,.; are multipole fields, EVALUATED_AT_OFFSET() finds the
appropriate re-centered multipole using Eq. (3.13).

We can build a reverse Barnes-Hut solver by applying these two steps to an octree
as shown in Algorithm 8. Each force-emitting particle is incorporated into the ambient
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gravitational field represented by the tree. We collapse the tree starting at the root, with
an initial global acceleration that is typically zero.

Algorithm 8 Application of Passive-Tree traversal to find particle accelerations

1 root - BUILD_OCTREE(particles)

2 for each [pucrive, Macrive] € particles do

3 TRAVERSE_PASSIVE(Puctive> Mactive, TOOL)
4 Aglobal — <07070>

5 COLLAPSE_PASSIVE(root, agjopal)

Implementing reverse Barnes-Hut validates the passive side of the Dual Hierarchy
algorithm. Tests show that this algorithm is significantly less accurate than normal
Barnes-Hut, given the same value of 0. This necessitates the use of higher multipole
orders in order to meet the descent criterion. It also significantly underperforms the
original Barnes-Hut, likely because of its poor memory access patterns. Because the
passive tree is shallower than the active tree, Dual Hierarchy rarely reaches cases where
a leaf of the active tree is reached first. This rare edge case is not handled by the re-
verse Barnes-Hut algorithm, instead, we decay to naive interactions between particles
immediately.

4.2 Adaptation from t-SNE

Gravitational n-body has several differences from t-SNE, and these must be addressed
with changes to the Dual Hierarchy algorithm. This section discusses each major dif-
ference in turn, alongside the changes which were made to address that difference.

4.2.1 Inverted Forces

The first difference is natural: our adapted algorithm must simulate gravity instead of
the t-SNE repulsive force. This is simplified by the fact that the two forces behave
similarly.

The magnitudes of the two forces are expressed in terms of r as shown in Fig. 4.3,
where r is equivalent to ||R|| and R is the vector connecting the source of the force to
the sampling location. Both forces are applied along the direction of this vector.

While the t-SNE minimization force shown in Fig. 4.3a is repulsive and well-
behaved near r = 0, the gravitational force in Fig. 4.3b is attractive, and becomes
very large at small distances. A value € is added to the denominator to prevent gravity
from approaching infinity, but this value is typically kept very small, as it introduces
inaccuracy at all distances.

It is important to note that the equation shown for t-SNE is not a complete expres-
sion of the t-SNE minimization force. There is also an attractive component, which
is calculated separately and exclusively for elements that are close neighbors in the
higher dimensional space.

In both equations, coefficients are omitted. For t-SNE the coefficient is a changing
"momentum" which helps the embedding converge in fewer iterations. For gravity, the
coefficient is Gmm,, as given by the Newtonian equation for the force of gravity. In
practice, we directly compute the acceleration of gravity using the coefficient Gm;. In
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(a) Repulsive t-SNE minimization force. (b) Attractive gravitational force.
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Figure 4.3: The equations for the magnitude of t-SNE and Gravitational forces.

the implementation, these coefficients can be applied after-the-fact, and do not affect
the behavior of any approximation scheme. The m; coefficient does need to be applied
to each force individually. This change will be discussed in Section 4.2.2.

The most important commonality between the two forces is that they both dimin-
ish quadratically at greater distances. This is the property that enables the use of sum-
maries and tree algorithms for both problems.

4.2.2 Non-Uniform Masses

Unlike the particles in a t-SNE embedding, the point masses in an n-body do not all
exert the same amount of force on one another. A particle with a greater mass produces
a stronger gravitational field.

To handle this, particle masses are provided in the same way as the particle posi-
tions. The appropriate mass is included in each Particle-Particle interaction.

For node summaries, we substitute the particle count used in the original Dual-
Tree method for a net mass value. This net mass is factored into Node-Particle and
Node-Node interactions.

In practice, the AGORA dataset uses each particle to represent a cohort of stars,
instead of a single star. Each cohort has the same mass, but the value is not 1.0. Correct
handling of non-uniform masses must instead be tested with randomly generated data.

4.2.3 Strict Accuracy Requirements

The eventual convergence of the t-SNE embedding is robust against a high degree of
inaccuracy, which allows for relatively large 0 values. Generally, so long as computed
forces bring particles closer to a high-quality configuration, correctness does not matter.
Adaptive momentum and other gradient descent techniques help to further smooth out
occasional major errors. Measures of quality for t-SNE are discussed in greater detail
in Section 3.1.2.

n-body gravity is a chaotic dynamical system (Boccaletti and Pucacco [1998]).
One implication of this is its extreme sensitivity to errors. The net force calculated
on every particle must be accurate to a certain margin. If even a single particle expe-
riences too much error, the entire system will quickly deviate from accurate results.
The accuracy metrics used for cosmological simulations are therefore extremely strict.
These metrics are discussed in detail in Section 3.4.
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4.2 Adaptation from t-SNE Method

Degeneration to Direct Interactions

The original Dual Hierarchy approach produced a coarse field tree, and the forces
in that tree were then distributed to the particles. For gravitational n-body it is neces-
sary to degenerate to direct particle-particle interactions for very near-field interactions,
where the field tree cannot provide the necessary accuracy.

Because of this change, the penalty for having a tree that is too shallow is very
high. If one node contains 100,000 particles, near-field interactions must be computed
for each particle individually. To resolve this, the tree is not built to a fixed depth and
instead subdivided as necessary (up to a maximum). This may appear to have a large
cost, but Section 5.4.1 shows that on the CPU, the additional tree-construction time is
small for the scales tested.

Non-Projected Diagonal

The projected diagonal descent criterion described in Section 3.3.1 guarantees a maxi-
mum error in distance, but allows for some error in direction. For gravitational n-body,
distance and direction are both important for accuracy. Attempts to apply the Projected-
Diagonal descent criterion resulted in unbounded error, even for small values of 6 and
when high-order multipoles were used.

N
.....
.

Figure 4.4: A pair of reverse projected diagonals (red) for interactions with a rectan-
gular node. The original diagonal is shown as a dotted line, and the flipped diagonal
is solid. Interactions along the shorter side of the node have longer reverse projected
diagonals.

It is also possible to reverse the projected diagonal criterion by projecting onto a
vector perpendicular to the connecting vector, instead of parallel. This can be seen in
Fig. 4.4. This bounds directional error while allowing for more error in distance. This
did not measurably improve accuracy over the original projected diagonal.

Our error metrics only care about the deviation from the correct force vector, as dis-
cussed in Section 3.4. They do not differentiate between errors in the magnitude of the
force and errors in its direction. The force changes linearly with respect to differences
in direction, and at medium range, the force of gravity declines approximately linearly
with increases in distance. This means that gravitational error is effectively isotropic,
which explains why the projected diagonal descent criterion is not beneficial.
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Exclusion Region

For the dual traversal used by Dual Hierarchy for t-SNE, the descent criterion looks
like the following:

True MAX(Sactive_node1Spassive_node) < e

Hpactive_node —Ppassive_node ”

DESCENT_CRITERION (node;ctive, N0depassive) = { i
False Otherwise

4.1)

The use of field nodes for gravity also requires a modification to this descent cri-

terion. Because 0 is measured relative to the center of mass, pathological cases can

occur when a couple of conditions are met:

i. The center of mass of a node is on the far side of its bounding box (relative to
the point the field is sampled).

ii. The node contains point masses on the near side of its bounding box.

When the center of mass is on the far side of the bounding box, the 6 criterion
allows the approximation to be used for sampling locations arbitrarily close to the near
side. If there are point masses on the near side (small or few enough to affect the
center of mass minimally), then the sampling location could be arbitrarily close to
those masses. When computing the exact field, those nearby masses should dominate,
but the approximation disregards them entirely. This allows for unbounded error.

This is a much larger issue for Gravitational n-body than for t-SNE, for reasons
beyond the higher accuracy requirements. Because particles can have varied sizes, it is
possible to have a very small particle that contributes a negligible amount to the center
of mass. Moreover, the magnitude of the force F; can become extremely large at close
ranges, as seen in Fig. 4.3b. This means that even a very small mass can dominate the
gravitational field nearby.

This issue was first discussed in the article "Skeletons from the Treecode Closet"
(Salmon and Warren [1994]). It can be addressed directly with the addition of an "ex-
clusion region", as shown in Fig. 4.5 (Springel et al. [2021]). This disallows sampling
the field closer than half the side length of the node. The result is a backstop, prevent-
ing the pathological cases which 0 fails to catch.

The exclusion region is integrated with the original descent criterion as shown in
Eq. (4.2). The approximation is only valid when both the original criterion is satisfied
and the exclusion region of the active node and the bounding box of the passive node
are disjoint.

DESCENT_CRITERION (nodesctive , NOdepassive )

MAX (Sacrive_node -,Spaxsive_node )
True (H T S— <0)
Pactive_node ppasun_nudc (42)

= A (EXCLUSION(nodescive) M nodepassive = 0)
False Otherwise

To be used in the Dual Hierarchy approach, this must be adapted to work with the
rectangular nodes of a Linear-Bounding Volume Hierarchy (BVH). Several solutions
are explored in Appendix B, and ultimately the definition in Fig. 4.6 is selected.
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Figure 4.6: A rectangular Linear-BVH node and a square exclusion region that fits it
optimally.

Note that for the special case where the node is square, this exclusion region formu-
lation produces the same boundary as the original definition. In three dimensions, the
exclusion region is not necessarily cubic, and its dimensions are defined by Eq. (4.3).

E. =S+ MAX(Sy,S;)
E, =S, +MAX(Sy,S;) 4.3)
E; =S, +MAX(Sx,Sy)

Where E,,E,, E, are the dimensions of the exclusion region and S,,S,,S; are the
dimensions of the node it encloses.

Separation

Traditional Barnes-Hut and FMM implementations measure distance based on the
center-of-mass of the active node (and the center of the passive node, in the case of
FMM), as shown in Fig. 4.7a. This makes intuitive sense, because the particles may be
clustered far away from the center of the node, but this is the source of the edge case

46



Method 4.2 Adaptation from t-SNE

which necessitates exclusion regions, as discussed in Section 4.2.3. Exclusion regions
can be made unnecessary through the use of alternate measures of distance.

The Separation of a pair of modes is the minimum distance between their bounding
boxes, as shown in Fig. 4.7b. It is an attractive choice because it is equivalent to the
minimum possible distance between the nodes that they contain, making it a good
measure of maximum error.

Separation is a much more strict measure than center-of-mass, especially for large
nodes near the top of the tree. In Fig. 4.7, separation is much smaller than center-of-
mass for the same nodes. Generally, higher average strictness can be accounted for
with larger values of 0 in order to produce the same error, but differences in how that
strictness is distributed can produce significant differences in performance.

/\

(a) Center-of-mass (b) Separation (c) Center-to-center

Figure 4.7: Alternative measures of distance for a pair of nodes.

Center-to-Center Distance

We can also eliminate exclusion regions if we use center-to-particle or center-to-center
distance as shown in Fig. 4.7c, we prevent the issue of a shifted center of mass.

This is an appropriate solution only for a Linear-BHV. Because the shape of an
Octree node is fully determined by its place in the overall tree, the points it contains
may be clustered far away from the center. A Linear-BVH node always tightly fits the
nodes it contains, meaning that while the center of mass may be far from the center,
the diagonal length is always an accurate indicator for the maximum deviation relative
to the center. When calculating forces we need to use the center of mass, but when
deciding whether to use an approximation, it is the maximum allowable deviation that
matters.

Descent Criterion Selection

Fig. 4.8 shows benchmark results for each of these variants of the Linear-BVH Barnes-
Hut algorithm. In each case, 0 is adjusted so that they achieve equivalent accuracy.
The first two versions use the optimal exclusion region determined in Section 4.2.3,
while the other two use no exclusion region. The third uses the separation criterion
described in Section 4.2.3, and the fourth uses center-to-center distance as described
in Section 4.2.3.

Tests were done on the AGORA-low dataset, with quadrupole node summaries.
Fig. 4.8a shows the number of each type of interaction as a percentage of the number

47



4.2 Adaptation from t-SNE Method

of interactions the naive approach would be required to compute. Because this is
an active-tree method, only particle-particle and node-particle interactions are done.
Notice how only a small number of node-particle approximations eliminate over 90%
of naive interactions.

Fig. 4.8b shows the resulting iteration times of the same tests. These results are
strongly correlated with the interaction counts, algorithms that perform a greater num-
ber of interactions take longer to run. One discrepancy is that the side-length over
distance algorithm is slower than we might expect from its interaction count. Looking
closely at Fig. 4.8a, it performs more node-particle interactions than the diagonal over
distance algorithm. This likely accounts for the discrepancy because quadrupole node-
particle interactions are significantly more expensive to compute than particle-particle
interactions.

Benchmarking showed that the center-to-center approach outperformed all approaches
which required exclusion regions. It has the best approximation ratio of all descent cri-
teria, and this translates to the fastest runtime.

(a) Descent Criteria and Interactions (b) Descent Criteria and Runtime
é\ — 1.25
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Descent Criterion Descent Criterion

Figure 4.8: The effects of descent criterion choice on Linear-BVH solver performance

Multipole Decomposition

The previous changes all improve accuracy, but combined they still only allow for ap-
propriately bounded error when 6 is relatively low. In order to meet our strict accuracy
requirements, multipole moments and fields (Section 3.5) are critical. The optimal
multipole order for active and passive nodes is determined in Section 5.1.2.

4.2.4 Higher Dynamic Range

Cosmological n-body scenarios have higher dynamic ranges than typical t-SNE min-
imizations. This means that datasets like AGORA can often contain clusters where
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a very large number of particles occupies a small space, combined with very large
regions which only contain a handful of particles.

Combined with values for n which are orders of magnitude higher, this means
that the Linear-BVH becomes saturated for even small test cases. Tightly clustered
particles can all be assigned the same Morton code, and as a result, they are all assigned
to the same node in the tree. For a 32-bit Linear-BVH, we interleave 10 bits of each
axis, for a maximum tree depth of 30.

The solution is to expand our Linear-BVH and use 64-bit Morton codes. These
Morton codes are produced by interleaving 21 bits from each axis, for an expanded
maximum tree depth of 63. This has only a minor performance penalty on Linear-
BVH construction times, likely due to the extra depth more than the increased code
size.

4.3 Implementation

The test implementation was written in C++20, with heavy use of template metapro-
gramming to enable the reuse of algorithms. This is important because it means the
algorithms under study are comparable, sharing the vast majority of their implementa-
tion.

A number of C++ libraries were used in development. Visualization is done using
an OpenGL wrapper provided by the Magnum graphics engine. Multithreading was
accomplished using the Intel Threading Building Blocks library (TBB). Vector math
was done using the OpenGL Mathematics Library (GLM). And a Radix-sort imple-
mentation from Boost was used, made parallel using TBB.

Plotting was done in Python, using Pandas to load the CSV files produced by tests,
and Matplotlib through Seaborn to produce the final plots.

4.3.1 Trees

The tree type is split into several parts, which can be combined using templates. This
modular design makes it simpler to perform a fair comparison of different trees; be-
cause the majority of the code is the same, implementation quality is less of a factor.

The Node type provides functionality related to the topology and memory layout
of the tree, such as the number of children and how those children are allocated. It also
provides the logic which drives the top-down portion of construction, deciding how
particles are partitioned between the children.

The Summary type provides functionality relevant to the solver, this can be much
more varied than the Node type. Examples range from a center-of-mass summary
which is used on the active side of the simple Barnes-Hut solver, to a multipole field
summary which is used on the passive side of the gravity calculations in some other
solvers. The summary type also has responsibility for the bottom-up portion of tree
construction. A summary implementation must provide a method that summarizes a
list of particles, and another that summarizes a list of nodes.

A split-criterion functor determines the overall shape of the tree. It decides
whether any given node needs to be split. The simplest split criterion returns True
for any node which contains more than one particle. Typically, we use a split criterion
that provides a maximum node size, e.g. a node is split IFF it contains more than 32
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particles. This helps to prevent singleton chains, situations where a pair of particles are
extremely close together so that the tree must be excessively deep in order to divide
them into their own nodes. This aspect of tree construction is discussed in more detail
in Section 4.5.2.

Tree construction is implemented generically by REFINE(root), where REFINE()
works as shown in Algorithm 9, and the functions SPLIT(), MERGE(), and SUMMA-
RIZE(), are all specific to the type of tree being constructed. This implementation also
works for efficiently re-constructing existing trees without excess memory allocation,
merging nodes that are no longer needed.

Algorithm 9 A generic recursive algorithm for the construction of any type of tree.

1 procedure REFINE(node)
2 if SPLIT_CRITERION(node) then

3 SPLIT(node)

4 for each child € node do
5 REFINE(child)

6 else

7 MERGE(node)

8 SUMMARIZE(node)

4.3.2 Tensors & Multipoles

While C++ libraries like Eigen are good for working with large, sparse, and variable-
sized tensors, there are limited options for working with smaller, fixed-size, symmetric
tensors like those which make up multipoles, as described in Section 3.5. To achieve
good performance, it was necessary to implement a specialized 3% Tensor library, and
template-metaprogramming is well suited for this task.

The elements of a symmetric tensor are stored using an array. As discussed,
because the symmetric tensor is symmetric many values are redundant, especially
for higher-rank tensors. We only store the unique elements. Access is done by in-
dex, with tensor.get<X, Y, Y>() providing access to the element at the coordinate
(0,1,1) within a rank-3 tensor. The indices are template parameters so that they
can be converted to a 1-dimensional index in the underlying packed array at com-
pile time, eliminating overhead for access at runtime. Because the tensor is symmetric,
tensor.get<y, X, Y>() should produce the same value as tensor.get<X, Y, Y>().
To accomplish this, we put the index in a canonical form before converting it to a flat
index. In C++20, we can do this using constexpr, applying std::sort at compile-
time.

Operations on tensors often involve nested loops, producing values for each index
of a tensor based on values of another tensor. These are simple to implement but may
be difficult for the compiler to fully optimize. In order to ensure SIMD instructions
are used wherever possible, it is best to unroll these loops. Doing this manually is pos-
sible, and this is actually how GADGET-4 implements its tensor types, but it quickly
becomes unwieldy for higher dimensional tensors. The cross-product of a pair of rank-
3 tensors can easily take dozens of lines of code, and this only gets worse in higher
dimensions. In order to experiment with arbitrarily high dimensional tensors, we want
to make the rank generic, without sacrificing our loop-unrolling optimization. The
solution is to use fold expressions as shown in Code fragment 1.
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Code fragment 1 C++ implementation of the outer product of two tensors

template<std::size_t Order, std::size_t OtherOrder>
SymmetricTensor3<Order - OtherOrder> operators(
const SymmetricTensor3<Order> &lhs,
const SymmetricTensor3<0therOrder> &rhs

) {
constexpr std::size_t ProductOrder = Order - OtherOrder;
SymmetricTensor3<ProductOrder> product{};
[&]<std::size_t... I>(std::index_sequence<I...>) {((
// The following expression is applied for each value of I
product.template get<(
head<lexicographicalIndex<I>(), ProductOrder>()
)>() +=
lhs.template get<(
lexicographicalIndex<I>()
)>() *
rhs.template get<(
tail<lexicographicalIndex<I>(), OtherOrder>()
)>()
), ...); }(std::make_index_sequence<NumValues>());
return product;
}

Fold expressions require rather baroque and hard-to-interpret code, but the under-
lying concept here is straightforward: We are unrolling a loop for each I in the range
from O to the number of indices in the tensor (3977¢"). lexicographicalIndex<I>()
converts I to a multidimensional index in the format i, j, k, and then head<>() and
tail<>() extract subsets of that dimensional index. For each value of i, j, kin an
order-3 tensor, the unrolled loop evaluates the following:
product.get<i, j>() += lhs.get<i, j, k>() * rhs.get<j, k>().

Moment and field multipoles were defined using templated sequences of tensors.
A multipole moment contains a scalar mass component, a center vector, and a tuple of
SymmetricTensor<R> types, with R ranging from 2 (a 3 x 3 matrix) to the rank of the
multipole (for example, 4 for a Hexadecupole). A multipole field is defined in a similar
way, but it does not contain a scalar component and its vector component represents the
uniform component of the field; its center position is implied by its location within the
tree. A collection of useful operators is also defined for the multipole types, typically
implemented using the operators of their constituent tensors.

4.3.3 Physics Rules

The core of the n-body solver is the kernel that implements the gravity equation. Even
in solvers which perform a great deal of approximation, the physics kernel is an espe-
cially "hot" section of the code. For complex solvers, it becomes necessary to imple-
ment several of these kernels, because node-node, node-particle, and particle-particle
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interactions are each handled differently. In this implementation, the kernels are pro-
vided as methods of a "Physics rule" type.

This provides significant flexibility. The gravitational physics rule could easily
be replaced by one which calculates electrostatic forces, or even the repulsive t-SNE
minimization force.

This flexibility also made invasive tracking straightforward, allowing for a richer
suite of benchmarks. By adding tracking to the physics rule itself, we can produce
a detailed log of the properties of each interaction, including the properties of all the
nodes and particles involved. This is done using a template type that wraps the under-
lying physics rule. Each time one of the interaction methods of the wrapper type is
invoked, it updates the log before delegating to the underlying rule.

One of these wrapper types saves all the details of each interaction as a new line
in a CSV file. This is naturally extremely expensive, made more so by the fact that
the file must be protected by a mutex, effectively forcing all interactions to happen
sequentially. This tracker is only used for small-scale tests which look at the relative
sizes of nodes, such as in Section 5.4.2.

A faster but less detailed tracking wrapper was also created, which only counts
the different types of interactions by incrementing atomic integers. The approximation
ratio of an algorithm (Section 4.5.3) can be measured using the simpler tracker.

For all timing-sensitive benchmarks, no invasive tracking is performed, because
even the simpler tracker has a significant performance penalty. Luckily, all the tested
algorithms have deterministic behavior, so the logs from tracked benchmarks can be
cross-referenced with times from un-tracked benchmarks.

4.3.4 Solvers

The core of any n-body algorithm is the approach it uses to compute the accelerations
of each particle, every iteration. Often it can help performance if some state is retained
between iterations, for example by updating a tree rather than building it from scratch.
To enable this, each algorithm is a method of a Solver type which is bound to a specific
scenario and rule.

We define one Solver type for each of the algorithms tested. Aside from the
naive solver, each of these is defined as a template instantiation. For example, the
Barnes-Hut solver declaration is shown in Code fragment 2. This solver is based on
ActiveTreeSolver<>, where the type of tree used and the descent criterion are both
template parameters. This means we can easily produce a new algorithm by substitut-
ing a Linear-BVH for the Octree or swapping out the descent criterion for one which
does not enforce an exclusion region.

Code fragment 2 Barnes-Hut solver type declaration

template<RuleType Rule>

using QuadrupoleBarnesHutSolver = ActiveTreeSolver<
MultipoleActiveOctree<2>,
Descent::SidelLengthOverDistance,
Rule
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The adapted dual hierarchy method is implemented as shown in Code fragment 3.
It is a dual-tree solver, where the active (mass) tree is a Linear-BVH and the passive
(acceleration) tree is an Octree. It uses the DiagonalOverCenterDistance descent cri-

. . . . . . Maximum diagonal
terion, meaning that it will use an approximation when 8 < =" """ .

Code fragment 3 Adapted dual hierarchy solver type declaration

template<RuleType Rule>

using QuadrupoleImplicitDualHeirarchySolver = ImplicitDualTreeSolver<
MultipoleActivelinearBVH<2>,
MultipoleImplicitPassiveOctree<3>,
Descent::DiagonalOverCenterDistance,
Rule

Each Solver implementation is templated on the Physics Rule type, so that we can
substitute different rules, including the wrapper rules which track interactions. It is
important that this is a template and not a parameter; we want the compiler to inline
our physics kernels for the best performance.

Most benchmarking code is templated on the Solver type so that we can drop-in
different solver implementations to test them.

4.4 Optimizations

Once we have an algorithm capable of meeting our accuracy requirements, we can
work to improve its performance through optimization. In section Section 4.4.1 we
explore changes to the descent method for increased approximation and better thread
occupancy. Next, we reduce the memory requirements by not storing the net accelera-
tions in the passive tree in Section 4.4.2.

4.4.1 Smarter Descent

Performing more approximations will generally increase the mean error. So long as
our condition for performing an approximation is sound, adding more valid approxi-
mations should not increase our theoretical maximum error. In practice, the measured
maximum error does slowly increase, because the original algorithm which performed
fewer approximations may not have run into the same edge cases. That does not mean
that it guaranteed that those edge cases would never occur — the lower error may have
only been incidental.

As a consequence, we should expect increasing valid approximations to raise the
average error while keeping the maximum error bounded. It helps to imagine a theoreti-
cally "optimal" algorithm that performs the most aggressive approximations allowable.
This algorithm, if it existed, would have a mean error equivalent to its maximum error.
It would also compute the fewest interactions needed to meet the accuracy requirement.
Our aim is to bring the Dual Hierarchy algorithm closer to this theoretical optimum by
opening up more opportunities for approximations. This can be done by adding more
complex behavior to the descent algorithm.
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Lockstep Descent

A simple implementation of lockstep dual traversal is used by the original FMM algo-
rithm, shown in Algorithm 4. This procedure recursively computes the acceleration of
nodep,ssive and its contents based on node,eive and its contents. Because node,cgive and
nodep,ssive do not need to be parts of the same tree, this same procedure also imple-
ments dual-tree dual-traversal algorithms like Dual Hierarchy, without any changes.

This is not necessarily optimal for the purpose, however. With dual-traversal of
a single octree, as in FMM, descending both the active node and the passive node
produces interactions between children that are the same size. When dual-traversal is
performed over two different trees, this is not guaranteed to be the case.

For the combination of Linear-BVH and Octree, this is a particularly large issue.
Linear-BVH nodes are not of uniform size, and the active tree has a splitting ratio of 2
instead of 8. This means that in some cases, descending both nodes can decrease the
size of the active nodes by a much greater factor than the passive nodes, and in other
cases, the reverse can be true.

In practice, the multipole field summary used on the passive side is less accurate
than the multipole, and if we allow the passive node to be half the size of the active
node we can use higher values of 0 and see better performance.

Adaptive Descent

Adaptive Descent attempts to solve this issue by not descending the smaller of the two
nodes if the difference is large. This means that the algorithm is always attempting to
even out the sizes of the nodes, and an imbalance is less likely to form.

An implementation of such an algorithm is shown in Algorithm 10. Here, DE-
SCENT_CRITERION is modified to return a "recommendation": APPROXIMATE when
the nodes are far apart, DESCEND_BOTH when the ratio between the nodes is around
our target, and DESCEND_ACTIVE or DESCEND_PASSIVE when one node is too small.
Accommodating leaves on one side of the tree or the other adds a number of edge
cases, and the implementation quickly becomes unwieldy. Notice how we never decay
all the way to particle-particle interactions; instead, the nodes are passed to a passive-
or active-traversal, and if both nodes are leaves that traversal will perform the direct
interactions.
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Algorithm 10 A recursive implementation of Adaptive Dual-Tree Traversal

1 procedure TRAVERSE_ADAPTIVE(nodeqctive, N0d€passive)
2 recommendation <~ DESCENT_CRITERION(nod€;ctive, NOd€passive)

3 if recommendation = APPROXIMATE then
4 GRAVITY (node,cive, N0depassive)
5 else if recommendation = DESCEND_ACTIVE then
6 if IS_LEAF(node,.ive) then
7 for each [pactive’ mactive] S nOdeactive do
8 TRAVERSE_PASSIVE(Pyctive> Mactives N0d€passive)
9 else
10 for each child,cgive € nodeyctive do
11 TRAVERSE_ADAPTIVE(childactive, nodepassive)
12 else if reccommendation = DESCEND_PASSIVE then
13 if IS_LEAF(nodepassive) then
14 for each [P passive> @passive] € NOdepassive dO
15 Apassive <= Apassive + TRAVERSE_ACTIVE(nodeqctive, ppussive)
16 else
17 for each childp,gsive € nodep,ssive do
18 TRAVERSE_ADAPTIVE(node,ctive, Childpassive)
19 else
20 if IS_LEAF(node,cive) then
21 for each [Pactives Mactivel € node;ciive do
22 TRAVERSE_PASSIVE(Pactive> Mactives N0d€passive)
23 else if 1S_LEAF(nodepgssive) then
24 for each [ppassive, apassive] € nOdepassive do
25 Apassive < Apassive T TRAVERSE_ACTIVE(nodeqcgive, ppassive)
26 else
27 for each childp,ssive € nodepassive do
28 for each child, ive € nodeyciive do
29 TRAVERSE_ADAPTIVE(child,ciive, childpassive)

Unfortunately, adaptive descent does not produce a meaningful performance ben-
efit. The increase in approximation power is small and outweighed by the slight in-
crease in error resulting in lower 6 and the major increase in descent logic complexity.
The cost of the divergent code increases further when implementing an Implicit Field
variant of this algorithm (discussed in Section 4.4.2).

Balanced-Lockstep Descent

The investment in smarter descent logic pays off when attempting to increase our
CPU core occupancy. In Algorithm 11, we implement an iterative algorithm that uses
the recommendation from DESCENT_CRITERION to descend an active node until it
reaches nodes of an appropriate size to interact with a passive node. Once it has a
balanced node list, it switches to conventional Lockstep descent.
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Algorithm 11 An iterative implementation of Balanced-Lockstep Traversal

1 procedure TRAVERSE_BALANCED_LOCKSTEP(r0Ot,ctive, NOd€passive)

2 queue <— [ro0tyctive]

3 appropriately_sized_nodes + []

4 while S1ZE(queue) > 0 do

5 node,ciive <— POP(queue)

6 recommendation <~ DESCENT_CRITERION(node;ctive, NOd€passive)

7 if reccommendation # DESCEND_ACTIVE V IS_LEAF(node,tve) then
8 PUSH(appropriately_sized_nodes, nodeactive)

9

else
10 for each child,cgive € nodeyctive do
11 PUSH(queue, child,gtive)
12 for each node,jve € appropriately_sized_nodes do
13 TRAVERSE_LOCKSTEP(node;,ctive, N0d€passive)

The obvious approach to parallelism is to create a job for each passive node at a
fixed depth, which performs a traversal interacting that node with every active node at
another fixed depth. This can result in low occupancy in high-dynamic-range datasets
because some of these nodes will contain far more particles than others. With the
balanced-lockstep descent approach, we can instead split up the work by dividing the
most populous node until we have the desired number of starting nodes. This gives us
a list of passive nodes with various dimensions, each of which has a similar number
of contained particles. We then spawn a job interacting each with the active root, and
TRAVERSE_BALANCED_LOCKSTEP() descends the root node to produce good starting
points.

4.4.2 Implicit Field-Tree

In the simple dual-traversal algorithm discussed so far, we store the field multipoles
explicitly in each node of a dedicated Octree. The ability to view these values after the
traversal has been completed but before the collapse is useful for debugging. It allows
analysis and visualizations like those in Section 5.1.1.

Unfortunately, storing and writing to a tree full of multipoles is expensive. Each
quadrupole requires 24 bytes to store, and this gets worse for octupoles and higher. Not
only does it take time to write to each multipole in memory, larger multipoles mean
field node addresses must be spaced further apart, increasing the cache miss-rate.

We are traversing the passive tree twice — once to write to each multipole field, and
once to collapse the fields. We can combine these traversals and keep track of the net
acceleration in the current branch instead. This means that each thread only needs to
store a single multipole, and updates to this multipole never require modifying heap
data.

To understand this change, it helps to first examine a simpler version that imple-
ments reverse-Barnes-Hut. Algorithm 12 combines the passive-tree traversal (Algo-
rithm 6) and the subsequent collapse (Algorithm 7) into a single recursive function.
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Algorithm 12 A recursive implementation of Implicit Passive-tree Traversal.

1 procedure TRAVERSE_IMPLICIT_PASSIVE(active_particles, nodepassive, Anode)

2 Pnode = I’lodepassive

3 (far_particles, near_particles) <+
PARTITION_BY_DESCENT_CRITERION(active_particles, nodepussive)

4 for each [pucrive, Mactive] € N0deyciive do

5 Anode — Anode + GRAVITY (pactive; Mgctive pnode)

6 if IS_LEAF(node;ssive) then

7 for each [p passives apassive] € nOdepassive do

8 for each [pactive’ mactive] € nOdeactive do

9 Apassive <= Apassive + GRAVITY(pactive>mact[veappassive)
10 for each [p passives apassive] € nOdepassive do

11 Apassive < Apassive T EVALUATED_AT_OFFSET(Annde>ppassive - pnode)
12 else

13 for each childp,ssive € nodepyssive do

14 TRAVERSE_IMPLICIT_PASSIVE(near_particles, childpagsive, Anode)

15 procedure PARTITION_BY_DESCENT_CRITERION(active_particles, nodep,ssive)

16 Fartitions the list of particles based on how they relate to the passive node.
17 Elided for brevity.
18 return (far_particles, near_particles)

Each nodep;gsive in the implicit traversal only contains information about the tree
structure and no multipole. Instead, A,,q. is a multipole field representing the local
acceleration due to forces from faraway particles. Because it is passed down recur-
sively, when a leaf node is reached, A,,4. includes the sum of the forces which were
calculated at every level of the tree. At this point, the net acceleration is distributed to
all local particles, and local forces are also calculated directly.

PARTITION_BY_DESCENT_CRITERION() splits the list based on whether the par-
ticles are far enough away to use nodeassive for force approximations (according to the
same DESCENT_CRITERION() used in other traversals. In the implementation, this is
done by rearranging the list itself and returning iterators, so that no new memory needs
to be allocated. These iterators are passed to each branch of the descent in turn, so the
same list of particles is repeatedly rearranged.

This precludes any parallelism beyond the top-level task assignment already dis-
cussed in Section 4.4.1, but with good load balancing, that does not prevent high occu-
pancy. This technique is unlikely to be adapted for the GPU in its current form, but that
does not necessarily imply that an implicit field hierarchy is impossible on the GPU.

Expanding the algorithm to dual-tree comes with one additional challenge: In the
original algorithm, each field node is written to many times, as it receives forces from
many sources — both from other nodes and directly from particles. Before we can
descend the tree, we need our local acceleration to reflect all the long-range forces on
the current node. In other words, the descent needs to be done breadth-first.

This requires major changes to the control flow of the algorithm, as seen in Al-
gorithm 13. The traversal can still be done recursively, but we cannot split into a
separate branch for each active node a passive node interacts with. The local accel-
eration must incorporate all of the far active nodes before that passive node can be
further descended. To accomplish this, we have an "outer loop" in which the passive
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tree is descended depth-first and an "inner loop" in which the active tree is descended
breadth-first.

Algorithm 13 A recursive implementation of Implicit Dual-tree Traversal.

1 procedure TRAVERSE_IMPLICIT_DUAL_TREE(active_nodes, nodepassive, Anode)

2
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Pnode = nOdepassive
if S1zE(active_nodes) = O then
for each [ppugsive, Apassive] € N0depyssive dO
Apassive <= Apassive + EVALUATED_AT_OFFSET(Anode7ppassive - pnode)

else
(far_nodes, leaf_nodes, non_leaf nodes) <+
PARTITION_BY_DESCENT_CRITERION(active_nodes, nodepassive)
for each node,yve € far_nodes do
Anode < Anodet+GRAVITY(n0d€xctives Prode)

if IS_LEAF(nodepssive) then
for each node,ive € leaf_nodes do
for each [P passives apassive] € nOdepassive do
for each [pacrives Mactive] € NOd€yctive dO
Apassive < Apassive + GRAVITY(pactivm mactiveappassive)
for each [ppassive: apassive] € nOdepassive do
for each node,jv. € non_leaf_nodes do
Apassive <= ApassiveT TRAVERSE_ACTIVE(nodeqctive ppassive)

Qpassive <= Apassive
+ EVALUATED_AT_OFFSET (A ode, Ppassive — Prode)
else
for each node,ive € leaf_nodes do
for each [pcrive, Macrive] € N0deycive do
TRAVERSE_IMPLICIT_PASSIVE(Puctive; Mactive> N0OA€passive)

child_nodes <« []
for each node,ive € non_leaf nodes do
for each child, ive € nodeyciive do
APPEND(child_nodes, child,ctive)
for each childp,gsive € nodepassive do
Denita = childpassive
Achila < EVALUATED_AT_OFFSET(Aode; Pehild — Prode)
TRAVERSE_IMPLICIT_DUAL_TREE(
child_nodes, childpassive, Achitd

procedure PARTITION_BY_DESCENT_CRITERION(active_nodes, nodepassive)

Partitions the list of active nodes into several groups
based on how they relate to the passive node.
Implemented as a Dutch-flag sort, elided for brevity.
return (far_nodes, leaf nodes, non_leaf_nodes)

In order to address active nodes in breadth-first order, we need to maintain a list

of relevant nearby nodes for each step of the passive tree descent. In Algorithm 12
we could rearrange one large list of all particles, but because we will be adding the
children of each node as we descend, this isn’t an option, and we’ll need to provide a
different list for each level. The size of these lists depends on 6, the type of tree, and
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the distribution of particles; it appears roughly constant with respect to n. For FMM at
appropriate 0 to achieve constitutional error, it is typically in the low thousands. For the
binary active tree of the Dual Hierarchy algorithm, this number is smaller, typically in
the low hundreds. We have one list for each level of the (octree) passive tree, meaning
that the total memory usage grows logarithmically with n.

4.5 Tuning & Hyperparameter Selection

This section explains how the algorithms tested in Chapter 5 were configured for the
best performance. Section 4.5.1 explains how 0 was selected in order to meet accuracy
requirements with the lowest possible runtime, and Section 4.5.3 describes a metric
that can be used to directly measure the efficacy of changes to an algorithm.

4.5.1 Selecting an Appropriate Value for 0

As discussed in Section 3.4, it is critical to choose an appropriate value of 0 in order to
minimize computation time while satisfying our accuracy requirements. Compute time
decreases as 0 increases, as a higher value of 6 will typically result in fewer interactions
being computed. Accuracy also decreases roughly monotonically with 6, though there
is a small amount of noise because small changes to which approximations are made
can have unpredictable effects on the maximum error.

Because the accuracy-performance trade-off is well-characterized, we can reliably
find the optimal value of 0 using a binary search. All solvers have 6 values in the range
Opin = 0.1 to Byax = 0.9, so that is used as the initial search range. The search ends
when Oy ax — Ouvin < 0.005, and the lower value is used, ensuring that the accuracy
criterion is met.

4.5.2 Selecting Maximum Leaf Node Sizes

Node-node and node-particle interactions are considerably more computationally ex-
pensive than particle-particle interactions, particularly when multipoles are involved.
Not only does each quadrupole-octupole interaction require more operations, a group
of these interactions is less likely to be vectorized by the compiler than the direct inter-
actions. As such, it does not make sense to perform approximate interactions involving
nodes when they only eliminate a small number of particle-particle interactions.

This leads us to incorporate a maximum leaf size hyperparameter. Instead of con-
taining a single particle, each leaf node can contain a small list of particles. This also
has the benefit of improving tree-quality by preventing singleton chains and reducing
aspect ratios in a Linear-BVH.

This new hyperparameter must be tuned carefully. We performed benchmarks on
both random and AGORA datasets, setting a maximum of 8, 16, 32, 64, 128, 256, and
512 particles per node during construction. A maximum size of 64 reliably performed
best, indicating that a node-particle interaction is approximately as expensive as 64
particle-particle interactions.

For the adapted Dual Hierarchy algorithm, we want to reduce the likelihood of
decaying to passive-tree traversals. The original Dual Hierarchy algorithm uses a fixed,
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shallow, depth for the passive tree, but that was not an option for the high-dynamic-
range datasets of gravitational n-body. Instead, we increase the maximum leaf size
of the passive tree. Testing with 64, 128, 256, and 512 particles, we found the best
performance when allowing up to 128 particles per node. This comes with the added
benefit of reducing the average depth of the tree, resulting in shorter construction times.

4.5.3 Approximation Ratio

The Approximation Ratio R4 of an algorithm that solves the n-body problem is given
by the total number of interactions it computes divided by the total number of direc-
tional particle pairs (equivalent to N?). Particle-particle, particle-node, node-particle,
and node-node interactions are all included in the numerator, though for not every
algorithm performs each type of interaction.

o Ipp +Ipn +Inp +In11
= N

The naive algorithm computes every particle-particle interaction direction, so I,,, =
N?,and R4 = 1.0. A basic improvement to the naive algorithm takes advantage of the
symmetry of the gravitational equation, Fy(pa,py) = —F,(pp,pa), calculating each

Ry 4.4

force only once for both directions. With this change, 1,,, = NTZ, and R4, = 0.5.

Table 4.1: Interaction counts for the Barnes-Hut algorithm (6 = 0.5) on two different
datasets of the same size.

AGORA 112,500  Uniform 112,500

Particle-Particle 247,526,334 118,617,417
Node-Particle 56,023,677 43,381,661

Approximation Ratio  0.0239842 (41.7x) 0.0127999 (78.1x)

The Approximation Ratio for spatial-hierarchy-based algorithms can vary signifi-
cantly based on the configuration and scenario. In Table 4.1, the Barnes-Hut algorithm
is applied for both a uniform distribution of particles and the much more structured
AGORA dataset. The uniform dataset produces a more balanced tree, allowing for
more opportunities for approximation. This significantly reduces the number of inter-
actions computed. Note that not all node-particle interactions are equally beneficial:
the uniform dataset actually results in fewer, but each one eliminates more particle-
particle interactions because it is done higher in the tree.
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Chapter 5

Results

To understand the behavior of the Dual Hierarchy algorithm and determine how it com-
pares to the state-of-the-art for gravitational n-body, we apply a suite of benchmarks
and tests.

Interaction tracking benchmarks such as those described in Section 4.3.3 have de-
terministic results, and can only be performed on smaller datasets. The majority of
these tests were performed on a 2022 MacBook Pro with an Apple M1 Pro ARM
processor and 16 GB of memory. This processor features 8 total cores, with a het-
erogeneous "big.LITTLE" design. This means that the cores are divided between 6
high-power performance cores and 2 low-power efficiency cores.

To ensure that the unusual instruction set architecture of the M1 chip doesn’t affect
the results of larger-scale time-sensitive benchmarks, these were also performed on a
contemporary x86-based processor. Tests were run across several identical nodes, each
equipped with an Intel Xeon E5 2680 v4. Turbo mode was disabled for a consistent
clock frequency of 2.4 GHz. Hyperthreading was disabled and only 8 physical cores
were used for consistency with the M1 chip, and so that the load-balancing scheme
could be used without re-calibration. Memory usage was not a limiting factor and
was capped at 6GB per node for all tests. Batch configuration was set so that each
benchmark would have exclusive access to the node, and would not be interrupted or
transferred to another node mid-run.

Unless otherwise stated, 8 for each solver is selected in order to meet the 0.5%
constitutional error threshold on the AGORA-LOW dataset, using the process defined
in Section 4.5.1.

In Section 5.1, we examine the effects of using different multipole orders in order
to determine the optimal choice for performance, and also to understand how they fit
into the tree structure. In Sections 5.2 and 5.3, we show that while the dual hierarchy
algorithm is faster than many competing algorithms, it does not outperform the state
of the art. In Section 5.4, we evaluate several theories for why it under-performs, in-
cluding additional tree construction time (Section 5.4.1), mismatched node-sizes (Sec-
tion 5.4.2), and poor memory access patterns (Section 5.4.3).

In plots, the implementation of an algorithm is referred to as a "Solver". The
Barnes-Hut solver is abbreviated as BH, the Linear-BVH variant of Barnes-Hut is
abbreviated as LBVH, the Fast Multipole method is abbreviated as FMM, and the dual
hierarchy solver adapted from van de Ruit et al. [2022] is abbreviated as MVDR. For
tabular data, the best result is always shown in bold.
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5.1 Multipoles and Acceleration Fields Results

5.1 Multipoles and Acceleration Fields

In Section 5.1.1, we look at how the use of quadrupoles and higher-order multipoles
affect the field represented by a tree, in order to understand why the use of multipoles
on the field side is so critical to accuracy. In Section 5.1.2 we measure the accuracy and
performance of several multipole moment-field combinations and determine which
configuration provides the best trade-off for each solver. This combination is then
used for all future benchmarks.

5.1.1 Multipoles and Trees

Tests during development showed that multipole field representations were critical in
order to meet accuracy metrics. The original center-of-mass based Barnes-Hut method
produces results with relatively high error, which can still be bounded using lower val-
ues for 6. The reversed Barnes-Hut algorithm explored in Section 4.1.2 was originally
tested with a vector representation for node acceleration instead of a quadrupole. This
version has unbounded error and does not meet even very loose accuracy requirements
unless 0 is reduced to a point where no approximations are performed. We can see
why quadrupole accelerations are so much more critical than quadrupole moments if
we examine the field that they encode when used as part of a tree.

A center-of-mass representation produces a physically plausible field, consistent
with the field produced by fewer, heavier bodies. In contrast, field tree representa-
tions are physically implausible by default. Using a vector to represent the field across
each node results in large regions of uniform acceleration with discontinuous borders
between nodes. Figure 5.1 shows a 2-dimensional slice of the gravitational field, sam-
pled across a simulation domain. The discontinuities in the field are most visible in the
less dense regions, where nodes are larger.

400 —
320 —
240 =
160 =

80 =

| | | | |
80 160 240 320 400

Figure 5.1: The approximate field of a small simulation, as encoded by an octree with
vector summaries.

Quadrupole representations improve on this, enabling the field to vary across each

node. This first-order approximation is still very inaccurate though, and dramatic dis-
continuities are still visible in Fig. 5.2.
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Figure 5.2: The approximate field of a small simulation, as encoded by an octree with
quadrupole summaries.

Higher-order representations are progressively more accurate. In Fig. 5.3, the low-
density areas already look smooth to the naked eye, despite being made of only a
handful of large nodes. The high-order nodes accurately encode the deviation across
each node.
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(a) Octupole (b) Hexadecupole

Figure 5.3: Approximate fields for octrees with higher order node summaries.

Some discontinuity remains visible in high-density areas. This is because direct
interactions are ignored in these plots, and in the near-field these missing interactions
dominate the overall field.

5.1.2 Optimal Multipole Order

Higher multipole orders achieve higher accuracy, but with a performance cost due
to their higher memory usage and more complex operations. This higher accuracy
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can allow for higher values of 0, increasing the approximation ratio and ultimately
improving performance. In order to achieve the best possible performance of each
algorithm, we need to select the most appropriate multipole order.

The optimal solution will depend on the desired level of accuracy. In Springel
et al. [2021], this is evaluated by plotting error against runtime for a range of 6 values,
using a dual-axis. Figure 5.4 is an example of this sort of plot, showing both error
and iteration time for a solver on the AGORA-LOW dataset. This visualization is
information-dense, but it can be difficult to read. We can see that runtime goes down
and error rises as 0 is increased, but extracting a meaningful evaluation of the solver’s
performance is more difficult. This requires first finding where the error line meets the
desired error, and then finding the time value for that same 6. The two horizontal lines
indicate 0.5% and 1.0% error, respectively.

Figure 5.4: Time and Error for a Quadrupole Barnes-Hut solver with varied 6.
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We can improve on this by plotting the data instead as a parametric equation, where
t = 0. This more directly shows the tradeoff between accuracy and performance, be-
cause the runtime needed to achieve a specific accuracy target is clear. In Fig. 5.5,
there is a clear reduction in runtime as we relax our error limit. Here, 0.5% and 1.0%
error are indicated by vertical lines.

We can use this technique to compare several multipole orders. Figure 5.6 shows
the effect of the multipole order on each solver’s runtime-accuracy tradeoff. Note that
for dual-tree algorithms, the passive tree always uses multipoles fields that are one
order higher than the multipole moments. This means Quadrupole refers to a solver
with a quadrupole moment and an octupole field, Hexadecupole refers to a solver with
a hexadecupole moment and a triacontadyupole field.

Figures 5.6a and 5.6b show the accuracy curves for the two single-tree algorithms.
We can see that the quadrupole variant of both algorithms is optimal for both. This
is because the accuracy improvement due to the higher order multipole moment is
small. The runtime penalty of the more expensive interactions outweighs the runtime
advantage produced by raising 0 to achieve the same target accuracy.

Figures 5.6¢c and 5.6d show that the dual-traversal algorithms benefit more from
higher-order multipoles. For both FMM and Dual Hierarchy, Quadrupole and Oc-
tupole solvers are competitive across most of the domain. In both cases, the variants
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Figure 5.5: Time vs Error for a Quadrupole Barnes-Hut solver with varied 0.
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Figure 5.6: Time vs Error for each solver, with each multipole order (AGORA-LOW).
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have near-equivalent performance in the 0.5% to 1.0% error range and can be used
interchangeably.

In all tests, the Hexadecupole variant of the solver underperforms. This makes
sense, as there are diminishing returns to the accuracy benefit of higher orders. The
hexadecupole approximation improves accuracy only marginally over the octupole, but
hexadecupole operations are nearly twice as complex as the octupole equivalents.

As we increase n, higher-order multipoles become more favorable. For AGORA-
MED and AGORA-HI datasets, octupoles become the best choice. With higher n,
a higher value of 6 is more beneficial, and compute time is more dominated by the
particle-particle interactions which could not be eliminated by node approximations.
These factors begin to outweigh the compute costs of more elaborate approximations.

For less strict accuracy requirements such as RMS (1.0%), quadrupoles remain
optimal at large scales. In the next section, we use quadrupoles when testing with
RMS error, and octupoles when testing with constitutional error.

5.2 Complexity

Here, we examine the computational complexity of each algorithm with respect to the
number of particles, and how they scale in practice with datasets of increasing size.

Section 5.2.1 breaks down the complexity of the different parts of each algorithm,
and how that affects the complexity of the whole. Section 5.2.2 examines the results
of real benchmarks of each algorithm.

5.2.1 Theoretical Complexity

The tested solvers can all be separated into three main stages, and the theoretical com-
plexity of these stages can be found in Table 5.1.

The tree construction stage includes all setup required for each iteration before
the traversal can begin. For Barnes-Hut and FMM, this means building the octree,
which can be done in O(nlog(n)) time. For Linear-BVH-Barnes-Hut, this includes
generating Morton codes for each particle (O(n)), a radix-sort of particles by their
Morton codes (O(n)), and the construction of bounding boxes to make a tree from the
sorted particles (O(n)). The Dual Hierarchy algorithm must construct both an octree
and a Linear-BVH, with overall complexity of O(nlog(n)).

The traversal stage includes the process of finding the acceleration for each particle.
In Barnes-Hut and Linear-BVH-Barnes-Hut, this refers to the recursive active traversal
including decay to direct interactions, which is done in O(nlog(n)) time. In the FMM
and Dual Hierarchy algorithms, this refers to the dual traversal and the collapse of the
passive tree.

In this implementation, an Octree is constructed in O(nlog(n)) time, and a Linear-
BVH is constructed in O(n) time, true to its namesake. Active traversal with decay
to naive interactions is done in O(nlog(n)) time, and dual traversal can be done in
O(nlog(0)) time. Dual traversal originally required a second descent with the same
complexity to collapse the passive tree, but this was made unnecessary by the implicit
passive tree optimization.
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The force application step includes the process used to update velocities and po-
sitions, in this case, simple Newtonian integration. This step is generally negligible,
even for more complex integrators.

Table 5.1: Theoretical runtime complexity for the stages of each algorithm

Solver Tree Construction Traversal Force Application Overall

Barnes-Hut O(nlog(n)) O(nlog(n)) O(n) O(nlog(n))
LBVH Barnes-Hut  O(n) O(nlog(n)) O(n) O(nlog(n))
FMM O(nlog(n)) O(nlog(8)) O(n) O(nlog(n))
Dual Hierarchy O(nlog(n) +n) O(nlog(0)) O(n) O(nlog(n))

Memory complexity is expected to be linear for all algorithms, as the memory
complexity of both Octree and Linear-BVH is O(n).

5.2.2 Measured Performance

We can measure true performance by timing our implementations on several datasets
of different sizes. O is calibrated to meet target error limits for the AGORA-LOW
dataset using the process outlined in Section 4.5.1.

Table 5.2 shows the runtimes of each solver on the AGORA datasets. Each result
is the median of 5 runs, each on a different node with the same provisioned resources.

Table 5.2: Median solver runtimes on AGORA datasets, 0.5% constitutional error.

N 112,500 1,125,000 11,250,000
Solver

Barnes-Hut (Quadrupole) 2.42s 62.55s 1186.68 s
Barnes-Hut (Octupole) 2.30s 54.35s 902.19 s

Linear-BVH-Barnes-Hut (Quadrupole) 222s 63.58 s 1276.74 s
Linear-BVH-Barnes-Hut  (Octupole) 2.14 s 57.59 s 1050.04 s

FMM (Quadrupole) 1.23s 19.02 s 275.53 s
FMM (Octupole) 1.27 s 19.41s 267.25 s
Dual Hierarchy (Quadrupole) 1.60 s 38.43 s 568.12 s
Dual Hierarchy (Octupole) 1.38 s 2594 s 433.06 s

Here we see that the dual traversal algorithms outperform the single traversal al-
gorithms at all scales. The different multipole orders are competitive at small scales,
but octupole solvers are generally faster and uniformly outperform their quadrupole
counterparts at the largest scales.

Linear-BVH-Barnes-Hut is faster than the traditional octree variant at small scales,
but has worse scaling as n increases, making Octupole Barnes-Hut the best single-
traversal algorithm. For the largest dataset, it is over 15% faster than Linear-BVH-
Barnes-Hut.

The dual-traversal solvers are significantly faster than the single-traversal versions.
For the smallest datasets, the dual-traversal algorithms are all more than 25% faster
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than the fastest single traversal algorithm. For larger datasets, this gap widens; switch-
ing to dual traversal cuts runtime in half or more.

FMM outperforms the adapted Dual Hierarchy algorithm for all datasets, and this
advantage only increases with size. For the largest dataset, Octupole FMM is nearly
40% ftaster than Octupole Dual Hierarchy.

These differences become more exaggerated when we relax the accuracy require-
ments in Table 5.3. 1.0% RMS error is the least strict error requirement we see used
in contemporary survey papers. With looser restrictions on error, higher values of 0
can be used. This benefits all the algorithms tested and also means that the quadrupole
variants are consistently the fastest. We also see that the advantage that FMM has over
Dual Hierarchy grows with increased 0 values, and in some cases, it is as much as 3 x
faster.

Table 5.3: Median solver runtime on AGORA datasets, 1.0% RMS error.

N 112,500 1,125,000 11,250,000
Solver

Barnes-Hut (Quadrupole) 1.27 s 25.36 s 40491 s
Barnes-Hut (Octupole) 1.73 s 37.18 s 57429 s

Linear-BVH-Barnes-Hut (Quadrupole) 1.28 s 29.50 s 462.25 s
Linear-BVH-Barnes-Hut  (Octupole) 1.55s 37.18 s 591.29 s

FMM (Quadrupole) 0.46 s 641s 86.49 s
FMM (Octupole) 0.79 s 11.27 s 145.62 s
Dual Hierarchy (Quadrupole) 0.84s 17.23 s 267.78 s
Dual Hierarchy (Octupole) 0.87 s 15.85s 289.79 s

We can take a more granular look at relative performance by timing the solvers
on randomly generated datasets in a variety of sizes. These datasets are produced
using Perlin noise to avoid some of the issues of uniformly distributed points, but
still have far lower dynamic range than the realistic datasets provided by AGORA. As
such, magnitudes can be misleading, but they are still useful for making qualitative
observations about scaling behavior.

In Figures 5.7 and 5.8, we see results that generally agree with the AGORA re-
sults, though the differences between solvers are reduced. There is a clear difference
in runtime complexity, with the single traversal solvers showing a characteristic up-
ward curve that matches the theoretical O(nlog(n)) complexity, and the dual-traversal
algorithms appearing closer to linear, which matches O(nlog(6)) with fixed 6.

FMM still outperforms Dual Hierarchy, but by a smaller margin than in Table 5.2.
Linear-BVH-Barnes-Hut outperforms Barnes-Hut across a wider range of simulation
sizes. This may be due to the low dynamic range resulting in more similar tree struc-
tures between the two algorithms.

As in Table 5.3, the gap between FMM and Dual Hierarchy widens when we relax
our accuracy requirement. Octree-based solvers appear to benefit disproportionately
from the higher 0 values.

Common observations between the two datasets are that the dual-traversal algo-
rithms handily outperform both single-traversal algorithms, and that FMM reliably
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Figure 5.7: Solver times on Perlin noise datasets, 0.5% constitutional error.
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Figure 5.8: Solver times on Perlin noise datasets, 1.0% RMS error.
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outperforms Dual Hierarchy, with a lead that grows as n increases. The same patterns
continue for benchmarks with uniformly distributed particles. Because these datasets
are very different, we speculate that these observations will remain true for a broader
range of datasets.

The fact that FMM has the biggest advantage on the lower dynamic-range Perlin
noise dataset with the lax accuracy requirement is significant; of the scenarios tested,
this is the most similar to t-SNE minimization.

5.3 Approximation Ratio

By counting interactions directly, we can make more fundamental observations about
each algorithm and how they compare to one another. This is done using the interaction
counting solver discussed in Section 4.3.3. We observe that the Dual Hierarchy algo-
rithm improves on FMM in multiple key metrics; this may indicate that its lackluster
performance may not be intrinsic to the algorithm itself.

Figure 5.9 shows the number of interactions computed by each solver, as well as
a breakdown of what types of interactions are done. For all solvers, the majority of
interactions are computed directly between particles, but this only accounts for a small
fraction of the total interactions the naive algorithm would require. The remainder
of the naive interactions are replaced by node-node, node-particle, and particle-node
interactions.

Figure 5.9: Approximation ratios of each solver (AGORA-LOW), with a breakdown
of interaction types.
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For the single-tree Linear-BVH and Barnes-Hut algorithms (right), only node-
particle approximations are done. These compute the force from active nodes applied
to individual passive particles.

The dual-tree algorithms are also dominated by these node-particle approxima-
tions. This is explained by our 2:1 ratio between active nodes and passive nodes; the
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passive side of the traversal typically reaches a leaf first, so particle-node approxima-
tions are unlikely. Table 5.4 shows the exact count of each type of interaction. While
these types of interactions are uncommon, they do still occur.

Table 5.4: Interaction counts and approximation ratio for each solver (AGORA-LOW)

Solver Particle-Particle Particle-Node Node-Particle Node-Node Approximation Ratio
Barnes-Hut 348,264,716 0 71,044,519 0 0.033131 (30.1x)
Linear-BVH-Barnes-Hut 419,765,992 0 29,114,676 0 0.035467 (28.2x)
FMM 355,320,203 4,938,173 23,062,656 3,051,901 0.030528 (32.7x)
Dual Hierarchy 348,906,940 913,790 19,203,761 214,230  0.029174 (34.3x)

Unintuitively, the Dual Hierarchy algorithm performs fewer approximate interac-
tions of each sort than FMM, and yet also performs fewer direct interactions. This
gives it the best approximation ratio, reducing the number of interactions vs. the naive
algorithm by a factor of 34. This is possible because the approximate interactions
are done between larger nodes. In dual-hierarchy, 16 node-node interactions can be
replaced by a single interaction one level shallower in the tree.

As discussed in Section 4.2.3, not all interactions are equivalent. Direct interac-
tions are simple and can be vectorized to some degree, but interactions involving nodes
require multipole math, which can be very expensive.

As aresult, the Dual Hierarchy algorithm appears to have a larger advantage when
we measure the runtime instruction count directly (Table 5.5). Dual Hierarchy com-
putes approximately 4.4% fewer interactions than FMM, but does so by executing
6.1% fewer instructions. This is likely because fewer of its interactions are between
nodes.

A more dramatic result is that the Linear-BVH variant of Barnes-Hut has a lower
instruction count despite performing more interactions. This is explained by the fact
that it does significantly fewer node-particle interactions than the octree variant; most
of its additional interactions are direct and therefore cheaply computed.

Table 5.5: Instruction counts for each solver (AGORA-LOW)

Solver Instruction Count
Barnes-Hut 75,816,501,410
Linear-BVH-Barnes-Hut 65,252,024,456
FMM 51,128,687,535
Dual Hierarchy 47,992,604,772

5.4 Understanding the Performance Disparity

Interaction counts suggest that the adapted Dual Hierarchy algorithm should outper-
form the state-of-the-art, but that does not match the actual measured performance. In
this section, we evaluate several potential explanations for why that might be the case.
Section 5.4.1 shows that the time taken to construct the second tree cannot explain the
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disparity. Section 5.4.2 examines the nature of the interactions being done, and shows
that while the independent trees don’t always produce ideal approximations, they are
ultimately advantageous. Section 5.4.3 discovers that while the memory usage of the
Dual Hierarchy algorithm is relatively small, its access patterns could hinder its perfor-
mance by reducing the cache hit rate.

54.1 Tree Construction

The Dual Hierarchy algorithm must spend additional time constructing its second in-
dependent tree, but in practice, this cost is not enough to explain the performance
difference.

Figure 5.10: Tree Construction Times on randomly generated data
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Fig. 5.10 shows that the penalty for the log(n) component of octree construction is
relatively small. Despite this, Linear-BVH construction is faster at large scales. The
linear portion of the Linear-BVH construction method has a lower coefficient, and
the constant overhead is small. Both construction methods are extremely fast, only
requiring more than one second after n reaches 6M particles.

Testing on real data shows that performance suffers with higher dynamic range, as
the tree must be less balanced. Despite this, tree construction only accounts for a small
percentage of overall runtime. Both tree construction algorithms are parallel, but have
some unavoidable sequential components when dividing the first several levels of the
tree. The dual-hierarchy algorithm performs the two constructions in parallel with one
another, increasing CPU occupancy during this stage. The total construction time for
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Figure 5.11: Tree Construction Times on the AGORA dataset
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both trees accounts for less than 4% of the overall runtime, which is dominated by
traversal.

Both construction algorithms are expressed as sorts: the octree is built by recursive
partitioning of the particle list, and the Linear-BVH is built using a Radix sort. This
means that for future constructions when the particles have only moved a small amount,
the list is already mostly sorted. Stable variants of both sorting algorithms are used, so
successive tree constructions are significantly faster. When applying the algorithms to
long-running simulations, the tree construction time becomes even less significant.

5.4.2 Node-size Mismatch

The performance disparity may be due in part to the types of interactions allowed by
the descent criterion, in combination with the descent algorithm. This is the problem
that adaptive-descent attempts to solve. We can determine this using the interaction-
tracking introduced in Section 4.3.3.

For reference, Fig. 5.12a is a heatmap that shows a sample of the node-particle
interactions performed by the Barnes-Hut algorithm while calculating forces on the
AGORA-LOW dataset. The recursive descent algorithm begins with the largest, fur-
thest interactions at the top right of the plot and computes progressively nearer interac-
tions, moving toward the bottom left.

We see that octree node sizes are separated into discrete levels, because the dimen-
sions of the nodes at each level of the tree are uniform. Interactions follow a clear
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Figure 5.12: Interactions performed by both single-tree algorithms, node size vs dis-
tance between nodes.

stair-step pattern because the descent algorithm works to maximize node sizes while
keeping the ratio of side length and distance bounded by 0, drawn as a diagonal line.

We also see that most of the interactions are done between mid-sized nodes at
medium range. There are fewer large nodes, so fewer interactions between them. The
smallest nodes are only present in high-density areas, so they also appear less fre-
quently in our interaction tracking.

The interactions of the Linear-BVH-Barnes-Hut algorithm can be seen in Fig. 5.12b.
This plot has a radically different appearance. Because the bounding boxes are tight-
fitting, their sizes are not uniform at each level of the tree. The two-way binary splits
also add granularity — the Linear-BVH is split into three times as many levels as the
octree. There is still a small amount of stair-stepping visible, and this is likely because
in high-density regions, Linear-BVH nodes will be closer to fully and uniformly tiling
the space, as octree nodes do.

The bulk of interactions are also closer to the line defined by theta. Remember that
for our theoretical "optimal" solver discussed in Section 4.4.1, every interaction would
be on this line.

When we expand this visualization to dual-traversal algorithms like FMM and
Dual Hierarchy, we have a second node to examine. We can use the maximum of the
two node sizes to see how close the solvers come to optimal approximation.

Figure 5.13a shows that the interactions of the FMM algorithm are split into dis-
crete levels with a clear stair-stepping pattern, just as with Barnes-Hut. We only in-
clude interactions between nodes here, so there are fewer levels with higher nodes.
Smaller nodes are more commonly accounted for in particle-node interactions when
the algorithm decays to active-tree descent.

Figure 5.13b shows the same behavior as Linear-BVH-Barnes-Hut, with a greater
variety of node sizes which are generally closer to the diagonal line indicating theta.
To understand why this does not convert to greater performance, we also need to look
at the ratio between the sizes of the two nodes.
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Figure 5.13: Interactions performed by both single-tree algorithms, maximum node
size vs distance between nodes.

Fig. 5.14 shows two different views of the same collection of interactions during
FMM descent. In Fig. 5.14a we see that the size of the active node is always double
that of the passive node. The gray line indicates the intended 2:1 ratio. Figure 5.14b
loses size information, but can show trends with respect to distance. Here we see that
the ratio between the node sizes is always 2:1, regardless of the distance between the
nodes.
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Figure 5.14: Interaction ratios of Node-Node interactions, for FMM.

Figure 5.15 tells a very different story. In Fig. 5.15a, we see that the passive Octree
is still split into distinct levels, but the 2:1 ratio is not constant. In some cases, the active
node is smaller than optimal, but in most cases, it is larger. This is the predicted issue
that motivated the adaptive-descent method explored in Section 4.4.1.

75



5.4 Understanding the Performance Disparity Results

Figure 5.15b shows that the disparity in node sizes has little correlation with dis-
tance. This indicates that the difference in sizes comes primarily from the randomness
of Linear-BVH sizes. If the disparity came from the greater splitting factor of the oc-
tree, we would expect a strong correlation, as the 8 x splits of the octree would quickly
reach smaller nodes than the 2x splits of the Linear-BVH.
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Figure 5.15: Interaction ratios of Node-Node interactions, for Dual Hierarchy.

Table 5.4 demonstrates that the nearer-to-0 interactions allowed by more granu-
lar node sizes produce fewer, larger interactions closer to the root of the tree. This
advantage outweighs any disadvantage that comes from less-than-optimal node ratios,
ultimately allowing the dual hierarchy algorithm to achieve the highest approximation
ratio while meeting the same accuracy requirements as the other algorithms. This issue
cannot explain the lower-than-expected performance of the new algorithm.

5.4.3 Memory Usage and Access Patterns

The second hierarchy of the Dual Hierarchy algorithm needs to be stored and retrieved,
so it stands to reason that the algorithm comes with a memory and cache disadvantage.
This may contribute to its failure to outperform FMM.

We can estimate the memory cost of our trees by counting the nodes and multi-
plying by the size of individual nodes. We may expect Linear-BVH nodes to be much
more space-consuming because they need to store their own bounding boxes, but align-
ment means that this isn’t necessarily the case. In Table 5.6, we can see that while the
Linear-BVH nodes do require more space to store, this is generally dominated by the
costs of storing the multipoles. In the case of an implicit node, which stores no sum-
mary, there is no difference in size at all due to the padding added by the compiler.

As seen in Fig. 5.16, This small difference is generally outweighed by the fact
that an Linear-BVH more optimally divides its contents. An octree can have many
empty or nearly-empty leaf nodes because the arrangement of the nodes is fixed, but
the Linear-BVH construction process ensures a more balanced tree.

We should expect the memory use of the trees to grow linearly with n, and this
is supported by the data. The AGORA datasets provide the most realistic estimate of
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Table 5.6: Node Sizes for each tree type (bytes)

Summary Type Octree Linear-BVH

None 48 48
Vector 56 64
Quadrupole 96 104
Octupole 136 144

Hexadecupole 192 200
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Figure 5.16: The sizes of trees constructed from Perlin noise random data and from
AGORA datasets.

memory use, and we can see that the Linear-BVH requires less space to store than the
Octree.

We can produce a more granular look at the growth rate using random data. We
see that the octree grows in "waves", this is likely because as density increases, each
additional level produces an 8-fold increase in nodes, most of which are empty. The
next level is not necessary until those new nodes begin to saturate. The Linear-BVH
has a much smoother growth curve, because each additional particle is allocated into
the tree optimally, only adding new nodes if needed.

Because each leaf can hold many particles, and the tree grows linearly, the memory
requirements of either tree are small. The Dual Hierarchy algorithm uses less than 100
megabytes to store both trees on the very largest datasets tested.

Cache Miss Rate

Memory use is not the primary cost of the second tree, however. The dual-tree traversal
has less-than-optimal memory access patterns, and this is visible in its cache miss rate.

We can measure the miss rate using the Cachegrind tool, which is a part of the
Valgrind memory debugger and profiler. This tool simulates a simplified cache hierar-
chy, with independent first-level instruction and data caches (I1 and L1, respectively),
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and a combined last-level cache (LL). The intermediate cache levels of real modern
CPUs are not included in the simulation, and LL is the largest cache level before main
memory.

Table 5.7 shows the results for several solvers running on the AGORA-LOW dataset.
The solvers have uniformly low instruction miss rates, which makes sense given the
limited divergence of the algorithms. They also have last-level miss rates low enough
to round down to 0%. This is likely a result of the relatively compact tree representa-
tions.

Table 5.7: Simulated data cache miss rates for each solver (AGORA-LOW)

Solver I1 Miss Rate L1 Miss Rate LL Miss Rate
Barnes-Hut (Quadrupole) 0.01% 4.8% 0.0%
Linear-BVH-Barnes-Hut (Quadrupole) 0.01% 7.6% 0.0%
FMM (Quadrupole) 0.01% 3.1% 0.0%
Dual Hierarchy (Quadrupole) 0.01% 5.9% 0.0%

The L1 statistics are more informative. Our tree implementations place the chil-
dren of each node adjacent in memory, and the access pattern of a traversal can make
a significant difference in miss rates. Descending the octree for Barnes-Hut means
retrieving 8 nodes at a time, but descending the binary tree of the Linear-BVH variant
only retrieves 2 nodes at a time. This means that the original Barnes-Hut requires sig-
nificantly less pointer-chasing. This corresponds with a significant difference in miss
rate, as fewer child nodes are already in the cache when needed by the Linear-BVH
descent.

The more complex dual-traversal required by FMM actually decreases the miss
rate vs the single-traversal Barnes-Hut. This may be because two different traversals
are being done over the same tree, so nodes are pulled into the cache for one side of the
traversal before they are needed by the other side. Specifically, our 2:1 ratio means that
the passive node is always one level deeper than the active. When a node is retrieved
to use on the active side of an interaction, is likely already in the cache because it was
used on the passive side of an earlier interaction.

The Dual Hierarchy algorithm receives no such benefit, as the two sides of its
traversal are pulling from different trees. Because traversal of the active Linear-BVH
is done as part of the inner loop of the implicit dual traversal, its nodes are descended
in groups. This may improve its cache hit rate, explaining how the miss rate is closer
to that of Barnes-Hut than that of Linear-BVH-Barnes-Hut.

These cache misses are likely the main cause of the disparity between instruc-
tion count (Table 5.5) and real-life performance (Table 5.2). This also explains why
increasing 0 widens the gap between FMM and Dual Hierarchy (Table 5.3). As 0
increases, more time is spent on traversal and node interactions, and less is spent on
direct particle-particle interactions. These direct interactions have similar memory ac-
cess patterns between all solvers, and Dual Hierarchy is the best at eliminating them
because of its high approximation ratio. When the number of direct interactions is
reduced across the board, this advantage of Dual Hierarchy becomes less impactful.

To some degree, the poor memory access patterns are intrinsic to the dual hierarchy
concept, but it may be possible to mitigate the issue with a better memory layout.
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Specifically, the tree could be implemented in tabular format, rather than using pointers
and allowing the compiler to place nodes arbitrarily in heap memory. This could be
further improved by constructing the active tree breadth-first instead of depth-first, so
that nodes of the same depth are adjacent in memory. This would more closely match
the order in which they are traversed, potentially improving the usefulness of hardware
block prefetching. This could be further supplemented with explicit prefetching in
software.

79






Chapter 6

Conclusion

We have demonstrated that the Dual Hierarchy algorithm can be adapted to gravita-
tional n-body. We have then optimized the adapted algorithm for use on the CPU
with significantly reduced memory requirements. While our implementation of the
new algorithm performs significantly better than multipole Barnes-Hut, it is ultimately
slower than an equivalent FMM implementation.

Detailed tracking of the adapted algorithm indicated that on a sample problem, it
was able to achieve the same accuracy as FMM while computing 4.4% fewer gravita-
tional interactions. This is made possible by the more granular range of sizes in the
tight-fitting nodes of its Linear-BVH. Because a greater portion of these interactions
are directly between particles rather than the more expensive node interactions, this
translates to a 6.1% reduction in runtime instruction count.

Ultimately, this is not converted to a proportional reduction in runtime. Dual Hier-
archy consistently outperforms traditional single-traversal algorithms, providing over
a 51% runtime reduction vs. Barnes-Hut on the largest datasets. The state-of-the-art
FMM has even better performance on these datasets, with a total runtime as much as
38% lower than Dual Hierarchy while meeting the same accuracy requirements. FMM
also provides a speedup for the scenarios most similar to t-SNE minimization, with a
45% runtime reduction on the largest Perlin noise datasets when accuracy requirements
are relaxed.

After ruling out several other explanations, this discrepancy in algorithmic per-
formance and measured runtime is attributed to the better memory access patterns of
FMM. This is supported by the cache miss rates of the algorithms on simulated hard-
ware. Because only one tree is being traversed instead of two, the hardware prefetcher
can be more effective, increasing the hit rate.

Because of this advantage, we recommend the exploration of FMM for t-SNE.
Dual-traversal on an Octree was originally dismissed for use on t-SNE by the original
Van Der Maaten [2014] paper, due to poor accuracy and performance. Because of the
similarity of the t-SNE and gravity equations, a multipole expansion would be trivial,
and our experiments show that the use of multipoles is critical for FMM to produce
accurate results. We also note that the 2014 algorithm used symmetric interactions and
did not retain lists of the particles contained by each node, both of which may have
been factors in its poor performance. From the success of Dual Hierarchy for t-SNE,
we now know that an efficient GPU implementation of dual traversal is possible, so
adapting FMM is a natural next step.
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Appendix A

Multipole Equations

Given the equation for the force of gravity:
Gmimyp
F. =
NG

Where A is the (Ay,Ay,A;) vector connecting the position of the force-emitting
particle to the force receiving particle, with masses m; and m; respectively, and ||A|| is
the magnitude of that vector.

(A1)

We can produce a series of derivatives Fg( )

to changes in A, from Springel et al. [2021]:

of the gravitational field with respect

G
8 Al
2) G G
E:: = o+ AA (A.3)
R VAR TV
G
Fip = [|A2 (8 + 8 jxAi + i) +
G
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G
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(Fg(S))ijklm = HAG||3 (A (88 + 8 8is + 8d 1) +
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A (8i81m + 8mBit + 8im8jr) +
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Multipole Equations

G

1A%
SilAjAkAm + SﬂA,’AkAm + Sk[AiAjAm +
SimAjAkA] + SijiAkAl + SkmAiAjAl +
SimAiAjA) +

(8ijAkA1Am + 6jkAiAlAm + SikAjAlAm +

G
TaTs M, (A.6)

Where A is the radial vector connecting centers of the two multipoles and & is the
Kronecker delta.

88



Appendix B

Exclusion Regions

We need to find the optimal exclusion region for a non-square node, which provides
all the same guarantees as the original exclusion region in Fig. 4.5 while having the
minimum extents possible, to maximize allowable approximations.

A straightforward first approach is to produce a square exclusion region with a side
length double that of the longest side of the node, as shown in Fig. B.1. This clearly
provides all of the same guarantees the original exclusion region does, but it may be
possible to meet the same accuracy with a smaller region. The exclusion region should
be only as large as necessary, because otherwise opportunities for approximation will
be unnecessarily discarded.

Node

E N max E 2Smax

Figure B.1: A rectangular Linear-BVH node with an exclusion region produced from
its longest side.

An obvious alternative is to produce the exclusion region by simply dilating the
bounding box, as shown in Fig. B.2. This more tightly fits the bounding box, but it
may not provide the necessary guarantees. The true goal of the exclusion region is to
bound the Angular Size of the node with respect to the sampling point. In the original
version, an exclusion region with a side length double that of the node ensures that
the angular size of the node is never greater than 90°. If we want to use a rectangular
bounding box, it should always maintain a buffer which is one half of the side length.
The dilation approach is wasteful in this regard, because it has larger bounds on the
short sides than on the long ones. It guarantees the same requirement, but may exclude
many interactions unecessarily.
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Exclusion Regions

Node

Exclusion Region

Figure B.2: A rectangular Linear-BVH node with an exclusion region produced by
dilating its bounding box.

A rectangular region which guarantees our angular size requirement is shown in
Fig. B.3. This is a tighter exclusion region than both previous metrics, and can be
considered the optimal rectangle for this purpose. A shape with curved edges which
is even tighter may be possible, but it would also making intersection checking more
expensive.

H+W

Node

Exclusion Region

T

Figure B.3: A rectangular Linear-BVH node and a square exclusion region which fits
it optimally.
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