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Abstract

This paper aims to improve the Particle Mesh (PM) method for Newtonian Dynamics (ND) and MOd-
ified Newtonian Dynamics (MOND). The PM method involves discretizing the mass density on a grid
using Gaussian smoothing, which is used to calculate the gravitational potential using Fast Fourier
Transforms (FFTs). A major downside of Gaussian smoothing is that the mass density of two particles
overlaps whenever they are in close proximity, which leads to incorrect orbital dynamics. Hence, the
linearity of ND is used to correct the accelerations of particles whenever this overlap in mass density
occurs. These short-range corrections involve the use of analytical expressions to eliminate the inac-
curate influence of the PM method, correcting the interactions between particle pairs to direct particle-
particle interactions. These corrections can introduce instabilities whenever two particles are too close
in proximity and the time steps are too large. This issue is mitigated by using a softening parameter
in the corrections. In MOND, the linearity in the accelerations is removed, which means that these
short-range corrections cannot always be used. They may only be used in the limit of high accelera-
tions, for which MOND reduces to ND. The short-range corrections are tested for circular and elliptical
two-body systems, showing a significant reduction in error of their expected orbital trajectories. To
test the limitations of the PM method under non-linear accelerations in MOND where no corrections
may be applied, a wide binary system is used to determine the minimum distance between particles
that still yields somewhat accurate. This also demonstrates that without the use of short-range correc-
tions large grids are required, highlighting a major inefficiency of PM methods. Lastly, the corrections
are tested in both ND and MOND using the Plummer and Miyamoto-Nagai models, which represent a
sphere and a disk, respectively. The Plummer model showed significant improvements in stability in
both ND and MOND. However, the Miyamoto-Nagai model shows less optimistic results in MOND due
to the difficulty in placing the particles at a minimum separating particles whenever the accelerations
are non-lineair. Overall, careful use of these short-range corrections allows for significant improve-
ments in the PM method for both ND and MOND. Further research into optimizing the computational
performance of FFTs and short-range corrections using tree codes is still available. Additionally, a
time-adaptive PM can be implemented to prevent possible instabilities due to large time steps when
using the corrections.
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1
Introduction

Over the centuries, our understanding of the cosmos has evolved significantly. Aristotle’s theories,
which dominated for over a thousand years, distinguished between the behaviors of terrestrial and
celestial objects. In the 2nd century CE, Ptolemy’s geocentric model, placing Earth at the universe’s
center, was widely accepted during the Middle Ages. The Renaissance introduced groundbreaking
concepts, with Copernicus advocating for a heliocentric model in the 1500s. In the 17th century, Galileo
and Kepler made crucial contributions: Galileo’s telescope observations showed that the same physical
laws apply to both Earth and the cosmos, while Kepler discovered that planets move in elliptical orbits.
Christiaan Huygens made significant advancements in understanding inertia, gravitation, and circular
motion, developing the concept of centrifugal force and studying the dynamics of moving bodies, further
refining the mechanics of planetary motion. In the late 1600s, Isaac Newton combined these ideas
with his laws of motion and universal gravitation, forming the foundation of physics for the next three
centuries.

Newton’s theory is based on three fundamental ideas:

1. An object at rest will stay at rest, and an object in motion will remain in motion at a constant
velocity unless acted upon by an external force.

2. The acceleration of an object depends on the mass of the object and the amount of force applied.

3. For every action, there is an equal and opposite reaction.

Additionally, Newton’s law of universal gravitation stated that every point mass attracts every other point
mass by a force acting along the line intersecting both points. The force is proportional to the product
of the two masses and inversely proportional to the square of the distance between them.

Newton law of universal gravitation is important for understanding the motion of celestial bodies. It
predicts that the velocity between objects approaches zero as the distance between them increases,
approximately as 𝑣 ∝ 1

√𝑟
. However, empirical observations have shown otherwise. This can be seen

in Figure 1.1, which shows the orbital velocity of stellar bodies around the galactic center of Messier
77, also known as NGC 1068 and the Squid galaxy. The initial increase in velocity in the range of 0−1
kpc from the galactic center is expected, since the force acting on stellar bodies is proportional to the
mass enclosed within their orbits. At larger distances the orbital velocity flattens out, which contradicts
Newton’s theory, as the orbital velocity should go to zero as the distance from the galactic center keeps
increasing. This can mean one of two things: Newton’s theory is incorrect or the observations do not
tell the entire story.

One way of fixing the discrepancy between Newton’s theory and empirical observations is by assuming
that there is matter inside and surrounding the galaxy that cannot be directly observed from light emitted
by astrophysical objects, which is referred to as dark matter (Persic et al., 1996; Arbey and Mahmoudi,
2021). This dark matter is believed to interact with baryonic matter only by gravitational interactions.
There are still many unsolved problems for dark matter, such as I) The ”Missing Satellite Problem”
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2 1. Introduction

Figure 1.1: The observed orbital velocity of celestial bodies in Messier 77, also known as NGC 1068 and the Squid galaxy.

points to a significant discrepancy between cosmological simulations and observations of dark matter
(Perivolaropoulos and Skara, 2022). Simulations based on the Lambda Cold Dark Matter (ΛCDM)
model predict thousands of small dark matter satellites around galaxies like the Milky Way. However,
far fewer of these satellites are observed astronomically. II) The ”core-cusp” problem (de Blok, 2010) is
an issue that arises when comparing theoretical predictions of dark matter distributions with empirical
observations. Numerical simulations based on cold dark matter predict that the density of dark matter
towards the center of galaxies should sharply increase, called cusps. Observations, however, show
more uniform distributions of dark matter near the center, which is the core. III) The ”Too Big to Fail”
problem refers to a significant mismatch between theoretical predictions and astronomical observations
regarding the most massive dark matter satellites of galaxies (Perivolaropoulos and Skara, 2022).
Theoretical models based on the ΛCDM framework predict that these satellites should have higher
densities than what is actually observed.

In addition to these three unsolved problems, there are manymore (Perivolaropoulos and Skara, 2022),
indicating that it may be reasonable to modify Newton’s theory rather than adding matter that is not di-
rectly observable. Hence, MilgromM., in 1983, proposed a theory calledMOdified Newtonian Dynamics
(MOND), which directly modifies Newton’s theory without introducing any newmatter (Milgrom, 1983b).
MOND modifies the Lagrangian density for Newtonian gravity such that it is no longer quadratic in the
potential gradient, which leads to a non-linearity in the acceleration of stellar bodies. There are several
Lagrangians to choose from, one of which is the AQUAdratic Lagrangian (AQUAL). This modification
is able to explain how the orbital velocity flattens out at distances far from the galactic center, as in
Figure 1.1. It accomplishes this by altering the acceleration behavior of stellar bodies in the limit of low
Newtonian accelerations while maintaining Newtonian behavior at high accelerations.

Like Newtonian dynamics, MOND can only be solved analytically in a few select cases. Hence, in most
cases, numerical methods are required. One such method is the Particle Mesh (PM) method (Hockney
and Eastwood, 1988). This method involves discretizing space into a grid of cells where each cell
represents a volume of space. Stellar bodies, also referred to as particles due to their small size
compared to the cells, within the grid are then assigned to the vertices of nearby cells. This grid allows
for the use of discrete Fourier transforms, which simplifies the calculation of the Newtonian potential and
gravitational field. Modern techniques such as Tree-code (Barnes and Hut, 1986) or the Fast Multipole
Method, which more accurately handle non-uniform particle distributions, have superseded the particle
mesh method in traditional Newtonian Dynamics (ND) simulations. However, it remains crucial for
MOND because of its ability to manage the introduced nonlinearity by calculating the gravitational
potential everywhere simultaneously.

A major downside of the traditional PM method is its inability to accurately determine gravitational
potentials and fields whenever two bodies are in close proximity, due to overlap in mass density from
Gaussian smoothing. Hence, this paper aims to do three things:

1. Increase the accuracy of the traditional PM method for Newtonian dynamics
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2. Implement these improvements in an existing PM implementation for MOND (de Nijs et al., 2023).

3. Apply the improved PM to galaxy models as a proof of concept.

In Chapter 2, both Newtonian dynamics and MOND are introduced. Starting from Newton’s law of
universal gravitation, Poisson’s equation is derived, relating the gravitational potential andmass density.
Several relationships between the energies are derived, such as the Virial theorem and the total energy
using the Newtonian Lagrangian. Then, MOND is described by modifying the Newtonian Poisson and
Lagrangian equations. For both theories, analytical solutions for the gravitational potential and field of
a point mass and a Gaussian distribution are derived. Chapter 3 introduces the particle mesh method,
including how to correct the acceleration of particles where the traditional particle mesh fails. For this,
Fourier transformations are used to calculate the gravitational potential on a grid. Using a central finite
difference or spectral method, the gravitational field is determined. Then, using interpolation with a
Gaussian weight, the gravitational field can be determined everywhere within the grid. As this method
is not accurate whenever two particles are in close proximity because of overlapping mass density,
short-range corrections are introduced to correct the acceleration of particles, which are based on
analytical solutions. Finally, an iterative process to determine the MOND potential and gravitational
fields is described. Chapter 4 discusses the Plummer and Miyamoto-Nagai models, which represent
a sphere and disk, respectively, and how to sample them using probabilistic methods. In Chapter
5 all improvements to the numerical methods are tested and compared with analytical expressions
determined in earlier chapters. Finally, Chapter 6 will end this paper with some conclusions and further
research recommendations.





2
Theory

This chapter explores the theories of Newtonian and modified Newtonian dynamics. Starting with New-
tonian dynamics, Poisson’s equation is derived from Newton’s law of universal gravitation, and then
again using the Lagrangian for Newtonian gravity. For MOND, an alternative for Poisson’s equation
is derived using AQUAL. Both theories are used to derive analytical expressions for a point mass and
Gaussian distribution, which will be used in Chapters 3 and 5 to create and test an improved PM
method.

2.1. Newtonian Dynamics
In 1687, Isaac Newton described the gravitational interaction between objects in his book Philosophiae
Naturalis Principia Mathematica (Newton, 1687). Newton stated that the gravitational force between
two objects is proportional to the product of the two masses divided by their squared distance. The
first accurate measurement of this proportionality constant was done by the Cavendish experiment,
with many improvements over the years, giving us the following equation for Newton’s law of universal
gravitation for point masses:

𝐹1,2(𝑟) = 𝐺
𝑀1𝑀2
𝑟2 , (2.1)

where 𝐹1,2 is the force acting on two point masses with mass 𝑀1 and 𝑀2, 𝑟 is the distance between the
two masses in meters, and the gravitational constant 𝐺 ≈ 6.6743 ⋅ 10−11𝑚3𝑘𝑔−1𝑠−2.

𝐹1 = 𝑀1𝑎 (2.2)

Newton’s law of motion (Newton, 1687) states that the force acting on a point mass is equal to the
acceleration multiplied by its mass, as shown in Equation (2.2), with 𝑎 being the acceleration in 𝑚𝑠−2.
Now, by Equation (2.1) and (2.2) the acceleration onmass𝑀1 due to all other matter can be determined.
The linearity of the acceleration in Equation (2.2) ensures that the force acting on 𝑀1 is given by the
sum of the accelerations caused by all other matter.

As both Equations (2.1) and (2.2) are in a scalar form, it is convenient to transform them into their vector
form:

F1→2 = 𝐺
𝑀1𝑀2
|r|2 r̂, (2.3)

F1→2 = 𝑀2a, (2.4)

where the symbols in bold represent vectors in ℝ3, F1→2 means the force acting on 𝑀2 due to 𝑀1, r̂
is the unit vector of r = r1 − r2, and | ⋅ | the L2 norm. Using only these two equations it is possible to
determine all possible forces.

5



6 2. Theory

However, if there are 𝑛 point masses and each mass requires taking the sum over 𝑛−1 other masses,
the computational cost becomes 𝒪(𝑛2). Therefore, in Chapter 3 methods are introduced to reduce this
to 𝒪(𝑛 log𝑛). This requires some additional theory, which makes use of the Newtonian gravitational
field gN and the Newtonian gravitational potential ΦN.

The Newtonian gravitational field gN is defined as a vector field that represents the gravitational force
per unit mass exerted by a givenmass distribution at any point in space. It describes how the Newtonian
gravitational force is distributed throughout space. For a point mass with mass 𝑀, the Newtonian
gravitational field created by this mass is given by Equation (2.5),

gN(r) = −
𝐺𝑀
|r|2 r̂, (2.5)

where r is the vector from the location of the mass to any other location in space. This means that, due
to the negative sign in Equation (2.5), the gravitational field is pointed towards the mass, and that any
other mass at any other location in space receives a force in the direction of the first mass. Note that
Equation (2.5) follows from Equations (2.3) and (2.4) and represents an acceleration.

The Newtonian gravitational potential ΦN represents the work done per unit mass by an external force
to bring a small test mass from infinity to any point in space. Theorem 2.1.2 will show that for a point
mass, the Newtonian gravitational potential at any distance away from this mass is given by equation
(2.6).

ΦN(𝑟) = −
𝐺𝑀
𝑟 (2.6)

The conservation of total energy in any gravitational system is required. Hence, determining the total
energy is also required to be able to check whether it remains constant over time. When dealing ex-
clusively with point masses, the only relevant forms of energy are the kinetic and gravitational potential
energies.

The total kinetic energy is linear, meaning that the kinetic energies of all the masses are simply summed
to obtain the total kinetic energy. For a single mass, the kinetic energy is given by Equation (2.7), where
𝑣 is the velocity in 𝑚𝑠−1.

𝐸kin =
1
2𝑀𝑣

2 (2.7)

The total gravitational potential energy is also linear and is determined for a single point mass by
Equation (2.6), by multiplying it with any other point mass and then taking the sum over these masses,
while correcting for double counting.

Now, the total energy is given by the sum of potential and kinetic energies

𝐸tot = 𝐸pot + 𝐸kin. (2.8)

In Newtonian dynamics, the Virial theorem can be used to form a fixed relation between the long-term
averages of the potential, kinetic, and total energies of point masses.

Theorem 2.1.1 (Virial theorem). For bound systems in Newtonian dynamics, the long-term average,
denoted by < ⋅ >, of the gravitational potential and kinetic energies of point masses is related by

< 𝐸𝑝𝑜𝑡 >= −2 < 𝐸𝑘𝑖𝑛 >, (2.9)

and related to the total energy by

< 𝐸𝑡𝑜𝑡 >= − < 𝐸𝑘𝑖𝑛 >=
1
2 < 𝐸𝑝𝑜𝑡 > (2.10)

Proof. The kinetic energy of a Newtonian system is the sum of individual kinetic energies and can be
written as follows.

𝐸𝑘𝑖𝑛 =
1
2
𝑑2
𝑑𝑡2 ∑

𝑖
𝑀𝑖r2𝑖 =

𝑑
𝑑𝑡 ∑

𝑖
𝑀𝑖ri ⋅

𝑑ri
𝑑𝑡 =∑

𝑖
𝑀𝑖 (ri ⋅

𝑑2r
𝑑𝑡2 + (

𝑑r
𝑑𝑡 )

2
)
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The first term of the rightmost sum can be rewritten as force, so that

∑
𝑖
r𝑖 ⋅ F𝑖 =

1
2
𝑑2
𝑑𝑡2 ∑

𝑖
𝑀𝑖r2𝑖 −∑

𝑖
𝑀𝑖 (

𝑑r𝑖
𝑑𝑡 )

2
.

Note that the term on the left of the equality is the potential energy. Now, to get the desired result it
must be shown that the first term on the right is zero after taking a long time average.

< 1
2
𝑑2
𝑑𝑡2 ∑

𝑖
𝑀𝑖r2𝑖 > = lim

𝑡′→∞
1
𝑡′ ∫

𝑡′

0

1
2
𝑑2
𝑑𝑡2 ∑

𝑖
𝑀𝑖r2𝑖 𝑑𝑡

= lim
𝑡′→∞

𝑑
𝑑𝑡 [∑𝑖𝑀𝑖r

2
𝑖 ]
𝑡′

0
2𝑡′ = 0

The last equality holds because the system is bounded, ensuring that the numerator remains consis-
tently bounded as well. Thus, < 𝐸𝑝𝑜𝑡 >= −2 < 𝐸𝑘𝑖𝑛 >. Now, using Equation (2.8) results in Equations
(2.9) and (2.10).

Up to now, only point masses have been considered. Since any mass is composed of a multitude of tiny
particles, it can be mathematically represented as an infinite set of point masses, characterized by its
density 𝜌. To derive Poisson’s equation, which connects the density and the gravitational potential, the
divergence of the Newtonian gravitational field needs to be determined. A problem arises because the
gravitational field goes to infinity as the distance approaches zero. This leads to a non-physical result
as an infinite gravitational field means that any two masses moving infinitely close to each other gain
an infinite force. Then, according to Equation (2.4), this leads to either an infinite mass or an infinite
acceleration. The first is not possible as the mass is pre-defined, and the second is impossible as it
would mean infinite velocity, which breaks the fact that objects cannot move faster than the speed of
light. Therefore, for taking the divergence of the gravitational field employing Dirac delta-functions is
required to allow the divergence of the gravitational field to have a value at zero distances.

Lemma 2.1.1. Consider the vector field B ∶ ℝ3 ⧵ {0} → ℝ3 defined by

B(r) = r
|r|3 .

This is of the same form as equation (2.5) by using the definition r̂ = r
|r| . The divergence of B, denoted

by ∇ ⋅ B ∶ ℝ3 → ℝ3, in the sense of distributions is given by

∇ ⋅ B(r) = 4𝜋𝛿(r),

where 𝛿(r) is the Dirac delta function centered at the origin of ℝ3. This function is defined as a distri-
bution that satisfies

∫
ℝ3
𝛿(r)𝑓(r) 𝑑r = 𝑓(0)

for all 𝑓 ∈ 𝐶∞0 (ℝ3), the space of smooth functions with compact support.

Proof. Consider a sphere 𝑆 of radius 𝑅 centered at the origin of ℝ3, and let B(r) = r
|r|3 be a vector field

defined for r ≠ 0.
The flux 𝜙 of the vector field B through the surface 𝑆 is calculated by the surface integral:

𝜙 = ∮
𝑆
B ⋅ 𝑑A.
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Substituting the expressions for B and 𝑑A in spherical coordinates:

𝜙 = ∮
𝑆

𝑟
𝑟3 𝑟

2 sin(𝜃) 𝑑𝜃 𝑑𝜙 = ∮
𝑆
sin(𝜃) 𝑑𝜃 𝑑𝜙.

Simplifying, we find:

𝜙 = ∮
𝑆
sin(𝜃) 𝑑𝜃 𝑑𝜙 = ∫

2𝜋

0
∫
𝜋

0
sin(𝜃) 𝑑𝜃 𝑑𝜙 = 2𝜋 [− cos(𝜃)]𝜋0 = 4𝜋.

According to the divergence theorem for surface to volume integrals:

𝜙 =∭
𝑉
∇ ⋅ B𝑑𝑉,

where 𝑉 is the volume enclosed by 𝑆. Given that 𝜙 = 4𝜋 for any sphere of radius 𝑅, and acknowledging
the singular behavior of B at the origin when 𝑟 = 0 is allowed, the divergence of B in the sense of
distributions must satisfy:

∇ ⋅ B = 4𝜋𝛿(r),
where 𝛿(r) is the Dirac delta function centered at the origin, representing a point source.

Now, by using Lemma 2.1.1, taking the divergence of the gravitational field links the gravitational field
to the mass density.

Corollary 2.1.1. The divergence of the Newtonian gravitational field g(r) at a location r generated by
a mass distribution is proportional to the mass density 𝜌(r), expressed as:

∇ ⋅ gN(r) = −4𝜋𝐺𝜌(r). (2.11)

Proof. Starting from the superposition principle, the gravitational field g(r) at a location r due to a mass
distribution can be determined by integrating the contributions from all points within that mass, leading
to the equation:

g(r) = −𝐺∫
ℝ3
𝜌(s) r− s

|r− s|3𝑑
3s.

Leveraging Lemma 2.1.1, and taking the divergence on both sides, we find the relationship between
the gravitational field and the mass density

∇ ⋅ g(r) = −4𝜋𝐺∫
ℝ3
𝜌(s)𝛿(r− s) 𝑑3s = −4𝜋𝐺𝜌(r).

The result from Corollary 2.1.1 can be further simplified by linking the gravitational potential and density
instead, which results in Poisson’s equation.

Corollary 2.1.2. Poisson’s equation for the Newtonian gravitational potential ΦN is giving by:

∇2ΦN(r) = 4𝜋𝐺𝜌(r) (2.12)

Proof. Taking the gradient of the Newtonian gravitational field from Equation (2.5) links the gravitational
field to the gravitational potential

∇Φ(r) = 𝐺𝑀
|r|2 r̂ = −gN(r).

Now, using Corollary 2.1.1 directly leads to the required result:

−∇ ⋅ gN(r) = −∇ ⋅ (−∇Φ(r)) = ∇2Φ(r) = 4𝜋𝐺𝜌(r).
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2.1.1. Analytical solutions
For any mass density profile, the Newtonian gravitational field, acceleration, and force are known after
solving Poisson’s equation. Solving Poisson’s equation analytically can only be done in a few select
cases. Two such analytical solutions will be proven, one for a point mass and one for a Gaussian
distribution. Determining the gravitational potential for a point mass is not difficult but will show that the
gravitational potential is given by Equation (2.6).

Theorem 2.1.2. The Newtonian gravitational potential of a point mass𝑀 at a distance 𝑟 from the mass
is given by:

ΦN(𝑟) = −
𝐺𝑀
𝑟 . (2.13)

Proof. Given a point mass 𝑀 that is located at the origin, it has a density profile that is given by 𝜌(r) =
𝑀𝛿3(r). Then, substituting this into Poisson’s equation and integrating both sides over a small spherical
volume containing the origin results in:

∇2Φ = 4𝜋𝐺𝑀𝛿3(r).

∫
𝑉
∇2Φ𝑑𝑉 = 4𝜋𝐺𝑀∫

𝑉
𝛿3(r) 𝑑𝑉.

Using the divergence theorem on the left-hand side, we get:

∮
𝜕𝑉
∇Φ ⋅ 𝑑A = 4𝜋𝐺𝑀.

For a spherically symmetric potential, this reduces to

4𝜋𝑟2𝑑Φ𝑑𝑟 = 4𝜋𝐺𝑀

Integrating with respect to 𝑟 gives:

Φ(𝑟) = −𝐺𝑀𝑟 + 𝐶 for 𝑟 ≠ 0.

To determine the integration constant 𝐶, we use the boundary condition Φ(𝑟) → 0 as 𝑟 → ∞. Thus,
𝐶 = 0, resulting in:

Φ(𝑟) = −𝐺𝑀𝑟 .

A commonmethod in particle mesh simulations is the use of Gaussian smoothing, that is: point masses
are replaced by Gaussian distributions (Darden et al., 1993; Yao and Capecelatro, 2021). Due to the
spherical symmetry of Gaussian distributions, the Newtonian gravitational potential and field result in
a surprisingly simple analytical solution without the need to solve Poisson’s equation directly.

Theorem 2.1.3. Let the mass density of an object be given by a Gaussian distribution

𝜌(𝑟) = 𝑀
(2𝜋𝜎2)3/2 𝑒

− 𝑟2
2𝜎2 . Then, the Newtonian gravitational potential and field are given by

ΦN(𝑟) = −
𝐺𝑀
𝑟 erf( 𝑟

√2𝜎
) , (2.14)

and

gN(𝑟) = −∇(−
𝐺𝑀
𝑟 erf( 𝑟

√2𝜎
)) = 𝐺𝑀(√2/𝜋𝑟𝜎 𝑒−

𝑟2
2𝜎2 − 1

𝑟2 erf(
𝑟
√2𝜎

)) r̂, (2.15)

respectively, where erf(𝑥) represents the error function.



10 2. Theory

Proof. Let 𝜌(𝑟) = 𝑀
(2𝜋𝜎2)3/2 𝑒

− 𝑟2
2𝜎2 be a Gaussian distribution that represents the density of an object

with mass 𝑀. Now, instead of solving Poisson’s equation, Equation (2.5) is used to calculate the
gravitational field directly.

gN(𝑟) = −𝐺
r
|r|3 ∫ℝ3

𝜌(r)𝑑3r

= −𝐺 r̂
𝑟2 ∫

𝑟

0
4𝜋𝑟′2𝑀𝑒

−𝑟′2/(2𝜎2)

(2𝜋𝜎2)3/2 𝑑𝑟
′

= 𝐺𝑀(√2/𝜋𝑟𝜎 𝑒−
𝑟2
2𝜎2 − 1

𝑟2 erf(
𝑟
√2𝜎

)) r̂.

As gN(𝑟) = −∇Φ(𝑟) the potential can be found by integrating the gravitational field from 0 to r, resulting
in:

ΦN(𝑟) = −
𝐺𝑀
𝑟 erf( 𝑟

√2𝜎
) .

2.1.2. Newtonian Lagrangian
Another way of deriving Poisson’s equation is by using the Lagrangian density for Newtonian gravity,
which is given by:

L (ΦN, ∇ΦN) = −
1
8𝜋𝐺 (∇ΦN)2 − 𝜌ΦN, (2.16)

which is of the formL = 𝑇1+𝑇2−𝑉, where 𝑇1,2 and 𝑉 represent kinetic and potential terms, respectively.
The minus sign in front of the second term in Equation (2.16) would often indicate that this is a potential
term. However, in Equation (2.23) we show that this is indeed a kinetic term.

Using an Euler-Lagrange equation it is possible to derive Poisson’s equation:

𝜕L (ΦN, ∇ΦN)
𝜕ΦN

= ∇ ⋅ (𝜕L (ΦN, ∇ΦN)
𝜕(∇ΦN)

) , (2.17)

−𝜌 = − 1
4𝜋𝐺∇ ⋅ ∇ΦN = −

1
4𝜋𝐺∇

2ΦN. (2.18)

Now, rearranging the terms shows that ∇2ΦN = 4𝜋𝐺𝜌.
The Lagrangian does not explicitly depend on time. This implies that the system is invariant under
time translations. According to Noether’s theorem, this symmetry leads to the conservation of energy.
Then, the Hamiltonian that corresponds to this Lagrangian is given by Equation (2.19).

H (ΦN, ∇ΦN) = 𝐸L (ΦN, ∇ΦN) = −L (ΦN, ∇ΦN) (2.19)

Filling in the Hamiltonian results in the following energy relation for the total energy density:

𝐸tot =
1
2∑

𝑖
𝑚𝑖𝑣𝑖 +

1
8𝜋𝐺 ∫(∇ΦN(x))2𝑑3x+∫𝜌(x)ΦN(x)𝑑3x

= 𝐸kin + 𝐸field + 𝐸pot,
(2.20)

where 𝐸𝑘𝑖𝑛, 𝐸𝑔𝑟𝑎𝑣, and 𝐸𝑝𝑜𝑡 are the kinetic, field, and potential energy densities. The first term in the
total energy, the kinetic energy, does not originate from the Lagrangian and represents the energy in
the velocity of point masses.

It is possible to relate the potential and field energies. The gravitational field energy density is given
by:

𝐸field = ∫
1
8𝜋𝐺 (∇ΦN(x))2𝑑3x. (2.21)
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Using partial integration, this integral can be rewritten to contain the Poisson equation,

1
8𝜋𝐺 ∫(∇ΦN(x))2𝑑3x =

1
8𝜋𝐺 (∫ΦN(x)∇ΦN(x) ⋅ 𝑑A−∫ΦN(x)∇2ΦN(x)𝑑3x) , (2.22)

where the first term on the right is zero, due to zero boundary conditions. Now, filling in the Poisson
equation on the right we obtain:

𝐸field =
1
8𝜋𝐺 ∫(∇ΦN(x))2𝑑3x = −

1
2 ∫𝜌(x)ΦN(x)𝑑3x = −

1
2𝐸pot. (2.23)

As the potential energy is always defined to be negative, the field energy is always positive. This shows
that the second term in Equation (2.16) is a kinetic term.

Since the Lagrangian primarily involves fields rather than direct interactions between point masses,
deriving the Virial theorem directly from it is not straightforward, and only works for point masses.

2.2. Modified Newtonian Dynamics
Theorem 2.1.2 shows that the Newtonian potential goes to zero when the distance from a mass goes
to infinity, meaning that the gravitational influence of a mass decays as 1

𝑟 towards infinite distances.
This shows that, without the use of dark matter, the orbital velocities in galaxies must go to zero as 1

√𝑟
beyond their boundaries, which they do not, as can be seen in Figure 1.1.

MOND was proposed by Milgrom in 1983 (Milgrom, 1983b) as a theory to address this discrepancy.
MOND modifies Poisson’s equation by introducing an additional term to the Newtonian Lagrangian in
Equation (2.16). This leads to a modified version of Poisson’s equation, which is from now on referred
to as the MOND Poisson equation, and is derived in Section 2.2.2, is given by:

∇ ⋅ (𝜇 (|∇ΦM|
𝑎0

)∇ΦM) = 4𝜋𝐺𝜌, (2.24)

where 𝜇, known as the interpolation function, incorporates the constant 𝑎0 ≈ 1.2 ⋅ 10−10𝑚𝑠−2. The role
of the interpolation function 𝜇 is to modify the gravitational potential so that it is in agreement with the
empirically measured rotation curves.

Close to the center of galaxies the empirical measurements based solely on visible matter and New-
tonian dynamics match. At these distances the acceleration is large, meaning that the MOND Pois-
son equation should return the Newtonian Poisson equation in the limit of high accelerations. That
is 𝜇 ( |∇ΦM|

𝑎0
) ≈ 1, when |∇ΦM| ≫ 𝑎0 and is referred to as the Newtonian regime. In the limit of low

accelerations, thus at a great distance from a galaxy center, Milgrom proposes that the interpolation
function should become linear with the accelerations: 𝜇 ( |∇ΦM|

𝑎0
) ≈ |∇ΦM|

𝑎0
when |∇ΦM| ≪ 𝑎0, called the

deep-MOND regime. When looking only at a single point mass, this threshold occurs at a distance

𝑟𝑇 = √
𝐺𝑀
𝑎0

. Thus, to be entirely in the Newtonian or deep-MOND regime, the distances should be much
smaller than or greater than 𝑟𝑇, respectively.

2.2.1. Choosing an interpolation function
Now, to use MOND, an interpolation function must be chosen. One interpolation function proposed by
Milgrom, called the standard interpolation function, is given by (Milgrom, 1983a):

𝜇(𝑥) = 𝑥
√1 + 𝑥2

. (2.25)

However, Milgrom’s selection for this function was arbitrary . Therefore, a closer examination of alter-
native families of interpolation functions is necessary. Using this proposed interpolation function it is
possible to create a family of similar functions (Milgrom and Sanders, 2008):
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𝜇𝑛(𝑥) =
𝑥

(1 + 𝑥𝑛)1/𝑛
, (2.26)

with 𝜇2 giving back the original interpolation function proposed by Milgrom.

For a slow transition between the Newtonian regime and deep-MOND regimes, one can choose the
function 𝜇1, also called the ”simple” interpolation function (Gentile et al., 2011) as it has a simple ana-
lytical form. However, this function is only compatible with very few galactic rotation curves, such as
NGC 3198, and fails in the limit of large distances from the galactic center (Famaey and Binney, 2005;
Zhao and Famaey, 2006).

An approximation for the MOND gravitational field, is by relating it to the Newtonian gravitational field
via the inverse of the interpolation function 𝜈 (Milgrom and Sanders, 2008), such that

gM = 𝜈 (
|gN|
𝑎0

)gN, (2.27)

where is used that |∇ΦM| = |gN|. For systems of one-dimensional or spherical symmetry, this approx-
imation is, in fact, exact (Milgrom, 2010).

For the Milgrom family of interpolation functions (2.26), the inverse of the interpolation functions, re-
ferred to as inverse interpolation functions, are given by:

𝜈𝑛(𝑦) = (
1 + (1 + 4𝑦−𝑛)1/2

2 )
1/𝑛

, (2.28)

where 𝑦 = |gN|
𝑎0

.

Another family of interpolation functions, introduced by McGaugh (McGaugh, 2008), starts by defining
the inverse interpolation function instead,

𝜈𝑚(𝑦) = (1 − exp (−𝑦𝑚/2))−1/𝑚 , (2.29)
where 𝜈𝑚 is the inverse function of 𝜇𝑚. However, a drawback of this family is that finding the interpo-
lation function 𝜇𝑚 requires inverting 𝜈𝑚 which might not be possible analytically, necessitating the use
of numerical methods.

As both the simple interpolation function is not suitable, and the McGaugh interpolation function is not
analytically known, 𝜇2 =

𝑥
√1+𝑥2 is chosen for this paper. The benefit of this function is that it is possible,

as in the Newtonian case, to calculate the potential and field analytically for a point mass and for a
Gaussian distribution.

2.2.2. MOND Lagrangian
Now, to derive the MOND Poisson equation, the corresponding AQuadratic Lagrangian (AQUAL) is
given by:

L (ΦM, ∇ΦM) = −
𝑎20
8𝜋𝐺𝑓 (

|∇ΦM|2
𝑎20

) − 𝜌ΦM,

Similar to derivation of the Newtonian Poisson equation from the Newtonian Lagrangian, an Euler-
Lagrange equation is used:

𝜕L (ΦM, ∇Φ)
𝜕ΦM

= ∇ ⋅ (𝜕L (ΦM, ∇ΦM)
𝜕(∇ΦM)

) ,

resulting in:

−𝜌 = 𝑎20
8𝜋𝐺∇ ⋅ (

2(∇ΦM)2
𝑎20

𝑓′ ((∇ΦM)2
𝑎20

))

= − 1
4𝜋𝐺∇ ⋅ (𝜇 (

|∇ΦM|
𝑎0

)∇ΦM) ,
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where 𝑓′ ( |∇ΦM|2
𝑎20

) = 𝜇 ( |∇ΦM|
𝑎0

) is the interpolation function. Rearranging the terms leads to the MOND
Poisson equation.

It is important to determine the total energy of the system to check whether it remains constant over
time. This is done under the assumption of the standard interpolation function, as the next section
will provide analytical solutions to the MOND Poisson equation under this assumption. To start, the
function 𝑓 must be found. For the standard interpolation function, we have the following.

𝜇 (|∇ΦM|
𝑎0

) =
|∇ΦM|
𝑎0

√1 + ( |∇ΦM|
𝑎0

)
2
.

To find the corresponding 𝑓(𝑢), where 𝑢 = |∇ΦM|2
𝑎20

, we express it as:

𝑓 (|∇ΦM|2
𝑎20

) = ∫√ 𝑢
1 + 𝑢 𝑑𝑢 =

√𝑢2 + 𝑢 − arcsinh(√𝑢), (2.30)

where the integration constant is set to zero. The Hamiltonian density H is given by:

H (ΦM, ∇ΦM) = −L (ΦM, ∇ΦM).

So, the total energy density, after including the kinetic energy due to the velocity of the masses, be-
comes:

𝐸𝑡𝑜𝑡 =
1
2∑

𝑖
𝑚𝑖𝑣𝑖 +∫

𝑎20
8𝜋𝐺𝑓 (

|∇ΦM(x)|2
𝑎20

)𝑑3x+∫𝜌(x)ΦM(x)𝑑3x, (2.31)

where 𝑓 is now given by Equation (2.30). Note that, compared to Equation (2.20), only the calculation
of the field energy has changed.

2.2.3. Analytical solutions
Using the standard interpolation function 𝜇2(𝑥) =

𝑥
√1+𝑥2 it is possible to find the analytical solution to

the MOND Poisson equation in a few select cases. For a general spherical symmetric density profile,
the MOND gravitational field can be reduced to a quadratic equation.

Theorem 2.2.1. Let 𝜌(𝑟) be a spherically symmetric density profile. Then, the MONDPoisson equation
reduces to the following quadratic equation

𝑔4M(𝑟) −
𝑀(𝑟)𝐺
𝑟2 𝑔2M(𝑟) −

𝐺𝑀(𝑟)𝑎20
𝑟2 = 0, (2.32)

where 𝑀(𝑟) is the enclosed mass within radius 𝑟 from the center of the mass density and is given by

𝑀(𝑟) = ∫
𝑟

0
4𝜋𝜌(𝑟′)𝑟′2𝑑𝑟′. (2.33)

Proof. Let 𝜌(𝑟) be a spherically symmetric density profile. Filling in the standard interpolation function
in the MOND Poisson equation, and using the fact that ∇Φ(𝑟) = −𝑔M(𝑟)r̂, the MOND Poisson equation
reduces to:

∇ ⋅ ( 𝑔2M(𝑟)r̂
𝑎0√1 + (𝑔M/𝑎0)2

) = 4𝜋𝐺𝜌(𝑟).

To solve this, integrate both sides over a spherical volume of radius 𝑟 centered at the origin:

∫
𝑉
∇ ⋅ ( 𝑔2Mr̂

𝑎0√1 + (𝑔M/𝑎0)2
)𝑑𝑉 = ∫

𝑉
4𝜋𝐺𝜌(𝑟) 𝑑𝑉.
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Using the divergence theorem on the left-hand side, we get:

∮
𝜕𝑉

𝑔2M
𝑎0√1 + (𝑔M/𝑎0)2

r̂ ⋅ 𝑑A = ∫
𝑉
4𝜋𝐺𝜌(𝑟) 𝑑𝑉.

For a spherically symmetric potential, this reduces to:

4𝜋𝑟2 𝑔2M
𝑎0√1 + (𝑔M/𝑎0)2

|
𝑟
= 4𝜋𝐺𝑀(𝑟),

where 𝑀(𝑟) = ∫𝑟0 4𝜋𝜌(𝑟′)𝑟′2 𝑑𝑟′. Simplifying, we obtain:

𝑔2M(𝑟)
𝑎0√1 + (𝑔M/𝑎0)2

= 𝐺𝑀(𝑟)
𝑟2 .

Squaring both sides and rearranging the terms results in:

( 𝑔2M(𝑟)
𝑎0√1 + (𝑔M/𝑎0)2

)
2

= (𝐺𝑀(𝑟)𝑟2 )
2
.

Letting 𝑥 = 𝑔2M and solving for 𝑥 shows that Equation (2.32) is indeed quadratic:

𝑥2 − 𝐺𝑀(𝑟)𝑟2 𝑥 − 𝐺𝑀(𝑟)𝑎
2
0

𝑟2 = 0.

Theorem 2.2.1 shows that, under the standard interpolation function and spherical symmetry, the
MOND gravitational field can be found by solving a basic quadratic equation. Now, this method is
used to analytically determine the MOND gravitational field for a point mass and Gaussian distribu-
tion.

Corollary 2.2.1. The MOND gravitational field, using the standard interpolation function, of a point
mass with a density profile 𝜌(r) = 𝑀𝛿3(r) becomes:

𝑔M(𝑟) = √
𝐺𝑀
2𝑟2 +

1
2√(

𝐺𝑀
𝑟2 ) +

4𝑎20𝐺𝑀
𝑟2 (2.34)

Corollary 2.2.2. The MOND gravitational field, using the standard interpolation function, of a Gaussian

density profile 𝜌(𝑟) = 𝑀
(2𝜋𝜎2)3/2 𝑒

− 𝑟2
2𝜎2 becomes

𝑔M(𝑟) = √
𝐴2(𝑟) + √𝐴4(𝑟) + 4𝑎20𝐴2(𝑟)

2 , (2.35)

where 𝐴(𝑟) = 𝐺𝑀 ( 𝑟√2/𝜋𝜎 𝑒−𝑟2/2𝜎2 − erf ( 𝑟
√2𝜎))

A simplification can bemade for masses in deep-MONDwhere 𝜇(𝑥) ≈ 𝑥. Thus, the gravitational field for
a point mass and for a Gaussian distribution are also determined under this condition. The results from
using the standard interpolation function should reduce to these in the limit of low accelerations.

Theorem 2.2.2. In deep-MOND, where 𝜇(𝑥) ≈ 𝑥, for spherically symmetric density profiles 𝜌(𝑟), the
MOND gravitational field becomes:

𝑔M(𝑟) = √
𝐺𝑎0
𝑟2 ∫

𝑟

0
4𝜋𝜌(𝑟′)𝑟′2𝑑𝑟′ = √𝐺𝑀(𝑟)𝑎0

𝑟 (2.36)
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Proof. In deep-MOND, under the assumption of spherically symmetric density profiles 𝜌(𝑟), the MOND
Poisson equation reduces to

∇ ⋅ (𝑔
2
M(𝑟)
𝑎0

) = 4𝜋𝐺𝜌(𝑟),

which means that the MOND gravitational field can be found with a single integral.

𝑔2M(𝑟)
𝑎0

= 𝐺
𝑟2 ∫

𝑟

0
4𝜋𝜌(𝑟′)𝑟′2𝑑𝑟′ = 𝐺𝑀(𝑟)

𝑟2

Then, taking the square root on both sides gives Equation (2.36).

The analytical expression of the potential and gravitational field in deep-MOND for both a point particle
and Gaussian distribution can be easily determined by using the density integrals from their Newtonian
counterparts.

Corollary 2.2.3. The deep-MOND gravitational field for a point mass with density profile 𝜌(𝑟) = 𝑀𝛿(𝑟)
is given by

𝑔M(𝑟) =
√𝐺𝑀𝑎0
𝑟 (2.37)

Corollary 2.2.3 shows an interesting result. At great distances, any mass can be approximated as a
point mass. Then, gravitational potential becomes ΦM(𝑟) = ∫𝑟0

√𝐺𝑀𝑎0
𝑟′ 𝑑𝑟′ = √𝐺𝑀𝑎0 log(𝑟). This is

totally different from the Newtonian case in equation (2.6), where the gravitational potential goes to
zero when the distance goes to infinity. For MOND, this does not happen and instead goes to infinity
for increasingly large distances. This means that no mass can escape the gravitational influence of
any other mass.

An important result is that for masses in a circular orbit around a central mass, the gravitational field
acting on the masses due to the central mass is given by the centripetal acceleration 𝑔 = 𝑣2

𝑟 . As this is
also the MOND gravitational field, Corollary 2.2.3 results in the relation 𝑣4 = 𝐺𝑀𝑎0, meaning that the
orbital velocity of bodies around a central mass becomes constant at large distances. This is exactly
what the empirical measurements show; see Figure 1.1.

Corollary 2.2.4. The deep-MOND gravitational field for a Gaussian mass density profile, given by

𝜌(𝑟) = 𝑀
(2𝜋𝜎2)3/2 𝑒

− 𝑟2
2𝜎2 is:

𝑔M(𝑟) = √𝑎0
𝐺𝑀
𝑟2 (

𝑟√2/𝜋
𝜎 𝑒−𝑟2/2𝜎2 − erf( 𝑟

√2𝜎
)) (2.38)

2.2.4. MOND variations
The AQUAL version described above is only one of many possible versions of MOND. one popular
form being QUasi-linear MOND (QUMOND) (Milgrom, 2010; Milgrom, 2023). QUMOND changes the
above AQUAL formulation into one that simplifies the nonlinearity of AQUAL This is done by using the
Newtonian potential as follows:

∇2ΦM = ∇ ⋅ (𝜈 (
|∇ΦN|
𝑎0

)∇ΦN) (2.39)

As QUMOND does not entirely remove the non-linearity and requires the the calculations of the Newto-
nian potential first, it is not an elegant form of MOND and will therefore not be used in this paper.





3
Particle Mesh

In this chapter, numerical methods for solving the Newtonian and MOND Poisson equations are de-
scribed in detail. Starting with an existing code implementation (de Nijs et al., 2023), strategies for
improving the computation of Newtonian and MOND potential and gravitational fields are presented.
The Newtonian potential and gravitational field are calculated using the particle mesh method. Then,
using the known analytical solution of Theorem 2.1.3, short-range corrections are applied to improve
accuracy where needed. Subsequently, the MOND potential and gravitational field are determined
through an iterative approach based on the Newtonian gravitational field. The source code that in-
cludes all improvements can be found at https://github.com/MartinVingerhoets/PMCorrections.

3.1. Particle-Mesh for Newtonian Dynamics
In most cases, the Poisson equation cannot be solved analytically, requiring numerical methods. One
such method is the particle mesh method, which combines mass density with a grid-based strategy.
Using a grid is beneficial because it enables the use of discrete Fourier transforms. Now, by starting
from continuous Fourier transforms, we will see that using Fourier methods is a relatively simple method
to calculate the Newtonian gravitational field and potential.

Definition 3.1.1. The continuous Fourier transform of a function 𝑓 ∶ ℝ → ℂ, denoted by �̃� or ℱ{𝑓}, is
given by

ℱ{𝑓}(𝑘) = �̃�(𝑘) = ∫
∞

−∞
𝑓(𝑥)𝑒−𝑖𝑘𝑥𝑑𝑥,

and the inverse Fourier transform is

ℱ−1{𝑓}(𝑥) = 1
2𝜋 ∫

∞

−∞
�̃�𝑒𝑖𝑘𝑥𝑑𝑘.

After applying the Fourier transform to a function, it goes from real space to something called 𝑘-space,
as the space coordinate is integrated away and a new variable 𝑘 is introduced. Note that the Fourier
transform also works for three-dimensional functions by applying the Fourier transform for each dimen-
sion. This means that instead of a scalar k, the function 𝑓 in 𝑘 space depends instead on a vector k. A
result that will be useful for analytical solutions is Parseval’s theorem, which relates the real space of
two functions 𝑓 and 𝑔 to their 𝑘-space counterpart via their inner products.

Theorem 3.1.1 (Parseval’s Theorem). Let 𝑓, 𝑔 ∶ ℂ → ℂ be functions that are both integrable and square
integrable. Then, the inner products of 𝑓 and 𝑔 in real and 𝑘-space are equal:

⟨𝑓, 𝑔⟩ = ⟨�̃�, �̃�⟩,
where

⟨𝑓, 𝑔⟩ = ∫
∞

−∞
𝑓(𝑥)𝑔(𝑥) 𝑑𝑥,

17
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and
⟨�̃�, �̃�⟩ = ∫

∞

−∞
�̃�(𝑘)�̃�(𝑘) 𝑑𝑘.

Proof. We start by applying the definition of the Fourier transform to the inner product ⟨𝑓, 𝑔⟩:

⟨𝑓, 𝑔⟩ = ∫
∞

−∞
𝑓(𝑥)𝑔(𝑥) 𝑑𝑥.

The Fourier transform of the product 𝑓(𝑥)𝑔(𝑥) is given by the convolution of �̃�(𝑘) with the complex
conjugate of the Fourier transform of 𝑔(𝑥), reversed:

ℱ{𝑓(𝑥)𝑔(𝑥)}(𝑘) = ∫
∞

−∞
�̃�(𝑢)�̃�(𝑘 − 𝑢) 𝑑𝑢.

By the convolution theorem and changing the order of integration, we can write:

∫
∞

−∞
�̃�(𝑘)�̃�(𝑘) 𝑑𝑘 = ∫

∞

−∞
𝑓(𝑥)𝑔(𝑥) 𝑑𝑥,

which confirms the equality of the inner products in both domains.

In particle mesh methods, both space and time are discretized (Darden et al., 1993; Yao and Capece-
latro, 2021). Therefore, it is not possible to use the continuous Fourier transforms described above.
However, it is possible to use the discrete form of the Fourier transform, which transforms a sequence
of numbers {𝑥𝑛} ∈ ℂ𝑛 into another sequence of numbers 𝑋𝑘 ∈ ℂ𝑛.
Definition 3.1.2. In one dimension, the discrete Fourier transform is given by:

𝑋𝑘 =
𝑁−1

∑
𝑛=0

𝑥𝑛𝑒−
𝑖2𝜋𝑘𝑛
𝑁 , (3.1)

where 𝑁 represents the amount of numbers in the sequence {𝑥𝑛}. The inverse transform is then given
by:

𝑥𝑛 =
1
𝑁

𝑁−1

∑
𝑘=0

𝑋𝑘𝑒
𝑖2𝜋𝑘𝑛
𝑁 .

When using a sufficiently large 𝑁 it is reasonable to assume that the discrete Fourier transform approx-
imates the continuous Fourier transform. However, there are some important differences that must
be taken into account. The continuous Fourier transform is defined for the entire domain, whilst the
discrete version is not. This leads to the discrete version being periodic and hence contains an infinite
number of virtual copies in real space, which is called aliasing. The influence of these copies on each
other needs to be prevented, which can be done by taking 𝑁 such that the data used is surrounded
by zeros. For discrete Fourier transforms, it is possible to optimize the numerical computations using
Fast Fourier Transforms (FFT) (Cooley and Tukey, 1965), which reduces the computational complexity
from O(𝑛2) to O(𝑛log(𝑛)).
To solve the Newtonian Poisson equation numerically, the density needs to be discretised, meaning
that a grid needs to be defined. For this, it is necessary to choose a volume in which to place the grid,
called the simulation volume. Only objects in the simulation volume are considered in the simulation.
In each spatial dimension, this volume is divided into 𝑁𝑥, 𝑁𝑦, and 𝑁𝑧 parts. Since the discrete Fourier
transform in Equation (3.1) assumes uniform spacing, the length 𝐿𝑥, 𝐿𝑦, and 𝐿𝑧 of each edge in the
grid must be the same in any given direction. One might consider using nonuniform Fourier transforms
(Barnett et al., 2019), but they introduce significant complexity, which is why we will not pursue that
approach.

In case of simple simulations with few particles, a cubic grid with 𝑁 = 𝑁𝑥 = 𝑁𝑦 = 𝑁𝑧 and 𝐿 = 𝐿𝑥 = 𝐿𝑦 =
𝐿𝑧 is chosen, with each cube referred to as a pixel. However, for a flat spiral galaxy, it is often possible
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to reduce the number of pixels in one direction, significantly reducing the total number of pixels and
the computational cost of the FFT. The grid is composed of vertices, edges, and cells, which will be
denoted as 𝑣, 𝑒, and 𝑐, respectively. Typical values for 𝑁 range from 64 to 256. It is optimal for 𝑁 to be
a power of 2, but it is possible for 𝑁 to include a factor 3 or 5, which use slightly different and slower
algorithms for the FFT (Yfantis and Borgman, 1981). Increasing the number of pixels beyond 512 in all
directions significantly slows the computation of the FFTs and could lead to an out-of-memory problem
on some systems.

Each simulation has a set of objects that need to be placed on the grid. For galaxy simulations, 𝐿 is
much larger compared to the size of the placed objects, which means that they can be approximated
as point particles.

3.1.1. Calculating the Newtonian potential and gravitational field
Using the continuous Fourier transform, one can solve for the potential in the Newtonian Poisson equa-
tion.

Theorem 3.1.2. The Fourier transform of the Newtonian potential ΦN(r) related to the mass density
𝜌(r) is given by

Φ̃N(k) = −4𝜋𝐺
�̃�(k)
|k|2 . (3.2)

The Newtonian potential in real space is then recovered by using the inverse Fourier transform:

ΦN(r) = ℱ−1 {−4𝜋𝐺
�̃�(k)
|k|2 } (r). (3.3)

Proof. We start by recalling the Poisson’s equation for the Newtonian potential ΦN due to a mass
distribution 𝜌:

∇2ΦN(r) = 4𝜋𝐺𝜌(r).
Taking the Fourier transform of both sides, we have

ℱ{∇2ΦN(r)} = ℱ{4𝜋𝐺𝜌(r)},
−|k|2Φ̃N(k) = 4𝜋𝐺�̃�(k).

Here, we used the Fourier transform of the Laplace operator ∇2, which is −|k|2. Solving for Φ̃N(k), we
find

Φ̃N(k) = −
4𝜋𝐺�̃�(k)
|k|2 .

Finally, the Newtonian potential in real space is obtained by taking the inverse Fourier transform:

ΦN(r) = ℱ−1 {−4𝜋𝐺
�̃�(k)
|k|2 } (r).

By approximating the discrete Fourier transform as the continuous Fourier transform, Theorem 3.1.2
and the analytical expressions derived previously can be used to test the precision of any numerical
solution for which an analytical expression is known.

Note that the division of |k| = 0 in is not allowed in Theorem 3.1.2 as that would lead to an infinite
potential. In Fourier analysis, k = 0 represents the average of the values in real space. To avoid
dividing by zero, k = 0 is replaced by k = 1 as a workaround. Then, after division by k, the value in 𝑘-
space that would have been divided by zero is set to zero, effectively setting the average of the potential
to zero. This means that it is not possible to accurately determine the average of the gravitational
potential in real space. An incorrect average does not affect the dynamics of the simulation, as it is
only a shift in the potential. This shift is removed when calculating the gravitational field, which is
the gradient of the potential. However, it makes the calculation of the potential energy in Equation
(2.20) unreliable. Thus, when calculating the potential energy, the relation between the gravitational
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potential and field energies from Equation (2.23) must be checked to know if the potential energy is
accurate.

Since particles can be placed anywhere within the simulation volume, they do not have to be located at
the grid vertices. However, the discrete Fourier transform of the density confines the density function’s
values to the vertices. Consequently, the mass of each particle must be transferred to the vertices. To
do this, the masses of the particles are commonly smoothed onto the grid using a Gaussian distribution
(Darden et al., 1993, Yao and Capecelatro, 2021). Using a Gaussian distribution offers several advan-
tages: I) It matches the 12-th order Cloud-in-Cell method (Hockney and Eastwood, 1988), is spherically
symmetric, and separates easily in Cartesian coordinates. Additionally, this smoothing leads to simple
analytical expressions for the potential and gravitational field, which is shown in Theorem 2.1.3.

Gaussian smoothing works as follows: A point particle with mass 𝑀 located at location r is described
with density:

𝜌(r𝑖) = 𝑀
𝑒−|r−r𝑖|2/2𝜎2

(2𝜋𝜎2)3/2 , (3.4)

with mass assigned to the vertex at location r𝑖. Since the density is linear, the masses of all smoothed
point particles can be summed. Therefore, when the smoothing regions of two different particles overlap
at a vertex, the densities at that vertex are also summed.

For computational simplicity 𝜎 = 1 is chosen. As a Gaussian distribution quickly goes to zero as the
distance increases it is possible to limit the vertices for which a mass is applied, shortening the sum for
each mass in equation (3.4). For this, a pre-computed set of vertices, representing a ball can be used
which is centered at the top left back vertex of the cell in which the particle is located..

Now, using Theorem 3.1.2, calculating the discrete Fourier transform of the density grid allows for
an approximated calculation of the Newtonian potential. The gravitational field is represented by the
gradient of the potential: ∇ΦN = −gN. Since the potential is only known on the vertices of the grid,
a numerical method must be chosen to determine the gravitational field at the vertices. For this, two
different numerical methods are worked out: the central finite difference, and spectral method.

Central finite difference method
The central finite difference method of fourth-order in one dimension is given by:

𝑑𝑔(𝑥)
𝑑𝑥 ≈ −𝑔(𝑥 + 2ℎ) + 8𝑔(𝑥 + ℎ) − 8𝑔(𝑥 − ℎ) + 𝑔(𝑥 − 2ℎ)

12ℎ (3.5)

where 𝑥 is the location of the vertex of interest, and ℎ = 𝐿𝑥
𝑁𝑥

represents the distance between vertices.
This method has several advantages. This method offers multiple benefits. It achieves higher accuracy
as a fourth-order method with an error term of O(ℎ4), providing a more precise approximation of the
derivative than lower-order methods like the second-order central difference. Its symmetry, character-
istic of central difference methods, uses points symmetrically distributed around 𝑥, improving numerical
stability and accuracy.

Spectral method
Another approach to calculating derivatives is to work in the 𝑘-space. This method offers the advantage
of keeping the Newtonian potential in 𝑘-space, thereby avoiding the need to transform back to the real
domain before computing the gravitational acceleration field. By using this technique, the gravitational
field in one dimension can be expressed as:

𝑑𝑔(𝑥)
𝑑𝑥 = ℱ−1{𝑖𝑘Φ̃N(𝑘)} (3.6)

It is still required to do an inverse Fourier transform, but multiplication in 𝑘-space might be computa-
tionally more efficient than using a central finite difference method.
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3.1.2. Interpolating back to original particle locations
Since particles do not need to be located at the vertices of the grid, it is necessary to interpolate from
the grid back to the original positions of the particles. To maintain consistency, the same Gaussian
smoothing from equation (3.4) is used as a weight function for the interpolation, making it possible to
reconstruct the gravitational field between the vertices. Due to this weighting, effectively two smooth-
ings have occurred. The first was done by placing a mass onto the grid and the second by interpolating
the gravitational field back to a particle. So, the Newtonian gravitational field acting on a particle at
location (0, 0, 𝑅) due to another smoothed particle located at the origin is given by:

𝑔N((0, 0, 𝑅)) = ∫
∞

∞
∫
∞

∞
∫
∞

∞
−∇ΦN(𝑥, 𝑦, 𝑧)

𝑒−(𝑥2+𝑦2+(𝑧−𝑅)2)/2𝜎2

(2𝜋𝜎2)3/2 𝑑𝑥𝑑𝑦𝑑𝑧

Solving this integral in Cartesian, spherical, and cylindrical coordinates failed. However, it is possible
to solve this using Parceval’s theorem.

Theorem 3.1.3. Let 𝑝1, 𝑝2 be particles at locations (0, 0, 0) and (0, 0, 𝑅), respectively. Then, the gravi-
tational potential at the location of particle 𝑝2 due to the smoothed mass of 𝑝1 is given by:

ΦN((0, 0, 𝑅)) = −𝐺𝑀
erf ( 𝑅2𝜎)
𝑅 ,

and the Newtonian gravitational field by:

gN((0, 0, 𝑅)) = 𝐺𝑀(
𝑒−𝑅2/4𝜎2

√𝜋𝑅𝜎
−

erf ( 𝑅2𝜎)
𝑅2 ) ẑ. (3.7)

Proof. Let 𝑓(𝑥, 𝑦, 𝑧) = −∇Φ(𝑥, 𝑦, 𝑧). Then the Fourier transform of 𝑓 is given by:

�̃�(𝑘𝑥 , 𝑘𝑦 , 𝑘𝑧) = ℱ{−∇ΦN(𝑥, 𝑦, 𝑧)}
= −𝑖kℱ{ΦN(𝑥, 𝑦, 𝑧)}

= −𝑖k(−4𝜋𝐺 �̃�
|k|2)

= 4𝜋𝑀𝑖 k
|k|2 𝑒

−𝜎2(𝑘2𝑥+𝑘2𝑦+𝑘2𝑧 )/2

At location (0, 0, 𝑅) we use a Gaussian to interpolate the gravitational field at that location, thus the
following shifted Gaussian is used:

𝑔(𝑥, 𝑦, 𝑧) = 𝑒−(𝑥2+𝑦2+(𝑧−𝑅)2)/2𝜎2

(2𝜋𝜎)3/2 .

In 𝑘-space this gives also is a Gaussian:

�̃�(𝑘𝑥 , 𝑘𝑦 , 𝑘𝑧) =
𝑒−𝜎2(𝑘2𝑥+𝑘2𝑦+𝑘2𝑧 )/2𝑒𝑖𝑘𝑧𝑅

(2𝜋𝜎)3/2 .

Now, using Parceval’s theorem and solving the integral in 𝑘-space results in:
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gN((0, 0, 𝑅)) =∭−∇𝜙(𝑥, 𝑦, 𝑧)𝑒
−(𝑥2+𝑦2+(𝑧−𝑅)2)/2𝜎2

(2𝜋𝜎)3/2 𝑑𝑥𝑑𝑦𝑑𝑧

=∭−𝑖 4𝜋𝐺𝑀(2𝜋𝜎)3
k
|k|2 𝑒

−𝜎2(𝑘2𝑥+𝑘2𝑦+𝑘2𝑧 )/2𝑒−𝜎2(𝑘2𝑥+𝑘2𝑦+𝑘2𝑧 )/2𝑒𝑖𝑘𝑧𝑅𝑑𝑘𝑥𝑑𝑘𝑦𝑑𝑘𝑧

=−𝑖4𝜋𝐺𝑀(2𝜋𝜎)3 ∫
2𝜋

0
𝑑𝜙∫

1

−1
𝑑𝑐𝑜𝑠(𝜃)∫

∞

0
𝑘cos(𝜃)𝑒𝑖𝑅𝑘cos(𝜃)−𝜎2𝑘2𝑑𝑘 ẑ

=−𝑖8𝜋
2𝐺𝑀

(2𝜋𝜎)3 ∫
∞

0
𝑘𝑒−𝜎2𝑘2 ∫

1

−1
𝑐𝑒𝑖𝑅𝑘𝑐𝑑𝑐𝑑𝑘 ẑ

=−𝑖8𝜋
2𝐺𝑀

(2𝜋𝜎)3 ∫
∞

0
𝑘𝑒−𝜎2𝑘2 (𝑒

𝑖𝑅𝑘 − 𝑒−𝑖𝑅𝑘
𝑅2𝑘2 − 𝑖𝑒

𝑖𝑅𝑘 + 𝑒−𝑖𝑅𝑘
𝑅𝑘 )𝑑𝑘 ẑ

=−𝑖8𝜋
2𝐺𝑀

𝑅2(2𝜋𝜎)3 ∫
∞

0
𝑒−𝜎2𝑘2 (𝑒

𝑖𝑅𝑘 − 𝑒−𝑖𝑅𝑘
𝑘 − 𝑖𝑅 (𝑒𝑖𝑅𝑘 + 𝑒−𝑖𝑅𝑘)) 𝑑𝑘 ẑ

=𝐺𝑀(𝑒
−𝑅2/4𝜎2

√𝜋𝑅𝜎
−

erf ( 𝑅2𝜎)
𝑅2 ) ẑ,

giving the desired gravitational field.

Now, the potential can be found by letting R be a variable and integrating from 0 to 𝑅, resulting in:

ΦN((0, 0, 𝑅)) = −𝐺𝑀(
erf ( 𝑅2𝜎)
𝑅 ) .

Thus, now that the gravitational field at location (0, 0, R) is known, it is possible to determine the
gravitational field at any location. Let F be a vector in ℝ3, then the gravitational field at the location F
is given by:

F
|F|𝐺𝑀(

𝑒|F|2/4𝜎2

√𝜋|F|𝜎
−

erf ( |F|2𝜎 )
|F|2 ) . (3.8)

3.1.3. Time iterations
By utilizing the obtained gravitational field, the positions and velocities of particles can be updated. This
process is carried out in small steps, denoted as 𝑑𝑡. The selection of 𝑑𝑡 is crucial and is determined
by the closest pair of particles within the simulation volume. The time step 𝑑𝑡 governs the position
changes through velocity Verlet integration. The velocity Verlet integration for a specific particle at
location r operates as follows, requiring the accelerations at the position of the particles instead of the
gravitational field, which can be derived using a = g:

r𝑡+𝑑𝑡 = r𝑡 + v𝑡𝑑𝑡 +
1
2a𝑡𝑑𝑡

2

v𝑡+𝑑𝑡 = v𝑡 +
1
2(a𝑡 + a𝑡+𝑑𝑡)𝑑𝑡

velocity Verlet integration offers several significant advantages. Its symplectic nature means that it
exactly preserves the symplectic two-form of the phase space, ensuring that the volume in phase space
is conserved over time. This property is crucial for the long-term stability of numerical simulations of
Hamiltonian systems, where preserving the qualitative behavior of the system is important.
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The method achieves second-order accuracy, which means that the local truncation error per step is
of the order of O(𝑑𝑡3) and the global error is of the order of O(𝑑𝑡2). This provides a good balance
between computational efficiency and accuracy, as it allows for reasonably large time steps without
sacrificing precision.

However, there are also disadvantages. It may not be as accurate for systems where higher-order
integration methods are necessary, such as Runge-Kutta integration. Furthermore, the fixed time step
𝑑𝑡 must be chosen carefully, as too large a time step can lead to instability, while too small a time step
can significantly increase computational cost.

3.1.4. Short-range Newtonian correction
A significant limitation of a particle mesh using any kind of smoothing is its inability to accurately de-
termine the gravitational potential and field for particle pairs that are within certain distances from each
other. This inaccuracy arises because such particle pairs are unable to approximate each other as
point masses and can even have overlapping masses. Because of this, particle mesh is inefficient as it
requires all particles to be at least a certain distance apart, necessitating a large grid. Thus, to prevent
this inaccuracy and allow for smaller grids, short-range corrections are introduced.

Due to the linearity of accelerations in the Newtonian regime, it is possible to remove the influence of
the particle mesh on the acceleration of a particle due to another particle elsewhere. This incorrect
acceleration can be removed using the analytical explanation found in Theorem 3.1.3, which is the
gravitational field that acts on a particle after interpolation from the grid due to another particle at a
certain distance. Hence, the interaction between pairs of particles can be removed whenever they are
within a radius 𝑟𝑐 where the two particles cannot approximate each other as point masses.

After removing the incorrect accelerations of all pairs of particles with a separation of less than 𝑟𝑐,
the correct accelerations need to be added. This is done using Equation (2.5), which represents the
acceleration of a point mass due to another point mass. Thus, after the short-range are applied to
these particle pairs, their interactions have reduced to direct particle-particle interactions without any
effect of the particle mesh, except for the numerical error introduced by the particle mesh.

Finding the distances between all the particles to determine which pairs should use the short-range
corrections has a computational complexity of order O(𝑛2), with 𝑛 being the number of particles. This
can be reduced to O(𝑛 log(𝑛)) with the use of Tree codes, such as the Barnes-Hut algorithm (Barnes
and Hut, 1986). This approach is not implemented, as it is only computationally beneficial when the
number of particles exceeds 10000, which will not be the case.

Onemight also consider applying short-range corrections directly to the potential on the grid itself. Thus,
within the same precomputed ball used to place the mass density on the grid, the potential of a pair of
particles is first removed using Theorem 2.1.3 and then added using Theorem 2.1.2. After the potential
on the grid is corrected, an interpolation step is still required to return to the original particle locations.
This method is less accurate than directly correcting the particles’ accelerations as a final interpolation
is required from the grid to the particles, which cannot be accurate if the potential represents point
masses.

One issue with these short-range corrections is that they cannot be used when a MOND effect is
present because of the non-linearity in the accelerations. This means that the corrections can only
be used when 𝜇( 𝑎𝑎0 ) ≈ 1. For the standard interpolation function, this is around an acceleration of
7𝑎0, which is when the interpolation function is above 0.99. Whenever the acceleration of a particle is
above this threshold, the particle will be approximated as fully Newtonian. There will always remain
some non-linearity in the accelerations; however, without the use of any short-range corrections the
results from the particle mesh are non-physical because of overlapping masses from the Gaussian
smoothing.

Softening parameter
Whenever two particles are close to each other, the time steps may be too large to accurately simulate
the particle-particle interactions in the short-range corrections. When a pair of particles are close to
each other, the change in position in a time step may be of the order of the distance between the two
particles. That means that it is possible for two particles to ”jump” to an unrealistically close distance,
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which causes the force action on the particles to be too high. This leads to instabilities in the simula-
tion and breaks the conservation of total energy. Hence, when calculating the gravitational force with
Equation (2.1) a softening parameter 𝜖 can be introduced to reduce this effect as follows:

𝐹1,2(𝑟) = 𝐺
𝑀1𝑀2
𝑟2 + 𝜖2 . (3.9)

3.2. Calculating the MOND gravitational potential and field
In most cases, the MOND Poisson equation cannot be solved analytically. However, it can be decom-
posed into a system of coupled linear partial differential equations (Visser et al., 2024):

⎧
⎪
⎪

⎨
⎪
⎪
⎩

∇ ⋅ gN = −4𝜋𝐺𝜌, ∇ × gN = 0,
F = gN +H, ∇ ⋅H = 0,

gM = 𝜈 (
|F|
𝑎0
)F, ∇ × gM = 0,

F = 𝜇 (
|gM|
𝑎0

)gM,

(3.10)

In this system, gN and gM represent the Newtonian and MOND gravitational fields, respectively.

The Newtonian gravitational field is found by using the previously described particle mesh method.
Thus, to find the MOND gravitational field, the final step is to solve for H. This is done using an
iterative process by initially assuming H = 0. Then, the MOND gravitational field gM can be expressed
as:

gM = 𝜈 (
|F|
𝑎0
)F = 𝜈 (|F|𝑎0

)gN

where 𝜈 ( |F|𝑎0 ) uses the inverse interpolation function, and gN is the Newtonian gravitational field.

Next, a new H can be calculated by first making gM curl-free and then using the relation:

H = F− gN = 𝜇 (
|gM|
𝑎0

)gM − gN

where 𝜇 ( |gM|𝑎0
) uses the interpolation function. Finally, H is made rotation-free. For computational

efficiency, FFTs are used to make gM and H curl-free and rotation-free, respectively. Iterating this
process should allow H to converge to the correct value (Visser et al., 2024).



4
Galaxy modelling

4.1. Galaxy models
To simulate a galaxy, one must choose a mathematical model. Starting with a Newtonian potential
avoids having to solve for the potential in the Newtonian Poisson equation. To place the particles in the
simulation, themass density function needs to be found by filling in the potential in the Poisson equation.
This can lead to extremely long equations for the density if the potential does not have any symmetry.
Alternatively, starting with a mass density provides an intuitive understanding of the mass distribution
within the galaxy. The drawback of this is that it is not always possible to analytically determine the
potential. Thus, beginning with a potential is the simplest approach.

Plummer Model
Before delving into complex galactic models, it is beneficial to start with a simple model to test numerical
approaches. The Plummer model (Plummer, 1911) is one such model, used to describe the potential
and density distribution of spherical stellar systems such as globular clusters and elliptical galaxies.
This model is particularly useful for testing because of its spherical symmetry and starts by defining a
Newtonian gravitational potential given by:

ΦN(𝑟) = −
𝐺𝑀

√𝑟2 + 𝑎2
,

and the corresponding mass probability density function for stellar mass is:

𝜌(𝑟) = 3𝑎2
4𝜋(𝑟2 + 𝑎2)5/2 .

The parameter 𝑎 serves as a scale parameter that determines the core radius of the stellar system. It
controls the extent to which the mass density is concentrated toward the center. A smaller 𝑎 results in
a more concentrated central density, while a larger 𝑎 spreads the density over a larger volume. This
parameter ensures a finite central density and a smooth transition of the density profile from the core
to the outer regions.

This probability density function comes from the Newtonian Poisson equation. Taking this potential as
the MOND potential, and then solving the MOND Poisson equation for the mass probability density
function is unnecessary, as we are only required to find a reasonable density function, after which the
used Newtonian potential is discarded.

Miyamoto-Nagai Model
Galaxies are often not fully spherical and can even be flat. The Miyamoto-Nagai model Miyamoto and
Nagai, 1975 is commonly used (Barros et al., 2016; Granados et al., 2017) to represent the potential
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of galactic disks of finite thickness, providing a more realistic approximation of the mass distribution in
spiral galaxies. The Newtonian gravitational potential is given in cylindrical coordinates by:

ΦN(𝑟, 𝑧) = −
𝐺𝑀

√𝑟2 + (√𝑧2 + 𝑏2 + 𝑐)
2
,

and the corresponding mass probability density function is:

𝜌(𝑟, 𝑧) = 𝑏2
4𝜋
𝑐𝑟2 + (𝑐 + 3√𝑧2 + 𝑏2)(𝑐 + √𝑧2 + 𝑏2)2

[𝑟2 + (𝑐 + √𝑐2 + 𝑏2)2]5/2(𝑧2 + 𝑏2)3/2

In the Miyamoto-Nagai model, the parameter 𝑏 represents the vertical scale height, which defines the
thickness of the disk. The parameter 𝑐 represents the length of the radial scale, which determines the
extent of the disk in the radial direction.

4.2. Sampling particle locations
Now that some density profiles are known, the next step is to distribute particles within the simula-
tion volume to perform the simulation. Starting with the probability density functions, a probabilistic
method is used to sample the positions of the particles. The resulting mass distribution must match
the original probability density function. In the one-dimensional case, the inverse transform sampling is
used. However, in the two-dimensional case, additional steps are required to ensure the correct mass
distribution.

4.2.1. Inverse transform sampling
Inverse transform sampling uses a probability density function to generate samples of projected radial
distances in one dimension. For simplicity, it is assumed that the probability density functions have
spherical or circular symmetry, so that spherical or polar coordinates can be used, respectively.

Definition 4.2.1. Let 𝑅 be a random variable on ℝ3, then the cumulative distribution function of 𝑅,
𝐹𝑅 ∶ [0,∞) → [0, 1] is defined by:

𝐹𝑅(𝑟) = ℙ(𝑅 ≤ 𝑟) = ∫
𝑟

−∞
𝑓𝑅(𝑥)𝑑𝑥, (4.1)

with 𝑓𝑅 the probability density function of 𝑅.

As a cumulative density function takes in a radial distance 𝑟 and returns a value in [0, 1], it is possible
to invert the cumulative density function to obtain radial distances based on random input 𝑢 ∈ [0, 1]. In
spherical coordinates, it is essential to choose both a polar angleΘ and an azimuth angle𝜙. Specifically,
Θ is sampled from the interval [0, 𝜋] and𝜙 from [0, 2𝜋]. In contrast, for polar coordinates, the polar angle
𝜙 is sampled only from the interval [0, 2𝜋].

Inverting a cumulative density function can be difficult, especially when a second variable is introduced,
and thus needs to be done numerically. Now, let 𝑢 ∈ [0, 1], then 𝑟 can be found by solving equation
𝐹(𝑟) − 𝑢 = 0. This is solved using the Newton-Raphson method. This method involves using an initial
guess 𝑟0 and then iterating 𝑟𝑛+1 = 𝑟𝑛 −

𝐹(𝑟𝑛)
𝐹′(𝑟𝑛)

. The initial value 𝑟0 = 1 is chosen as the radii should
always be possible.

It is theoretically possible for extremely large 𝑟 to be sampled such that a particle is outside the sim-
ulation volume, requiring the rejection of samples above a certain cutoff radius. Thus, it is important
to choose a probability density function that has almost all probability inside the simulation volume to
accurately simulate the mass density.

To reduce the high computational cost of using numerical integration and the Newton-Raphson method
for every sample, linear interpolation can be used by precomputing a set of radial distances from a set
of random values 𝑢 ∈ [0, 1].
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4.2.2. Multivariate sampling
In cylindrical coordinates, the sampling becomes more difficult as it is necessary to sample both the
radial component and the z-component. However, in the mass probability density functions, these two
are not separable. Therefore, it is necessary to use marginal probability density functions.

Definition 4.2.2. Let (𝑅, 𝑍) be random variables on ([0,∞), ℝ3), and 𝑓𝑅,𝑍 the probability density function
of (𝑅, 𝑍), then the marginal probability density function of 𝑅 is given by:

𝑓𝑅(𝑟) = ∫
∞

−∞
𝑓𝑅,𝑍(𝑟, 𝑧)𝑑𝑧 (4.2)

Now, by using inverse transform sampling, the radial distances can be sampled. However, since 𝑅 and
𝑍 depend on each other, it is necessary to sample 𝑍 based on a sampled 𝑅.
Definition 4.2.3. Let (𝑅, 𝑍) be random variables on ([0,∞), ℝ3), and 𝑓𝑅,𝑍 the probability density function
of (𝑅, 𝑍), then the probability density function of 𝑍, given 𝑅 is defined as:

𝑓𝑍|𝑅(𝑟, 𝑧) =
𝑓𝑅,𝑍(𝑟, 𝑧)
𝑓𝑅(𝑟)

(4.3)

So, by inverse transform sampling of the cumulative distribution function of 𝑓𝑍|𝑅(𝑟, 𝑧), using a sampled
𝑟 it is possible to sample a 𝑧.

4.2.3. Rejection sampling
Inverse transform sampling can be computationally intensive due to need to compute values for the
cumulative density function, which requires integration. Therefore, it might be beneficial to use rejection
sampling instead. Like inverse transform sampling, two samplings are performed: one for the radial
component and one for the z-component.

For sampling, minimal and maximal values for the radial and z-components need to be chosen. These
need to be carefully chosen based on the scale length parameters of the used model. The rejection
sampling for the radial component works as follows. Let 𝑟𝑚𝑎𝑥 ∈ ℝ such that ℙ(𝑟 > 𝑟𝑚𝑎𝑥) is negligible.
Then sample a value 𝑢1 from a uniform distribution in the interval [0, 𝑟𝑚𝑎𝑥]. To reject or accept the
value 𝑢1 a proposal distribution is needed. The requirement for this distribution is that it has values
always greater than the used probability density function. As a probability density function only has
values in [0, 1] a uniform distribution on the same interval is chosen. Now, sample a value 𝑢2 from this
new uniform distribution. If 𝑢2 > 𝑓𝑅(𝑢1), the sample is rejected; otherwise it is accepted. The sampling
for the z component is similar, only now 𝑢1 is sampled uniformly from [𝑧𝑚𝑖𝑛 , 𝑧𝑚𝑎𝑥] instead with the
requirement that ℙ(𝑧 ∈ (−∞, 𝑧𝑚𝑖𝑛) ∪ (𝑧𝑚𝑎𝑥 , ∞)) is negligible.
Due to the way in which the radial component is sampled in just one dimension, instead of in spherical
coordinates, the cumulative density function for the Plummer model in projected radial distances in one
dimension is analytically known by Equation (4.4). The real cumulative density function after including
the angles in the positions is given by Equation (4.5), where 𝜌 is modified so that the units are correct
for spherical coordinates.

𝐹(𝑟) = ∫
𝑟

0
𝜌(𝑟′)𝑑𝑟′ = 3𝑎2𝑟 + 2𝑟3

2(𝑎2 + 𝑟2)3/2 (4.4)

𝐹(𝑟) = ∫
𝑟

0
4𝜋𝑟′2�̃�(𝑟′)𝑑𝑟′ (4.5)

4.3. Rotation curves
After the positions of the particles are chosen, the initial velocities need to be determined. For both the
Plummer and Miyamoto-Nagai models, circular orbits are assumed.

Starting with the Newtonian regime, it is straightforward to analytically calculate an equation for the
rotation curve.
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Theorem 4.3.1. The rotation curve equation of a galaxy, assuming circular orbits under Newtonian
dynamics, is given by:

𝑣(𝑟) = √𝑟 𝑎N(𝑟), (4.6)

where 𝑣(𝑟) is the orbital velocity at a distance 𝑟 from the galactic center, and 𝑎N(𝑟) is the Newtonian
acceleration at that distance.

Proof. Let there be a particle of mass 𝑀 at a distance 𝑟 from the galactic center that is centered at the
origin of ℝ3. The centripetal force on this particle around the center of mass (the galactic center) is
given by:

𝐹 = 𝑀𝑣
2

𝑟 ,

where 𝑣 is the orbital velocity. Rewriting this in terms of acceleration, we get:

𝑎N =
𝑣2
𝑟 .

Rearranging this equation to solve for 𝑣, we obtain Equation (4.6).

For MOND, finding the rotation curve becomes more challenging because, according to system (3.10),
it is necessary to solve for H to determine the MOND accelerations. However, for simple systems, it
is often a reasonable approximation to use H = 0, which is exact for a system of one-dimensional or
spherical symmetry (Milgrom, 2010). Thus, the rotation curve equation for circular orbits in MOND can
be estimates as follows:

𝑣(𝑟) = √𝑟𝑎M(𝑟) = √𝑟𝑎N𝜈 (
𝑎N
𝑎0
) (4.7)

This approximation, though useful, becomes unusable as the complexity of the model increases. For
more complex systems a numerical method is needed. As the velocities are not required until incre-
ments of time are involved, the velocities can be determined at 𝑡 = 0 by first calculating the MOND
accelerations, and then converting that to an initial velocity for circular orbits. This gives the following
relation for the velocity:

𝑎𝑀 = 𝜈 (
|F|
𝑎0
)𝐹 = 𝑣2

𝑟 (4.8)
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Testing

5.1. Newtonian particle mesh
Beginning with a purely Newtonian particle mesh, the following numerical methods are tested for their
accuracy: I) mass density placement on a grid, II) potential calculation using Fourier transforms, III)
transition from potential to gravitational field using the finite central difference and spectral methods,
and IV) applying short-range corrections. These methods are evaluated on point masses, Gaussian
distributions, and circular and elliptical orbits.

5.1.1. Mass placement
To calculate the gravitational potential using the discrete Fourier transform from Theorem 3.1.2, it is
first required to place the mass density of all particles on a grid. For this, a Gaussian distribution of
unit variance is used, as is explained in Section 3.1.1. To reduce the computational cost of these mass
placements a pre-computed ball of vertex offsets is used. Figure 5.1A shows a smoothed solar mass
on a cubic 𝑁 = 128 grid, with the Gaussian distribution centered around the coordinate (64, 64, 64). By
visually inspecting Figure 5.1A it appears that a ball with a radius of 3 pixels would suffice; however,
as the radius increases, the number of vertices generally increases proportional to the square of the
radius. Therefore, even at a radius of 5 pixels there is a significant amount of mass, because a ball of
radius 4 can miss up to 0.7% of the total mass for each particle. Figure 5.1B shows the same mass,
but shifted by half a pixel in each direction, showing that a larger ball is required.

The reduction in mass in itself is not a problem as it would simply mean that all masses are slightly
lower than expected, but would result in accurate orbits for those smaller masses. However, another
problem with a ball with a radius of 4 pixels is that it leads to fluctuations in mass depending on where
the Gaussian distribution is centered inside a cell. Therefore, a ball with a radius of 5 pixels is more
suitable as in the worst case it contains 99.99% of the total mass.

An alternative is to normalize the placed mass inside the ball to the correct value, such that no mass
can be lost. This requires summing over and updating each vertex inside the ball, which is about the
same computational complexity as increasing the radius from 4 to 5 pixels at the cost of increasing
computational complexity.

When interpolating the gravitational field on the grid back to the location of the particles, the same ball
and Gaussian is used to maintain consistency, since the same argumentation as above also applies to
this interpolation.

Compared to a previous implementation (de Nijs et al., 2023), the computational performance of these
placements and interpolations has been significantly increased by using the Python package CuPy
(Okuta et al., 2017), which runs these on a GPU. Previously, the computational cost of all FFTs, in-
cluding the ones required for MOND, was equal to the cost of placing a thousand particles on the grid
(Visser et al., 2024). Because the FFTs are independent of the number of particles, the placement of
the particles becomes a bottleneck when there are more than a thousand. Now, the computational cost

29



30 5. Testing

of placing a thousand masses on a cubic 𝑁 = 128 grid has decreased by a factor of about 75, with both
implementations tested for a ball with a of radius 5 pixels. Hence, the computational bottleneck of the
simulations in this chapter will be the FFTs.

The computational cost of the FFTs can be reduced with the use of real-to-complex and complex-to-real
FFTs, instead of the complex-to-complex FFTs used in this implementation. This should halve the time
it takes for each FFT, as in one dimension in 𝑘-space the number of pixels can be halved. This feature
is not implemented because our simulations did not require this optimization.

Another improvement over the previous implementation is that the mass density no longer has to be
placed on a𝑁×𝑁×𝑁 grid by changing how the kmatrix is generated for the calculation of the Newtonian
potential in 𝑘-space. This is done by scaling the k-matrix differently in each direction as the spacing in 𝑘-
space is dependent on the number of pixels in each given direction. This greatly increases performance
for the computation of the FFTs where a cubic grid is not required. For example, a 256 × 256 × 64 grid
contains only one-quarter of the total number of vertices compared to a 256 × 256 × 256 grid.

Figure 5.1: A: A 2-dimensional slice of a 128 × 128 × 128 grid on which a single particle of solar mass is placed. The mass
is smoothed using a Gaussian distribution, with a variance of 1, centered around the vertex (64, 64, 64). The mass density is
plotted for 𝑧 = 64, going through the center of the mass on the xy-plane, and on a logarithmic scale, so that most mass can be
easily seen. B: The same smoothed mass, now centered around the coordinate (64.5, 64.5, 64.5).

5.1.2. Gravitational potential and field
Now, using this density grid Theorem 3.1.2 is used to calculate the potential. Figure 5.2 shows the
potential of a smoothed solar mass on a cubic𝑁 = 128 grid with 𝐿 = 1AU. It also contains the analytical
expression for the potential as determined in Theorem 2.1.3. This expression does not seem to match
the numerical values at all. This is due to a shift in the potential introduced by the Fourier transforms,
which averages the potential to zero. This offset is added to the analytical expression by taking the
difference between the lowest numerical and analytical values and then adding that difference to the
analytical expression.

The shifted analytical expression visually matches the numerical values, except at the edges of the



5.1. Newtonian particle mesh 31

Figure 5.2: The Newtonian potential of a single smoothed solar mass, placed on a 128 × 128 × 128 grid with spacing of 1 AU.
The mass is smoothed using a Gaussian distribution with a variance of 1, centered around (64, 64, 64). Due to the spherical
symmetry of the potential, only the 𝑥 direction through the center of the mass is shown. The blue line represents the theoretical
Newtonian gravitational potential, and the orange line represents a shifted version, where the bottom corresponds to the lowest
numerical value.

grid. This error is introduced by the periodic boundary conditions of the discrete Fourier transform,
which create virtual copies in real space that influence the potential at these boundaries. When many
particles are involved, this shift may have a significant effect on the potential energy. Without correcting
for this shift, it may not be possible to accurately calculate the gravitational potential energy. Thus,
when calculating the potential energy, it must be compared with the field energy using Equation (2.23),
because the field energy does not include this shift. This shift does not have any effect on the dynamics
of the simulation, as calculating the gravitational field eliminates any offset by taking the gradient of the
potential.

Before calculating the MOND gravitational field, it is necessary to check the accuracy of its Newto-
nian counterpart. Figure 5.3A shows the numerical gravitational field, in the x-direction, created by a
smoothed mass on a cubic 𝑁 = 64 grid with 𝐿 = 1AU, centered around the coordinate (32, 32, 32).
The corresponding analytical equation from Theorem 2.1.3 is also plotted and visually matches the
numerical values.

At distances within a radius of 4 pixels from the center of the mass, the numerical values visually diverge
from the Newtonian gravitational field of a point mass. This is caused by the smoothing of the mass
density using a ball with a radius of 5 pixels. As this smoothing contains a relatively small amount of
matter at the outer edges of the ball, a particle can already be somewhat approximated as a point mass
at a distance of 4 pixels. This approximation, while not completely accurate, enables for a much denser
packing of particles on the grid without the need for short-range corrections.

Figure 5.3C shows similar results, but now using the central finite difference method instead of the
spectral method. To determine which is better, Figures 5.3B/D show the absolute error between the
numerical and analytical values for the central finite difference and spectral methods, respectively. The
spectral method, compared to the central finite difference method has a smaller absolute error near the
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Figure 5.3: A: The Newtonian gravitational field created by a single smoothed solar mass, placed on a 64 × 64 × 64 grid with
spacing of 1 AU. The mass is smoothed using a Gaussian distribution with a variance of 1, and centered around (32, 32, 32). Due
to spherical symmetry of the gravitational field, only the 𝑥 direction through the center of the mass is shown. The dots represent
the numerically calculated gravitational field using the spectral method for differentiating the Newtonian potential, known only at
the vertices. The blue line shows the expected analytical values for a Gaussian smoothing. The orange line is the Newtonian
gravitational field of a point mass without smoothing. C: Instead of the spectral method, the central finite difference method is
used. B/D: The blue dots represent the absolute error between the numerical and analytical gravitational fields for a Gaussian
distribution from figure A and C, respectively.

center of the mass. However, at slightly larger distances from the center, the central finite difference
method is better because at these distances it has a significantly smaller absolute error compared to
the spectral method.

As the gravitational field rapidly decreases at larger distances from the mass, a large absolute error
farther from the mass is relatively more significant than a large absolute error near the mass. Further-
more, at short distances the gravitational field of a point particle is much larger than that of a smoothed
mass; thus, after applying the short-range corrections from Section 3.1.4, these absolute errors be-
come relatively less significant. Another downside of the spectral method is that it introduces aliasing
effects, whilst the central finite difference method smooths these out. Overall, for these reasons, the
central finite difference method is preferred over the spectral method.

5.1.3. Short-range corrections
Now that the Newtonian gravitational field can be accurately determined on the grid, it needs to be in-
terpolated back to the location of the particles using the same Gaussian used to place the mass density
on the grid. The expectation is that the interpolated gravitational field matches Theorem 3.1.3, as it
represents the interpolated gravitational field acting on a particle due to another mass elsewhere.

Figure 5.4A illustrates the gravitational field acting on a point mass in the x-direction, resulting from
a smoothed solar mass located at a certain separation along the same direction. These values are
obtained using a cubic𝑁 = 128 grid, with 𝐿 = 1AU. The numerical values and the analytical expression
of Theorem 3.1.3 visually match. The expected gravitational field for a point mass is also shown and
merges with the numerical values at a separation of 5.5 pixels. This implies that a smoothed mass,
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using a Gaussian distribution with unit variance, can only be accurately approximated as a point mass
at distances greater than 5.5 pixels. Figure 5.4B shows the absolute error between the analytical
expression and the numerical values for the interpolated gravitational field. The error is largest at a
separation of 0.8 pixels, around 0.8%, and is below 0.2% after a separation of 1.5 pixels.
The significantly higher error at low separations is not an issue. After applying short-range corrections,
the gravitational field should align with that of a point particle, which is larger than that of a smoothed
mass. This suppresses the relative error as the absolute value of the gravitational field increases, while
the error remains unchanged. Figure 5.5A shows this in action. It shows the gravitational field acting on
the same two particles, but now the gravitational field after interpolation is corrected using short-range
corrections. Figure 5.5B contains the absolute error between the corrected numerical values and the
analytical gravitational field for a point mass. The absolute error remained unchanged from that shown
in Figure 5.4, which is expected, since the corrections do not significantly affect the error due to the use
of an analytical equation. Now, the maximum relative error between the numerical and analytical values
decreased from 0.8% without corrections to 0.2% with corrections, while also improving the dynamics
of particles in close proximity.

Similar tests were carried out using smaller cubic grids with 𝑁 = 64 and 𝑁 = 96. These tests showed
similar results at small separations but higher absolute errors at larger separations. This is because
the particles are closer to the edges of the grid, causing virtual copies in real space introduced by the
Fourier transforms to have a greater impact.

In general, the results in Figure 5.4 and Figure 5.5 show that the use of short-range corrections is
allowed because the analytical expression of Theorem 3.1.3 matches the numerical values, with the
relative error between the numerical and analytical expressions decreasing at small separations after
corrections compared to before corrections.

Figure 5.4: A: The gravitational field after interpolation acting on a point mass due to a smoothed solar mass at certain separa-
tions. The blue and orange line represents the expected analytical values for the gravitational field due a smoothed and point
mass, respectively. These values were obtained using an 128 × 128 × 128 grid, with the edges having a length of 1 AU. B: The
absolute error between the numerical values and the analytical expression for a smoothed mass.
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Figure 5.5: The gravitational field after interpolation acting on a point mass due to a smoothed solar mass after the use of short-
range corrections at certain separations. The blue and orange line represents the expected analytical values for the gravitational
field due a smoothed and point mass, respectively. These values were obtained using an 128 × 128 × 128 grid, with the edges
having a length of 1 AU. For visualisation, the first 8 data points have been left out from the graph, but are included in error
analysis. B: The absolute error between the numerical values after short-range corrections and the analytical expression for a
point mass.

Circular orbits
Since smoothed particles can be fully approximated as point masses at a separation of 5.5 pixels from
their center, it is necessary to apply short-range corrections only for pairs of particles with a separa-
tion less than that. To reduce the computational cost of these corrections, the separation at which
corrections are applied can be reduced at the cost of accuracy.

Figure 5.6A shows two simulations, one with and one without short-range corrections, of two particles
in circular orbit around a common center of mass. Their velocities are initialized in the xy-plane, and
they are placed at a separation of 2 pixels on a cubic 𝑁 = 64 grid, with 𝐿 = 1AU. The two simulations
ran for 1000 time steps, each representing 3 days. Figure 5.6A, shows that the orbits of the simulation
without corrections do not retain their circularity. This is caused by the density smoothing, which does
not result in the correct gravitational field at low separations due to overlapping mass density. The orbits
in the simulation with short-range corrections retain circularity over time. The maximum deviation from
the circular trajectory, approximately 0.4%, occurs when one of the particles reaches the halfway point
of its orbit. After this point, the error decreases and the particle returns to its initial position.

Figure 5.6B shows the total, potential, kinetic, and field energies. The relation between the potential
and the field energies of Equation (2.23) holds. This indicates that the potential energy is reasonably
accurate, despite the shift introduced in the potential by the Fourier transforms. The Virial theorem does
not seem to hold. This is because the potential and field energies are calculated for smoothed masses,
whereas the Virial theorem is derived from point masses. Both simulations show that the total energy
remains constant, with only minor oscillatory behavior caused by numerical errors. The fact that the
total energy remains constant without corrections indicates that the velocity Verlet integration works as
intended, showcasing its energy-conservation capability. Without short-range corrections, the kinetic,
potential, and field energies fluctuate over time, which is not expected for circular orbits. This effect
disappears after the use of corrections, which means that the energies show that the orbital dynamics
have improved significantly.
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Figure 5.6: A: Two particles placed on a 64 × 64 × 64 grid, with each edge having a length of 1 AU, at an initial separation of
2 pixels. Each particle is initialized with the mass equivalent to one solar mass and an initial velocity for circular orbits around
the common center of mass in the xy-plane. The simulation ran for 1000 time steps, each step representing 3 days. The filled
and dashed lines represent two different runs, with the dashed lines having no analytical corrections applied while the filled
lines do. B: The total, kinetic, potential, and gravitational field energies of the two simulations are shown in blue, green, yellow,
and red, respectively. The energies for the simulation without correction also have a straight dashed line plotted through them,
representing the average energies.

.

Elliptical orbits
Not all orbits are circular, they can also be elliptical. Thus, it is necessary to check the accuracy of
these kind of orbits, with and without the use of short-range corrections.

Figure 5.7A shows two particles in an elliptical orbit. They are initialized similarly to the circular orbits,
but now at 2/5-ths the required velocity for circular orbits. The initial separation between the two parti-
cles is increased from 2 to 10 pixels to observe the effect when short-range interactions are enabled as
the particles approach a distance of 5 pixels and subsequently disabled when they move outside that
range. The simulation ran for 1000 time steps, with each time step now representing 2 weeks instead
of 3 days. The orbits in the simulation without the use of short-range corrections show that the orbits
deviate over time. This is due to the smoothing of the particles that overlap when the particles are
within a 5 pixel distance from each other, which results in an inaccurate gravitational field. The use of
short-range corrections mostly removes this deviating effect. However, it is not completely removed.
This is mainly due to the choice in the size of the time steps. When the two particles are at their nearest,
they require a smaller time step compared to when they are farther apart. Decreasing the size of the
time steps also decreases the deviation in the orbits. Hence, a balance needs to be made between
short-range accuracy and higher computational cost at larger separations.

Figure 5.7B shows the total, kinetic, potential, and field energies of the two simulations. The potential,
kinetic, and field energies behave similarly with and without corrections. It shows that the relation
between the potential and the field energies of Equation (2.23) also holds for elliptical orbits, indicating
that the potential energy is accurate. The difference between the two simulations is visible whenever
the two particles are at their nearest, which is when the kinetic energy is at its highest. Here, the
kinetic energy is slightly larger with correction compared to that without. This is an expected result, as
density smoothing leads to lower velocities due to overlapping mass densities, which cancels a part of
the force acting on the particles. Additionally, a significant part of the density is at distances greater
than those expected for point masses, resulting in reduced forces, velocities, and kinetic energy. This
also explains why the orbits in Figure 5.7A deviate over time is because the velocities are too small
whenever the two particles are in close proximity.

For the total energy of the simulation with short-range corrections, Figure 5.7B appears to indicate
that it is not maintained properly whenever the two particles are at their nearest. These changes in
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Figure 5.7: A: two particles of solar mass placed on an 64 × 64 × 64 grid, with each edge having a length of 1 AU, at an initial
separation of 10 pixels. The velocity of the particles are initialised in the xy-plane at 2/5-ths the velocity required for circular
orbits around their common center of mass. The simulations ran for 1000 time steps, each representing 2 weeks. The filled lines
represent a simulation where analytical corrections are applied, whilst the dashed line are without. B: The total, potential, kinetic,
and field energies are shown in blue, orange, green, and red, respectively. For the last three energies their average energies
are plotted as straight lines.

total energy do not come from incorrect orbital mechanics, but come from the fact that the potential
and field energies are calculated from the potential grid, without the use of short-range corrections.
However, the kinetic energy does contain the effect of short-range corrections as the accelerations,
and thus the velocities, of the particles are corrected. When particles move outside a range of 5 pixels,
where no corrections are applied, the total energy returns to its original value before corrections are
applied.

The kinetic, potential, and field energies show a shift over time when corrections are applied, compared
to when they are not. This, in combination with the change in kinetic energy of the energies, shows
that the orbital dynamics are significantly influenced by the short-range corrections.

Inaccuracies
Now that the particle mesh can accurately simulate circular and elliptical orbits, there are a few issues
that need to bementioned. If time steps are too small, it becomes computationally expensive to simulate
entire orbits. However, if the time steps are too large, the results will be inaccurate because the particles
”jump” over each other because the distance traversed in a time step can be too large. In some cases
involving a lot of particles, two particles near each other can also jump too closely together. When
short-range corrections are applied, this creates an unrealistically high acceleration that shoots these
two particles out of the system. This increases the total kinetic energy of the system by too much,
breaking the conservation of total energy. A solution to still keep relatively high time steps without
fully breaking the conservation of total energy is the introduction of a softening parameter; see Section
3.1.4. This parameter artificially increases the distance between two particles during the application
of short-range corrections. This parameter must be set such that it only has a significant influence at
really short distances, which are already small when using short-range corrections, and is negligible
farther away.

Figure 5.8A shows two particles initialized in the same way as in Figure 5.7, but now with an initial
separation and a velocity of 5 pixels and a third the velocity of circular orbits, respectively. The figure
shows that the use of a softening parameter, in this case 𝜖 = 0.5 pixels, turns unstable orbits into stable
ones. As the need to use a softening parameter indicates that time steps were too large in the first
place, a trade-off must be made between the computational cost of decreasing the size of the time
steps and the inaccuracies introduced by time steps that are too large.

Figure 5.8B shows that the energies for the simulation without the use of a softening parameter do
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not follow the conservation of the total energy. This is because when the two particles are too close
in proximity, they receive an unrealistic acceleration in the short-range correction, which increases the
kinetic energy way beyond what should be allowed. With the use of the softening parameter, there are
still bumps in the total energy whenever the two particles are at their nearest. This is expected as the
kinetic energy is calculated after the application of corrections, whilst the potential and field energies
are not.

Figure 5.8: A: Two particles of solar mass orbiting each other at an initial velocity of third that for circular orbits. The particles
are placed on a 64 × 64 × 64 grid, with each edge having a length of 1 AU. The simulation ran for 1000 time steps, each step
representing 2 weeks. The full orange and blue lines are orbits with the use of a softening parameter of 𝜖 = 0.5 in the analytical
corrections. The dashed lines are the orbits without using a softening parameter. B: The total, potential, kinetic and gravitational
field energies corresponding to the two simulations colored in blue, orange, green and red, respectively.

5.2. MOND particle mesh
Using the Newtonian gravitational field, the MOND gravitational field is determined using an iterative
process, as described in Section 3.2. Figure 5.9A shows the MOND gravitational field of a single
smoothed solar mass in deep-MOND on a cubic 𝑁 = 128 grid, with 𝐿 = 100000AU. The Gaussian
distribution of the mass density is centered at (64, 64, 64). For a solar mass, the transition between the
Newtonian and deep-MOND regimes starts at around 7000 AU. To find the H-field, four iteration steps
are used, but one iteration often suffices when the spatial steps are small compared to the width of the
Gaussian distribution (Visser et al., 2024).

The analytical equation for a smoothed point mass in deep-MOND is known from Corollary 2.2.4 and is
plotted together with the numerical values. Figure 5.9B shows the absolute error between the numerical
and analytical values. The error increasing near the mass is similar to the Newtonian counterpart in
Figure 5.3.

However, now there is a significant oscillatory behavior in the gravitational field and error. These oscil-
lations are introduced by the Fourier transforms used in the iterative process to go from the Newtonian
to the MOND gravitational field. To smooth out these oscillations and significantly reduce error at dis-
tances greater than 3 pixels, a smoothing is applied using another Fourier transform. By transforming
the gravitational field on the grid back to 𝑘-space, calculating the potential, and then going back to the
gravitational field in real space, the oscillations are effectively removed, which can be seen in Figure
5.9C/D. This comes at the cost of increasing the error near the center of the mass. However, at these
distances the gravitational field is inaccurate because of the smoothing of the mass density. Hence,
for accurate simulations in deep-MOND no pair of particles may be within a range of 5 pixels anyway.
Thus, at the cost of additional Fourier transforms, the error in the gravitational field can be significantly
reduced.

For distances near the mass, the absolute error is relatively small compared to the gravitational field
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at these distances. However, for larger distances this error is significant, causing a large mismatch
between the numerical and analytical values. This mismatch arises because the MOND potential does
not approach zero as the distance increases to infinity; instead, it behaves like a logarithm, which
continues to increase indefinitely. Consequently, due to the periodic boundary conditions of the discrete
Fourier transforms, the copies of the particle have a greater impact on the MOND potential than they
would have in the Newtonian case. Testing showed that, due to this behavior, in extreme cases, at
most the inner 2𝑁𝑥3 × 2𝑁𝑦

3 × 2𝑁𝑧
3 of the grid can be used in the MOND particle mesh.

Due to not being able to apply short-distance corrections in MOND, a wide binary system from (Visser
et al., 2024) is used to determine the closest particles can be before the particle mesh returns non-
physical results. Figure 5.10A shows two particles in the wide binary in deep-MOND with a mass
ratio of 3 ∶ 2, with the outer mass having the largest mass, and the smaller being one solar mass.
The particles are placed on a cubic 𝑁 = 64 grid and initialized at a 2.5 pixel separation, with 𝐿 =
100000AU. The simulation ran for 1000 time steps, each representing 80000 years. The figure shows
that the orbits remain stable at this separation, even though they are not perfectly circular. Reducing
the separation below 2.5 pixels causes the orbits to significantly lose their circular shape. Thus, when
modeling particles for which corrections cannot be applied, it is important to check whether the particles
are at least 2.5 pixels apart, whilst keeping them far away from the edges of the grid.

When particles are neither fully in the Newtonian or deep-MOND regimes, the interpolation function
determines the transition between these two regimes. Figure 5.11A shows the gravitational field under
the standard interpolation function of a smoothed solar mass. The particle is placed at coordinate
(64, 64, 64) on a cubic 𝑁 = 128 grid. The figure also contains the analytical expression derived in
Corollary 2.2.2, together with the analytical expressions for the Newtonian and deep-MOND regimes.
To see the transition between the two regimes, 𝐿 = 1000AU is used. That means that the gravitational
field of the particle should start to transition from the Newtonian to the deep-MOND regime at a distance
of around 7 pixels. Indeed, Figure 5.11A shows that the numerical results clearly diverge from the
Newtonian gravitational field at a distance of about 6 pixels and are clearly in the deep-MOND regime
after 20 pixels. Figure 5.11B shows the absolute error between the analytical and numerical values
and behaves similar to the absolute error of a particle in deep MOND.
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Figure 5.9: A: The gravitational field of a smoothed point particle with solar mass on a 128×128×128 grid, centered at coordinate
(64, 64, 64). The edges of the pixels have a length of 100000 AU, ensuring the shown gravitational field is that of deep-MOND.
Through the numerical values, black dots, an analytical solution is plotted, blue line. B: The absolute error between the numerical
and analytical values.

Figure 5.10: A: Two particles with a mass ratio of 3 ∶ 2, with the lower being one solar mass, in deep-MOND on an 64× 64× 64
grid, with each edge having a length of 100000 AU. The particles are initialised such that they should always remain at a
separation of 2.5 pixels, with the outer particle having the most mass of the two. The simulation ran for 1000 time steps, each
step representing 80000 years. B: The corresponding total, potential, kinetic and gravitational field energies, colored in blue,
orange, green and red, respectively.
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Figure 5.11: A: The MOND gravitational field, using the standard interpolation function, of a smoothed solar mass on a 128 ×
128 × 128 grid, centered around (64, 64, 64). The edges of the pixels have a length of 1000 AU, such that both Newtonian
and deep-MOND effects are expected. The analytical expressions for the Newtonian, deep-MOND, and standard interpolation
function gravitational field are shown in orange, green, and blue, respectively. B: The absolute error between the numerical
values and the analytical expression using the standard interpolation function.
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5.3. Galactic simulations
5.3.1. Probabilistic sampling

Figure 5.12: The Plummer, and Miyamoto-Nagai mass density functions sampled 10000 times using the rejection sampling
method. The Plummer model, the solid blue line, uses a scale length of 𝑎 = 10 pixels. Using this same scale length, the analyti-
cally known expression for the cumulative density function of the Plummer model is plotted as a dashed red line. The Miyamoto-
nagai, the orange solid lines, model uses the scale lengths 𝑏 = 15, and 𝑐 = 0.04 pixels for the radial and z-components,
respectively.

To simulate a galactic disk or sphere, particle locations are sampled. The Plummer and Miyamoto-
Nagai models are used to simulate a sphere and disk, respectively. Both are sampled using the rejection
sampling method. The inverse transform sampling method was also tested and gave similar results at
a much larger computational cost. This is due to the extra steps that involve the numerical computation
of integrals and the use of the Newton-Raphson method to find the inverse cumulative density function,
which rejection sampling does not require.

Figure 5.12 shows the cumulative probability for the radial component of the bulge, and the radial
and z-component of the disk. Both are sampled 10000 times to check for unexpected behavior. The
sphere’s scale length is set to 𝑎 = 10, resulting in a sphere with an approximate radius of 20 pixels.
Consequently, the sphere’s diameter is 40 pixels, allowing it to fit comfortably within a a cubic 𝑁 = 96
grid, keeping particles well away from the grid’s edges. For the disk, scale lengths of 𝑏 = 15 and
𝑐 = 0.04 are used. This disk has a radius of 70 pixels and a thickness of 0.4 pixels, fitting well within a
192 × 192 × 64 grid.

For the sphere, the analytically known cumulative density function of Equation (4.4) is also shown. Note
that the radial component is sampled before assigning angles and is thus compared to the analytical
equation for the projected radial sampling in one dimension. That the analytical equation and the
sampled cumulative probability match indicate that the rejection sampling works as expected.

5.3.2. Plummer model
To simulate the Plummer model, a cubic 𝑁 = 96 grid is used. Instead of the 10000 samples used to
test the rejection sampling, in this simulation only 400 particles are used. This number of particles is
chosen to ensure that there is enough separation between the particles when using MOND.

The downside of the short-range corrections is that they may only be applied when the acceleration
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of the particles can be approximated as fully Newtonian. That is, the interpolation function close to
1. For this simulation, the standard interpolation function is used. This means that to use short-range
corrections, 𝐿 must be chosen such that the particles near the center of the galaxy are fully Newtonian.
This is also helped by the use of an additional mass placed at the center of the galaxy, which represents
a black hole containing 25% of the total mass. Then, surrounding this central mass, all particles within
a radius of 1 pixel are removed to prevent instability directly after starting the simulation, as seen in
Figure 5.8. This reduced the total number of particles to 352. To further prevent instability over time
due to the use of large time steps, a softening parameter of 𝜖 = 0.05 pixels is used. The need for
these adjustments can be prevented by introducing adaptive time-stepping, meaning that whenever
two particles are close to each other, they are simulated using smaller and more time steps. This
significantly complicates the simulation, and that is why this approach is not implemented.

Figure 5.13 shows the behavior of the interpolation function in the first time step when 𝐿 = 0.7 kpc
and at a total mass of 200 billion solar masses. Short-range corrections are only used for particles for
which the interpolation function is above a 0.99 threshold, so that they can be approximated as fully
Newtonian and if there are any other particles within a 5 pixel radius.
Now, it is important to check whether most of the pairs of particles for which no correction is applied
have a separation of at least 2.5 pixels, so that the orbits remain somewhat accurate as in Figure 5.10.
This can be seen in Figure 5.14, which shows these separations in the first time step. There are some
pairs of particles for which the separation is less than 2.5 pixels, but the number of pairs for which
this is the case is small. This could have been avoided by adjusting the way the angles are chosen
when sampling so that when a pair of particles is outside the Newtonian regime and has a separation
less than 2.5 pixels, new angles are selected. However, this adjustment comes at the cost of further
deviating from the Plummer model, which is why this is not implemented.

Under these conditions, the simulation was run four times: twice fully Newtonian, one with and one with-
out short-range corrections; and twice using MOND, again with and without corrections. Figure 5.15A
shows the energies for the Newtonian simulations, which ran for 2000 time steps, each representing
12500 years. The simulation without corrections shows that the total energy is stable. However, the
potential and field energies seem to increase and decrease over time. This indicates that the sphere
is not fully stable, spreading out, and then retracting over time, which is unexpected behavior, as the
sphere should remain stable. This effect is reduced in the simulations with corrections. Both simula-
tions show that the relation between the potential and field energies of Equation (2.23) holds, which is
expected for Newtonian simulations. This indicates a significant improvement in the orbital dynamics
of the particles.

However, the simulation with corrections shows that the total energy is not constant over time. This is
primarily caused by the instabilities seen in Figure 5.8 , even after emptying a 1 pixel radius from the
central mass and using a softening parameter. These instabilities cause an unrealistic increase in the
velocities and thus kinetic energy over time, which also increases the total energy.

Figure 5.15B shows the results using MOND, again with and without the use of short-range corrections.
The simulation without corrections is very similar to its Newtonian counterpart. The only difference is
that the relation between the potential and field energies no longer holds. This shows that there is a
significant MOND effect in the simulation. Again, the simulation with corrections shows that the kinetic,
potential, and field energies are much flatter, indicating that the sphere is more stable with than without
the use of short-range corrections.

Although some limitations were necessary to simulate the Plummer model, the results indicate that
under these conditions, the use of short-range corrections led to more stable and presumably more
physical outcomes compared to simulations without these corrections.
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Figure 5.13: The values of the standard interpolation for the Plummer model, with a blue line to indicate the 0.99 threshold.

Figure 5.14: A histogram of the separation between all pairs of particles in the Plummer model for which no short-range correc-
tions are applied.
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Figure 5.15: A: The energies of Newtonian simulations of a galactic sphere using the Plummer model. The sphere is initialised
with 400 particles, each having a mass of 375 million solar masses. A stabilising mass is added at the center of the disk, with
a mass of 50 billion solar masses, which is 25% of the total mass. The particles are placed on a 96 × 96 × 96 grid, with each
edge having a length of 0.7 kpc. The simulation is run twice: once with analytical corrections and once without. The filled lines
represent the simulation with analytical corrections, while the dashed lines represent the simulation without. Each simulation is
consists of 1000 time steps, each representing 12500 years. B: The same simulations, but now using MOND, with again the
filled and dashed lines representing a simulation with and without the use of corrections, respectively.
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5.3.3. Miyamoto-Nagai model
The Miyamoto-Nagai model is simulated similarly to the Plummer model, but now on a 192 × 192 × 64
grid, with 𝐿 = 0.45 kpc. The removal of particles within a radius of 1 pixels from the center reduced their
number from 400 to 371. Under these conditions, Figure 5.16 shows the behavior of the interpolation
function. Now, compared to the Plummer model, there is a significant increase in the particle for which
no corrections may be applied.

Placing the particles such that most pairs of particles are at a separation of 2.5 pixels whenever no
short-range corrections are applied is difficult. This can be seen in Figure 5.17, where many pairs of
particles have a separation of less than 2.5 pixels. This means that for those pairs the simulation is
inaccurate. This could have been somewhat 𝐿, such that more particles can be approximated as fully
Newtonian. However, due to the shape of the disk, there will remain a significant amount of particle
paris within a separation of 2.5 pixels as the histogram in Figure 5.17 shifts to the left.

Figure 5.18A shows the results for the Newtonian simulations. The total energy without short-range
corrections remains constant, with the same effect in the gravitational potential and field energies as in
the Plummer model. This indicates that the radius of the disk first increases and then decreases, which
is nonphysical behavior. With the use of short-range corrections, this behavior is significantly reduced,
as is desired.

Figure 5.18B shows the simulations using MOND. Now, there is an unexpected result. The total energy
seems to increase with time, even without the use of short-range corrections. This indicates that some
energy is leaking into the system. The most likely cause of this is due to the choice in the number of
pixels in the z-direction, which potentially leads to influence of copies in real space due to the periodicity
of the discrete Fourier transforms. However, increasing the number of pixels significantly increases the
computational cost of the simulation, which seems impossible to prevent in this case. The simulation
with short-range corrections shows a similar trend, but should still lead to a more physical result due to
the increase in accuracy of the obits near the center of the disk.

Figure 5.16: The values of the standard interpolation for theMiyamoto-Nagai model, with a blue line to indicate the 0.99 threshold.
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Figure 5.17: A histogram of the separation between all pairs of particles in the Miyamoto-Nagai model for which no short-range
corrections are applied.

Figure 5.18: A: The energies of Newtonian simulations of a galactic disk using the Miyamoto-Nagai model. The disk is initialised
with 400 particles, each having a mass of 375 million solar masses. A stabilising mass is added at the center of the disk, with a
mass of 50 billion solar masses, which is 25% of the total mass. The particles are placed on a 192 × 192 × 32 grid, with each
edge having a length of 0.45 kpc. The simulation is run twice: once with analytical corrections and once without. The filled lines
represent the simulation with analytical corrections, while the dashed lines represent the simulation without. Each simulation is
consists of 1000 time steps, each representing 12500 years. B: The same simulations, but now using MOND, with again the
filled and dashed lines representing a simulation with and without the use of corrections, respectively.



6
Conclusions and Research

Recommendations

6.1. Conclusions
This paper has introduced several methods to increase the accuracy of the particle mesh method for
both Newtonian and modified Newtonian dynamics.

Firstly, themass density is placed onto the grid using a pre-computed vertex ball with a radius of 5 pixels.
Using a GPU, a 75-fold improvement in speed is achieved for mass placement onto the grid.

Secondly, the fourth-order central finite-difference method is used instead of the spectral method. This
approach demonstrated less error farther away from a mass compared to the spectral method. This
reduction in error is desirable because, after short-range corrections, the error near the mass becomes
relatively less significant than the error farther away.

Then, short-range corrections are applied to correct the accelerations of particles in the Newtonian
regime. This is necessary because when two particles are in close proximity, they cannot approximate
each other as point masses due to the overlapping mass density introduced by Gaussian smooth-
ing.

These corrections are first tested by placing two particles at a certain separation and calculating the
gravitational field acting on one of them. The correction proves successful, as the maximum error
between analytical and numerical values is at most 0.2%.

For two particles in circular orbit with a separation of 2 pixels, the maximum error in their orbit is only
0.4% after short-range corrections are applied. Without these corrections, the orbits of the two particles
are not circular, as can also be seen in the oscillations of their kinetic, potential, and field energies.
With and without short-range corrections, the total energy remains constant with minimal numerical
error. Thus, the use of short-range corrections is effective in improving the orbital dynamics of circular
orbits.

For elliptical orbits, short-range corrections also result in a significant improvement. However, when
two particles get too close to each other, the choice of time steps must be based on their nearest
approach to prevent large errors. This can lead to very small time steps, significantly increasing the
computational cost of simulating orbits. To address this, a softening parameter is introduced and tested
to increase the length of the time steps at the cost of some accuracy. This parameter allows for larger
time steps, stabilizing unstable orbits, and improving the conservation of total energy.

In MOND, short-range corrections can only be used when both particles are fully in the Newtonian
regime. The accuracy between particles in MOND needs to be tested for low separations. For this, two
particles are placed into circular orbits in deep-MOND at a separation of 2.5 pixels. The orbits remain
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visually circular but lose their circularity as this distance decreases. Thus, in MOND, it is crucial that
the separation between particles is at least 2.5 pixels.

Finally, the short-range corrections are tested with multiple particles using the Plummer and Miyamoto-
Nagai models for a spherical and a disk galaxy, respectively. The simulations for the Plummermodel are
successful; after short-range corrections, the potential, kinetic, and field energies change less over time
compared to simulations without corrections, indicating more stable orbits of particles inside the sphere.
The simulation for the Miyamoto-Nagai model is less successful because of how the particles were
initialized. Too many pairs of particles remain too close to each other at accelerations where no short-
range corrections may be applied, which is a significant limitation in MOND. This leads to inaccurate
results as a result of overlapping mass. Another issue is the increase in total energy over time, both
with and without corrections, indicating energy leakage into the system. This could be mitigated by
increasing the number of pixels, albeit at a significant computational cost.

6.2. Research recommendations
Now that it is possible to increase the accuracy of orbits for galaxies in both Newtonian and modified
Newtonian dynamics, there are many ways in which short-range corrections can be utilized. These
include, but are not limited to, globular clusters, dwarf galaxies, elliptical galaxies, and galaxy colli-
sions.

However, many improvements remain to be implemented to further increase computational efficiency
and accuracy. One way to decrease the computational cost of FFTs is the use of complex-to-real and
real-to-complex FFTs, which halves the computational cost by reducing the number of pixels in one
dimension by half in 𝑘-space.
To increase the accuracy of particle pairs that are too close to each other at a given time step size,
adaptive time-stepping can remove the need for a softening parameter. This method decreases the
time step size and increases the number of time steps used whenever two particles are near each
other.

When using short-range corrections, it is required to calculate the distance between all particles. This
has a computational complexity of O(𝑛2). This can be reduced to O(𝑛 log(𝑛)) using tree code, such
as the Barnes-Hut algorithm (Barnes and Hut, 1986), to determine which particles are close to each
other.

Additionally, it might be possible to change the way Gaussian smoothing is used for close encounters.
When two particles are near each other, modifying the variance of the Gaussian distribution could aid
in approximating the particles as point masses.
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